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OpenCubegen

OpenCubegen
Cube Generation for Gaussian, Gamess, and MOPAC packages

Author
Mitsuo Shoji

mitsuo.shoji@apchem.nagoya-u.ac. jp
Home page: http://www.geocities.jp/dr_mitsuos/index.html

Copyright (c)
All rights reserved. 2009- by Mitsuo Shoji

FermiSurfer

Copyright (c) 2014 Mitsuaki Kawamura

Permission is hereby granted, free of charge, to any person obtaining a
copy of this software and associated documentation files (the

Software” ), to deal in the Software without restriction, including
without limitation the rights to use, copy, modify, merge, publish,
distribute, sublicense, and/or sell copies of the Software, and to
permit persons to whom the Software is furnished to do so, subject to
the following conditions:

“

The above copyright notice and this permission notice shall be included
in all copies or substantial portions of the Software.

THE SOFTWARE IS PROVIDED “ AS IS” , WITHOUT WARRANTY OF ANY KIND, EXPRESS
OR IMPLIED, INCLUDING BUT NOT LIMITED TO THE WARRANTIES OF
MERCHANTABILITY, FITNESS FOR A PARTICULAR PURPOSE AND NONINFRINGEMENT.
IN NO EVENT SHALL THE AUTHORS OR COPYRIGHT HOLDERS BE LIABLE FOR ANY
CLAIM, DAMAGES OR OTHER LIABILITY, WHETHER IN AN ACTION OF CONTRACT,
TORT OR OTHERWISE, ARISING FROM, OUT OF OR IN CONNECTION WITH THE
SOFTWARE OR THE USE OR OTHER DEALINGS IN THE SOFTWARE.

Abbrevia 5.0

MOZILLA PUBLIC LICENSE
Version 1.1

1. Definitions.

1.0.1. "Commercial Use" means distribution or otherwise making the
Covered Code available to a third party.

@Goooooono)
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1.1. "Contributor" means each entity that creates or contributes to
the creation of Modifications.

1.2. "Contributor Version" means the combination of the Original
Code, prior Modifications used by a Contributor, and the
—Modifications

made by that particular Contributor.

1.3. "Covered Code" means the Original Code or Modifications or the
combination of the Original Code and Modifications, in each case
including portions thereof.

1.4. "Electronic Distribution Mechanism" means a mechanism generally
accepted in the software development community for the electronic
transfer of data.

1.5. "Executable" means Covered Code in any form other than Source

Code.

1.6. "Initial Developer" means the individual or entity identified

as the Initial Developer in the Source Code notice required by,
—Exhibit

A.

1.7. "Larger Work" means a work which combines Covered Code or

portions thereof with code not governed by the terms of this_
—~License.

1.8. "License" means this document.

1.8.1. "Licensable" means having the right to grant, to the maximum

extent possible, whether at the time of the initial grant or
subsequently acquired, any and all of the rights conveyed herein.

1.9. "Modifications" means any addition to or deletion from the
substance or structure of either the Original Code or any previous
Modifications. When Covered Code is released as a series of files, a
Modification is:
A. Any addition to or deletion from the contents of a file
containing Original Code or previous Modifications.

B. Any new file that contains any part of the Original Code or
previous Modifications.

1.10. "Original Code" means Source Code of computer software code

which is described in the Source Code notice required by Exhibit A,
—as

Original Code, and which, at the time of its release under this

License is not already Covered Code governed by this License.

1.10.1. "Patent Claims" means any patent claim(s), now owned or
hereafter acquired, including without limitation, method, process,

and apparatus claims, in any patent Licensable by grantor.

1.11. "Source Code" means the preferred form of the Covered Code for

@Goooooono)
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making modifications to it, including all modules it contains, plus
any associated interface definition files, scripts used to control
compilation and installation of an Executable, or source code
differential comparisons against either the Original Code or another
well known, available Covered Code of the Contributor's choice. The
Source Code can be in a compressed or archival form, provided the
appropriate decompression or de-archiving software is widely,
—available

for no charge.

1.12. "You" (or "Your") means an individual or a legal entity
exercising rights under, and complying with all of the terms of,
—this

License or a future version of this License issued under Section 6.
—1.
For legal entities, "You" includes any entity which controls, is
controlled by, or is under common control with You. For purposes of
this definition, "control" means (a) the power, direct or indirect,
to cause the direction or management of such entity, whether by
contract or otherwise, or (b) ownership of more than fifty percent
(50%) of the outstanding shares or beneficial ownership of such
entity.

2. Source Code License.

2.1. The Initial Developer Grant.
The Initial Developer hereby grants You a world-wide, royalty-free,
non-exclusive license, subject to third party intellectual property
claims:
(a) under intellectual property rights (other than patent or
trademark) Licensable by Initial Developer to use, reproduce,
modify, display, perform, sublicense and distribute the_
—Original
Code (or portions thereof) with or without Modifications, and/
—0Or
as part of a Larger Work; and

(b) under Patents Claims infringed by the making, using or
selling of Original Code, to make, have made, use, practice,
sell, and offer for sale, and/or otherwise dispose of the
Original Code (or portions thereof).

(c) the licenses granted in this Section 2.1(a) and (b) are
effective on the date Initial Developer first distributes
Original Code under the terms of this License.

(d) Notwithstanding Section 2.1 (b) above, no patent license is

granted: 1) for code that You delete from the Original Code; 2)

separate from the Original Code; or 3) for infringements,,
—caused

by: 1) the modification of the Original Code or ii) the

combination of the Original Code with other software or
—devices.

2.2. Contributor Grant.
Subject to third party intellectual property claims, each,

(O
E
s
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hereby grants You a world-wide, royalty-free, non-exclusive license

(a) under intellectual property rights (other than patent or

trademark) Licensable by Contributor, to use, reproduce,
—modify,

display, perform, sublicense and distribute the Modifications

created by such Contributor (or portions thereof) either on an

unmodified basis, with other Modifications, as Covered Code

and/or as part of a Larger Work; and

(b) under Patent Claims infringed by the making, using, or
selling of Modifications made by that Contributor either alone
and/or in combination with its Contributor Version (or portions
of such combination), to make, use, sell, offer for sale, have
made, and/or otherwise dispose of: 1) Modifications made by,
—that
Contributor (or portions thereof); and 2) the combination of
Modifications made by that Contributor with its Contributor
Version (or portions of such combination).

(c) the licenses granted in Sections 2.2(a) and 2.2 (b) are
effective on the date Contributor first makes Commercial Use of
the Covered Code.

(d) Notwithstanding Section 2.2 (b) above, no patent license_
—1s

granted: 1) for any code that Contributor has deleted from the

Contributor Version; 2) separate from the Contributor Version;

3) for infringements caused by: i) third party modifications,,
—of

Contributor Version or ii) the combination of Modifications,
—made

by that Contributor with other software (except as part of the

Contributor Version) or other devices; or 4) under Patent,
—~Claims

infringed by Covered Code in the absence of Modifications made
<*>by

that Contributor.

3. Distribution Obligations.

3.1. Application of License.
The Modifications which You create or to which You contribute are
governed by the terms of this License, including without limitation
Section 2.2. The Source Code version of Covered Code may be
distributed only under the terms of this License or a future version
of this License released under Section 6.1, and You must include a
copy of this License with every copy of the Source Code You
distribute. You may not offer or impose any terms on any Source Code
version that alters or restricts the applicable version of this
License or the recipients' rights hereunder. However, You may,,
—~include
an additional document offering the additional rights described in
Section 3.5.

3.2. Availability of Source Code.

(fooooooo)
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Any Modification which You create or to which You contribute must be
made available in Source Code form under the terms of this License
either on the same media as an Executable version or via an accepted
Electronic Distribution Mechanism to anyone to whom you made an
Executable version available; and if made available via Electronic
Distribution Mechanism, must remain available for at least twelve
—(12)
months after the date it initially became available, or at least six
(6) months after a subsequent version of that particular,
—Modification
has been made available to such recipients. You are responsible for
ensuring that the Source Code version remains available even if the
Electronic Distribution Mechanism is maintained by a third party.

3.3. Description of Modifications.

You must cause all Covered Code to which You contribute to contain a

file documenting the changes You made to create that Covered Code
—and

the date of any change. You must include a prominent statement that

the Modification is derived, directly or indirectly, from Original

Code provided by the Initial Developer and including the name of the

Initial Developer in (a) the Source Code, and (b) in any notice in_
—an

Executable version or related documentation in which You describe,,
—the

origin or ownership of the Covered Code.

3.4. Intellectual Property Matters
(a) Third Party Claims.
If Contributor has knowledge that a license under a third party

intellectual property rights is required to exercise the rights

granted by such Contributor under Sections 2.1 or 2.2,

Contributor must include a text file with the Source Code

distribution titled "LEGAL" which describes the claim and the

party making the claim in sufficient detail that a recipient
—will

know whom to contact. If Contributor obtains such knowledge,,
—after

the Modification is made available as described in Section 3.2,

Contributor shall promptly modify the LEGAL file in all copies

Contributor makes available thereafter and shall take other
—steps

(such as notifying appropriate mailing lists or newsgroups)

reasonably calculated to inform those who received the Covered

Code that new knowledge has been obtained.

(b) Contributor APIs.

If Contributor's Modifications include an application
—programming

interface and Contributor has knowledge of patent licenses
—which

are reasonably necessary to implement that API, Contributor
—must

also include this information in the LEGAL file.

(fooooooo)
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(c) Representations.
Contributor represents that, except as disclosed pursuant to
Section 3.4 (a) above, Contributor believes that Contributor's
Modifications are Contributor's original creation(s) and/or
Contributor has sufficient rights to grant the rights conveyed,

this License.

3.5. Required Notices.

You must duplicate the notice in Exhibit A in each file of the
—Source

Code. 1If it is not possible to put such notice in a particular,
—Source

Code file due to its structure, then You must include such notice
—~in a

location (such as a relevant directory) where a user would be likely

to look for such a notice. If You created one or more

—~Modification(s)
You may add your name as a Contributor to the notice described in
Exhibit A. You must also duplicate this License in any,,
—documentation
for the Source Code where You describe recipients' rights or
—ownership
rights relating to Covered Code. You may choose to offer, and to
charge a fee for, warranty, support, indemnity or liability
obligations to one or more recipients of Covered Code. However, You
may do so only on Your own behalf, and not on behalf of the Initial
Developer or any Contributor. You must make it absolutely clear than
any such warranty, support, indemnity or liability obligation is
offered by You alone, and You hereby agree to indemnify the Initial
Developer and every Contributor for any liability incurred by the
Initial Developer or such Contributor as a result of warranty,
support, indemnity or liability terms You offer.

3.6. Distribution of Executable Versions.

You may distribute Covered Code in Executable form only if the

requirements of Section 3.1-3.5 have been met for that Covered Code,

and if You include a notice stating that the Source Code version of

the Covered Code is available under the terms of this License,

including a description of how and where You have fulfilled the

obligations of Section 3.2. The notice must be conspicuously,
—~included

in any notice in an Executable version, related documentation or

collateral in which You describe recipients' rights relating to the

Covered Code. You may distribute the Executable version of Covered

Code or ownership rights under a license of Your choice, which may

contain terms different from this License, provided that You are in

compliance with the terms of this License and that the license for
—the

Executable version does not attempt to limit or alter the recipient
—'s

rights in the Source Code version from the rights set forth in this

License. If You distribute the Executable version under a different

license You must make it absolutely clear that any terms which,
—differ

from this License are offered by You alone, not by the Initial

(fooooooo)
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Developer or any Contributor. You hereby agree to indemnify the
Initial Developer and every Contributor for any liability incurred,
the Initial Developer or such Contributor as a result of any such
terms You offer.

3.7. Larger Works.

You may create a Larger Work by combining Covered Code with other
—code

not governed by the terms of this License and distribute the Larger

Work as a single product. In such a case, You must make sure the

requirements of this License are fulfilled for the Covered Code.

4, Inability to Comply Due to Statute or Regulation.

If it is impossible for You to comply with any of the terms of this
License with respect to some or all of the Covered Code due to
statute, judicial order, or regulation then You must: (a) comply,
—with
the terms of this License to the maximum extent possible; and (b)
describe the limitations and the code they affect. Such description
must be included in the LEGAL file described in Section 3.4 and must
be included with all distributions of the Source Code. Except to the
extent prohibited by statute or regulation, such description must be
sufficiently detailed for a recipient of ordinary skill to be able,
—to
understand it.

5. Application of this License.

This License applies to code to which the Initial Developer has
attached the notice in Exhibit A and to related Covered Code.

6. Versions of the License.

6.1. New Versions.

Netscape Communications Corporation ("Netscape") may publish revised
and/or new versions of the License from time to time. Each version
will be given a distinguishing version number.

6.2. Effect of New Versions.

Once Covered Code has been published under a particular version of
—the

License, You may always continue to use it under the terms of that

version. You may also choose to use such Covered Code under the
—terms

of any subsequent version of the License published by Netscape. No,
—one

other than Netscape has the right to modify the terms applicable to

Covered Code created under this License.

6.3. Derivative Works.

If You create or use a modified version of this License (which you,,
—may

only do in order to apply it to code which is not already Covered
—Code

(fooooooo)
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governed by this License), You must (a) rename Your license so that
the phrases "Mozilla", "MOZILLAPL", "MOZPL", "Netscape",
"MPL", "NPL" or any confusingly similar phrase do not appear in your

license (except to note that your license differs from this License)
and (b) otherwise make it clear that Your version of the license
contains terms which differ from the Mozilla Public License and
Netscape Public License. (Filling in the name of the Initial
Developer, Original Code or Contributor in the notice described in
Exhibit A shall not of themselves be deemed to be modifications of
this License.)

7. DISCLAIMER OF WARRANTY.

COVERED CODE IS PROVIDED UNDER THIS LICENSE ON AN "AS IS" BASIS,

WITHOUT WARRANTY OF ANY KIND, EITHER EXPRESSED OR IMPLIED,
—INCLUDING,

WITHOUT LIMITATION, WARRANTIES THAT THE COVERED CODE IS FREE OF

DEFECTS, MERCHANTABLE, FIT FOR A PARTICULAR PURPOSE OR NON-
—INFRINGING.

THE ENTIRE RISK AS TO THE QUALITY AND PERFORMANCE OF THE COVERED_
—CODE

IS WITH YOU. SHOULD ANY COVERED CODE PROVE DEFECTIVE IN ANY RESPECT,

YOU (NOT THE INITIAL DEVELOPER OR ANY OTHER CONTRIBUTOR) ASSUME THE

COST OF ANY NECESSARY SERVICING, REPAIR OR CORRECTION. THIS
—~DISCLAIMER

OF WARRANTY CONSTITUTES AN ESSENTIAL PART OF THIS LICENSE. NO USE OF

ANY COVERED CODE IS AUTHORIZED HEREUNDER EXCEPT UNDER THIS
—DISCLAIMER.

8. TERMINATION.

8.1. This License and the rights granted hereunder will terminate
automatically if You fail to comply with terms herein and fail to
—cure

such breach within 30 days of becoming aware of the breach. All
sublicenses to the Covered Code which are properly granted shall
survive any termination of this License. Provisions which, by their
nature, must remain in effect beyond the termination of this License
shall survive.

8.2. If You initiate litigation by asserting a patent infringement

claim (excluding declatory judgment actions) against Initial,
—Developer

or a Contributor (the Initial Developer or Contributor against whom

You file such action is referred to as "Participant") alleging,,
—that:

(a) such Participant's Contributor Version directly or indirectly
infringes any patent, then any and all rights granted by such
Participant to You under Sections 2.1 and/or 2.2 of this License
shall, upon 60 days notice from Participant terminate prospectively,
unless if within 60 days after receipt of notice You either: (i)
agree in writing to pay Participant a mutually agreeable reasonable
royalty for Your past and future use of Modifications made by such
Participant, or (ii) withdraw Your litigation claim with respect to
the Contributor Version against such Participant. If within 60 days

(fooooooo)
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of notice, a reasonable royalty and payment arrangement are not

mutually agreed upon in writing by the parties or the litigation,_
—claim

is not withdrawn, the rights granted by Participant to You under

Sections 2.1 and/or 2.2 automatically terminate at the expiration of

the 60 day notice period specified above.

(b) any software, hardware, or device, other than such Participant
—'s

Contributor Version, directly or indirectly infringes any patent,
—then

any rights granted to You by such Participant under Sections 2.1 (b)

and 2.2 (b) are revoked effective as of the date You first made,

—used,
sold, distributed, or had made, Modifications made by that
Participant.
8.3. If You assert a patent infringement claim against Participant

alleging that such Participant's Contributor Version directly or

indirectly infringes any patent where such claim is resolved (such,
—as

by license or settlement) prior to the initiation of patent

infringement litigation, then the reasonable value of the licenses

granted by such Participant under Sections 2.1 or 2.2 shall be taken

into account in determining the amount or value of any payment or

license.

8.4. 1In the event of termination under Sections 8.1 or 8.2 above,

all end user license agreements (excluding distributors and_
—resellers)

which have been validly granted by You or any distributor hereunder
prior to termination shall survive termination.

9. LIMITATION OF LIABILITY.

UNDER NO CIRCUMSTANCES AND UNDER NO LEGAL THEORY, WHETHER TORT
(INCLUDING NEGLIGENCE), CONTRACT, OR OTHERWISE, SHALL YOU, THE
< INITIAL
DEVELOPER, ANY OTHER CONTRIBUTOR, OR ANY DISTRIBUTOR OF COVERED,,
—.CODE,
OR ANY SUPPLIER OF ANY OF SUCH PARTIES, BE LIABLE TO ANY PERSON FOR
ANY INDIRECT, SPECIAL, INCIDENTAL, OR CONSEQUENTIAL DAMAGES OF ANY
CHARACTER INCLUDING, WITHOUT LIMITATION, DAMAGES FOR LOSS OF
,GOODWILL,
WORK STOPPAGE, COMPUTER FAILURE OR MALFUNCTION, OR ANY AND ALL OTHER
COMMERCIAL DAMAGES OR LOSSES, EVEN IF SUCH PARTY SHALL HAVE BEEN
INFORMED OF THE POSSIBILITY OF SUCH DAMAGES. THIS LIMITATION OF
LIABILITY SHALL NOT APPLY TO LIABILITY FOR DEATH OR PERSONAL INJURY
RESULTING FROM SUCH PARTY'S NEGLIGENCE TO THE EXTENT APPLICABLE LAW
PROHIBITS SUCH LIMITATION. SOME JURISDICTIONS DO NOT ALLOW THE
EXCLUSION OR LIMITATION OF INCIDENTAL OR CONSEQUENTIAL DAMAGES, SO
THIS EXCLUSION AND LIMITATION MAY NOT APPLY TO YOU.

10. U.S. GOVERNMENT END USERS.

The Covered Code is a "commercial item," as that term is defined in

(fooooooo)
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48 C.F.R. 2.101 (Oct. 1995), consisting of "commercial computer

software" and "commercial computer software documentation," as such

terms are used in 48 C.F.R. 12.212 (Sept. 1995). Consistent with 48

C.F.R. 12.212 and 48 C.F.R. 227.7202-1 through 227.7202-4 (June_,
—1995),

all U.S. Government End Users acquire Covered Code with only those

rights set forth herein.

11. MISCELLANEOUS.

This License represents the complete agreement concerning subject
matter hereof. If any provision of this License is held to be
unenforceable, such provision shall be reformed only to the extent
necessary to make it enforceable. This License shall be governed by
California law provisions (except to the extent applicable law, if
any, provides otherwise), excluding its conflict-of-law provisions.
With respect to disputes in which at least one party is a citizen
‘~>Of,
or an entity chartered or registered to do business in the United
States of America, any litigation relating to this License shall be
subject to the jurisdiction of the Federal Courts of the Northern
District of California, with venue lying in Santa Clara County,
California, with the losing party responsible for costs, including
without limitation, court costs and reasonable attorneys' fees and
expenses. The application of the United Nations Convention on
Contracts for the International Sale of Goods is expressly excluded.
Any law or regulation which provides that the language of a contract
shall be construed against the drafter shall not apply to this
License.

12. RESPONSIBILITY FOR CLAIMS.

As between Initial Developer and the Contributors, each party is
responsible for claims and damages arising, directly or indirectly,
out of its utilization of rights under this License and You agree to
work with Initial Developer and Contributors to distribute such
responsibility on an equitable basis. Nothing herein is intended or
shall be deemed to constitute any admission of liability.

13. MULTIPLE-LICENSED CODE.

Initial Developer may designate portions of the Covered Code as

"Multiple-Licensed". "Multiple-Licensed" means that the Initial

Developer permits you to utilize portions of the Covered Code under

Your choice of the NPL or the alternative licenses, if any,
—specified

by the Initial Developer in the file described in Exhibit A.

[

EXHIBIT A -Mozilla Public License.

" "The contents of this file are subject to the Mozilla Public,,
—~License

Version 1.1 (the "License"); you may not use this file except in

compliance with the License. You may obtain a copy of the License at

http://www.mozilla.org/MPL/

(fooooooo)
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Software distributed under the License is distributed on an "AS IS"

basis, WITHOUT WARRANTY OF ANY KIND, either express or implied. See
—the

License for the specific language governing rights and limitations

under the License.

The Original Code is

The Initial Developer of the Original Code is

Portions created by are Copyright (C)
All Rights Reserved.

Contributor (s) :

Alternatively, the contents of this file may be used under the terms
of the license (the "[__ ] License"), in which case the
provisions of [ ] License are applicable instead of those
above. If you wish to allow use of your version of this file only
under the terms of the [_ ] License and not to allow others to use
your version of this file under the MPL, indicate your decision by
deleting the provisions above and replace them with the notice and

other provisions required by the [___] License. If you do not,
—delete

the provisions above, a recipient may use your version of this file

under either the MPL or the [__ ] License."

[NOTE: The text of this Exhibit A may differ slightly from the text,,
—of

the notices in the Source Code files of the Original Code. You
—should

use the text of this Exhibit A rather than the text found in the

Original Code Source Code for Your Modifications.]

[

TeeChart Standard

TeeChart Standard v2018
Copyright (c) 1995-2018 by Steema Software.
All Rights Reserved.

SOFTWARE LICENSING CONTRACT

NOTICE TO USER: THIS IS A CONTRACT. BY CLICKING THE 'OK' BUTTON BELOW
—DURING INSTALLATION,

YOU ACCEPT ALL THE TERMS AND CONDITIONS OF THIS AGREEMENT.

License Terms:

—— A Single License of TeeChart Standard VCL is per developer.

—-— A Site License of TeeChart Standard VCL is per "physical place" with_,
—unlimited number of developers

under the same company building(s) .

—-— For special licensing issues, volume discounts, integrations or_
—~redistribution please contact us at:

sales@steema.com

ooooooo)
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TeeChart Standard is royalty free under the following use conditions

You can freely distribute TeeChart Standard code COMPILED into your,
—applications as executables or

dynamic link libraries, including as .Net Assemblies, VCL Packages, OCX
—ActiveX Controls or ActiveX

Forms, excepting compilation as design-time packages or compilation into
—~a DLL or OCX or other library

for use as a designtime tool or for a Web server scripting environment.
—The latter case requires that a

WebServer runtime license be registered per installed server.

You are NOT allowed to distribute stand-alone TeeChart Standard files,
—TeeChart Standard source code,

TeeChart Standard manual and help file or everything else contained in_,
—~this software without receiving

our written permission.

You are NOT allowed to distribute the TeeChart design-time package files |
—and/or any of the TeeChart

\+.DCP or any other file from the source code files.

You can freely distribute the TeeChart evaluation version, located at
—our web site

http://www.steema.com

END-USER LICENSE AGREEMENT FOR STEEMA SOFTWARE SL

IMPORTANT- READ CAREFULLY BEFORE INSTALLING THE SOFTWARE.

This End User License Agreement (this "EULA") contains the terms and
—conditions regarding your use of

the SOFTWARE (as defined below) and material limitations to your rights
—in that regard.

You should read this EULA carefully.

By installing the TeeChart Standard VCL software (hereinafter the
—"SOFTWARE"), you are accepting the

following EULA.

I. THIS EULA.

1. Software Covered by this EULA.

This EULA governs your use of the Steema Software SL ("Steema") SOFTWARE
—enclosed either as part of

a SOFTWARE installer or otherwise accompanied herewith. The term
—"SOFTWARE" includes, to the

extent provided by Steema:

1) any revisions, updates and/or upgrades thereto;

2) any data, image or executable files, databases, data engines,
—computer software, or similar items

customarily used or distributed with computer software products;

3) anything in any form whatsoever intended to be used with or in
—conjunction with the SOFTWARE; and

4) any associated media, documentation (including physical, electronic,
—and online) and printed materials

(the "Documentation").

2. This EULA is a legal agreement between you and Steema.
If you are acting as an agent of a company or another legal person, such,
—~as an officer or other employee

acting for your employer, then "you" and "your" mean your principal, the

entityy or other legal verson for

ge=F RO (fooooooo)
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whom you are acting. However, importantly, even if you are acting as an_
—agent for another, you may still

be personally liable for violation of laws such as copyright,
—~infringement.

This EULA is a legal agreement between you and Steema.

You intend to be legally bound to this EULA to the same extent as if
—Steema and you physically signed

this EULA.

By installing, copying, or otherwise using the SOFTWARE, you agree to be_
—bound by the terms and

conditions contained in this EULA.

If you do not agree to all of the terms and conditions contained in this_
—EULA, you may not install or use

the SOFTWARE. If you have already installed or begun to install the
—SOFTWARE you should cancel any

install in progress and uninstall the SOFTWARE. If you do not agree to
—~all of these terms and conditions,

then you must promptly return the uninstalled SOFTWARE to the place from
—which you purchased it in

accordance with the return policies of that place.

IT. YOUR LICENSE TO DEVELOP AND TO DISTRIBUTE.

Detailed below, this EULA grants you three licenses:

1) a license to use the SOFTWARE to develop other software products (the
—"Development License");

2) a license to use and/or distribute the Developed Software (the
—"Distribution License"); and

3) a license to use and/or distribute the Developed Software on a_
—Network Server (the "Web Server

License"). All of these licenses (individually and collectively, the
—"Licenses") are explained and defined in

more detail below.

1. Definitions. Terms and their respective meanings as used in this EULA:
"Network Server" means a computer with one or more computer central,
—processing units (CPU's) that

operates for the purpose of serving other computers logically or
—physically connected to it, including,

but not limited to, other computers connected to it on an internal,
—network, intranet or the Internet.

"Web Server" means a type of Network Server that serves other computers
—more particularly connected

to it over an intranet or the Internet.

"Developed Software" means those computer software products that are,
—developed by or through the

use of the SOFTWARE. "Developed Web Server Software" means those
—~Developed Software products

that reside logically or physically on at least one Web Server and are
—operated (executed therein) by the

Web Server's central processing unit (s) (CPU).

"Developed Desktop Software" means those Developed Software products,
—that are not Developed Web

Server Software, including, for example, standalone applications.
"Redistributable Files" means the SOFTWARE files or other portions of |
—the SOFTWARE that are provided

(fooooooo)
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by Steema and are identified as such in the Documentation for
—distribution by you with the Developed

Software.

"Developer" means a person using the SOFTWARE in accordance with the
—terms and conditions of this

EULA.

"Development License" is a "Per-seat license". Per-seat means the
—~license is required for each machine

that the SOFTWARE will reside on. Every machine installing, running and/
—or using the software for

development purposes must have a licensed copy and its appropriate,
—~license.

"Developer seat" is the use of one "Per seat" licensed copy of the
—SOFTWARE by one concurrent

Developer.

2. Your Development License.

You are hereby granted a limited, royalty-free, non-exclusive right to_
—use the SOFTWARE to design,

develop, and test Developed Software, on the express condition that, and_
—only for so long as, you fully

comply with all terms and conditions of this EULA.

The SOFTWARE is licensed to you on a Per Seat License basis.

The Development License means that you may perform a single install of |
—the SOFTWARE for use in

designing, testing and creating Developed Software on a single computer,
—with a single set of input

devices, restricting the use of such computer to one concurrent
—Developer. Conversely, you may not

install or use the SOFTWARE on a computer that is a network server or a,
—computer at which the

SOFTWARE 1is used by more than one Developer.

You may not network the SOFTWARE or any component part of it, where it
—~1is or may be used by more

than one Developer unless you purchase an additional Development License
—for each Developer. You

must purchase another separate license to the SOFTWARE in order to add
—additional developer seats if

the additional developers are accessing the SOFTWARE on a computer,
—network. If the SOFTWARE is

used to create Developed Web Server Software, then you may perform a_
—single install of the SOFTWARE

for use in designing, testing and creating Developed Web Server Software
—~by a single Developer on a

single computer or Network Server. No additional End User Licenses are
—required for additional CPUs on

the single computer or Network Server.

In all cases, you may not use Steema's name, logo, or trademarks to,
—market your Developed Software

without the express written consent of Steema; agree to indemnify, hold,
—harmless, and defend Steema,

its suppliers and resellers, from and against any claims or lawsuits,
—~including lawyer's fees that may arise

from the use or distribution of your Developed Software; you may use the
—SOFTWARE only to create

Developed Software that is significantly different than the SOFTWARE.

(fooooooo)
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3. Your Distribution License.

License to Distribute Developed Desktop Software. Subject to the terms,
—and conditions in this EULA,

you are granted the license to use and to distribute Developed Desktop,
—~Software on a royalty-free basis,

provided that the Developed Desktop Software incorporates the SOFTWARE
—~as an integral part of the

Developed Software in machine language compiled format (customarily an
—~exe", or ".dll", etc.). You

may not distribute, bundle, wrap or subclass the SOFTWARE as Developed,
—~Software which, when used in

a "designtime" development environment, exposes the programmatic,
—~interface of the SOFTWARE. You

may distribute, on a royalty-free basis, Redistributable Files with_
—Developed Desktop Software only.

4. Your Web Server License.

Subject to the terms and conditions in this EULA, you are granted the_
—~license to use and to distribute

Developed Web Server Software, provided that you must purchase one Web
—~Server License for each

Network Server operating the Developed Web Server Software (and/or,_
—~Redistributable Files called or

otherwise used directly by the Developed Web Server Software) .
—Notwithstanding the foregoing,

however, you may distribute or transfer, free of royalties, the_
—Redistributable Files (and/or any

Developed Desktop Software) to the extent that they are used separately,
—on the client/workstation side

of the network served by the Web Server.

5. License Serial Number.

Upon purchase of the SOFTWARE a unique serial number (the "Serial Number
—") 1s provided by Steema

either electronically or via the delivery channel. The Serial number
—provides a means to install and

Register the SOFTWARE. The Serial Number is subject to the restrictions_
—~set forth in this EULA and may

not be disclosed or distributed either with your Developed Software or,,
—~1in any other way. The disclosure

or distribution of the Serial Number shall constitute a breach of this,
—EULA, the effect of which shall be

the automatic termination and revocation of all the rights granted,
—herein.

6. Updates/Upgrades.

Subject to the terms and conditions of this EULA, the Licenses are
—perpetual. Updates and upgrades to

the SOFTWARE may be provided by Steema at their discretion at timely,,
—intervals though Steema does

not commit to providing such updates or upgrades, and, if so provided by,
—~Steema, are provided upon

the terms and conditions offered at that time by Steema.

7. Evaluation Copy.

(fooooooo)
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If you are using an "evaluation copy" or similar version, specifically,
—designated as such by Steema on its

website or otherwise, then the Licenses are limited as follows:

a) you are granted a license to use the SOFTWARE for a period of fifty,,
— (50) days counted from the day of

installation (the "Evaluation Period");

b) upon completion of the Evaluation Period, you shall either

i) delete the SOFTWARE from the computer containing the installation, or_
—you may

ii) contact Steema or one of its authorized dealers to purchase a_
—license of the SOFTWARE, which is

subject to the terms and limitations contained herein; and

c) any Developed Software developed with an evaluation copy may not be
—~distributed or used for any

commercial purpose.

IIT. INTELLECTUAL PROPERTY.

1. Copyright.

You agree that all right, title, and interest in and to the SOFTWARE,

— (including, but not limited to, any

images, photographs, code examples and text incorporated into the
—~SOFTWARE) , and any copies of the

SOFTWARE, and any copyrights and other intellectual properties therein
—or related thereto are owned

exclusively by Steema, except to the limited extent that Steema may be,
—the rightful license holder of

certain third-party technologies incorporated into the SOFTWARE. The,,
—SOFTWARE is protected by

copyright laws and international treaty provisions. The SOFTWARE is_,
—~licensed to you, not sold to you.

Steema reserves all rights not otherwise expressly and specifically,,
—granted to you in this EULA.

2. Backups.
You may make one copy the SOFTWARE solely for backup or archival
—purposes.

3. General Limitations.

You may not reverse engineer, decompile, or disassemble the SOFTWARE,
—except and only to the extent

that applicable law expressly permits such activity notwithstanding this
—~limitation.

4. Software Transfers.

You may not rent or lease the SOFTWARE. You may transfer the SOFTWARE to
—another computer,

provided that it is completely removed from the computer from which it
—was transferred. You may

permanently transfer all of your rights under the EULA, provided that
—you retain no copies, that you

transfer all the SOFTWARE (including all component parts, the media and
—printed materials, any dates,

upgrades, this EULA and, if applicable, the Certificate of Authenticity),
and that the recipient agrees to

the terms and conditions of this EULA as provided herein. Steema should

be notif d in writing f license
- - + HR—WEEe+h + RS
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transfers where the company of the recipient is different to that of the_
—original licensee. If the

SOFTWARE 1s an update or upgrade, any transfer must include all prior
—versions of the SOFTWARE.

5. Termination.

Without prejudice to any other rights it may have, Steema may terminate
—~this EULA and the Licenses if

you fail to comply with the terms and conditions contained herein. In_
—such an event, you must destroy

all copies of the SOFTWARE and all of its component parts.

IV. DISCLAIMER and WARRANTIES

1. Disclaimer

Steema's entire liability and your exclusive remedy under this EULA |
—~shall be, at Steema's sole option,

either (a) return of the price paid for the SOFTWARE;

(b) repair the SOFTWARE through updates distributed online. Steema,,
—cannot and does not guarantee

that any functions contained in the Software will meet your requirements,
or that its operations will be

error free. The entire risk as to the Software performance or quality,
—or both, is solely with the user and

not Steema. You assume responsibility for the selection of the component,
—to achieve your intended

results, and for the installation, use, and results obtained from the
—SOFTWARE .

2. Warranty.

Steema makes no warranty, to the maximum extent permitted by law, either
—~implied or expressed,

including with-out limitation any warranty with respect to this Software
—documented here, its quality,

performance, or fitness for a particular purpose. In no event shall
—Steema be liable to you for damages,

whether direct or indirect, incidental, special, or consequential,
—arising out the use of or any defect in the

Software, even if Steema has been advised of the possibility of such,
—damages, or for any claim by any

other party. All other warranties of any kind, either express or implied,
including but not limited to the

implied warranties of merchantability and fitness for a particular,,
—purpose, are expressly excluded.

[

V. MISCELLANEOUS.

1. This is the Entire Agreement.

This EULA (including any addendum or amendment to this EULA included
—with the SOFTWARE) is the

final, complete and exclusive statement of the entire agreement between
—you and Steema relating to

the SOFTWARE. This EULA supersedes any prior and contemporaneous,,
—proposals, purchase orders,

advertisements, and all other communications in relation to the subject,
—matter of this EULA, whether

(fooooooo)
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oral or written. No terms or conditions, other than those contained in_
—this EULA, and no other

understanding or agreement which in any way modifies these terms and
—conditions, shall be binding

upon the parties unless entered into in writing executed between the
—parties, or by other non-oral

manner of agreement whereby the parties objectively and definitively act,
—~in a manner to be bound

(such as by continuing with an installation of the SOFTWARE, "clicking-
—through" a questionnaire, etc.)

Employees, agents and other representatives of Steema are not permitted
—~to orally modify this EULA.

2. You Indemnify Steema.

You agree to indemnify, hold harmless, and defend Steema and its_
—suppliers and resellers from and

against any and all claims or lawsuits, including attorney's fees, that,
—arise or result from this EULA.

3. Interpretation of this EULA.

If for any reason a court of competent jurisdiction finds any provision
—of this EULA, or any portion

thereof, to be unenforceable, that provision of this EULA will be_,
—enforced to the maximum extent

permissible so as to effect the intent of the parties, and the remainder
—of this EULA will continue in full

force and effect. Formatives of defined terms shall have the same_
—meaning of the defined term. Failure

by either party to enforce any provision of this EULA will not be deemed,
—a wailver of future enforcement

of that or any other provision. Except as otherwise required or
—superseded by law, this EULA is governed

by the laws of Spain. If the SOFTWARE was acquired outside of Spain,
—then local law may apply.

Steema Software
wWww.steema.com

Packmol 18.168

MIT License

Copyright (c) 2009-2018 Leandro Mart~"c3””adnez, Jos""c37"a9 Mario
—Mart”~"~c3”"adnez, Ernesto Birgin

Permission is hereby granted, free of charge, to any person obtaining a_

—COpYy

of this software and associated documentation files (the "Software"), to_
—deal

in the Software without restriction, including without limitation the_
—~rights

to use, copy, modify, merge, publish, distribute, sublicense, and/or sell
copies of the Software, and to permit persons to whom the Software is
furnished to do so, subject to the following conditions:

ooooooo)
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The above copyright notice and this permission notice shall be included,
—in all
copies or substantial portions of the Software.

THE SOFTWARE IS PROVIDED "AS IS", WITHOUT WARRANTY OF ANY KIND, EXPRESS,
‘*?OR

IMPLIED, INCLUDING BUT NOT LIMITED TO THE WARRANTIES OF MERCHANTABILITY,
FITNESS FOR A PARTICULAR PURPOSE AND NONINFRINGEMENT. IN NO EVENT SHALL_
< THE

AUTHORS OR COPYRIGHT HOLDERS BE LIABLE FOR ANY CLAIM, DAMAGES OR OTHER
LIABILITY, WHETHER IN AN ACTION OF CONTRACT, TORT OR OTHERWISE, ARISING.
_ FROM,

OUT OF OR IN CONNECTION WITH THE SOFTIWARE OR THE USE OR OTHER DEALINGS,
_,IN THE

SOFTWARE .

libssh2 1.8.0

The BSD 3-Clause License

Copyright (c) 2004-2007 Sara Golemon <sarag@libssh2.org>
Copyright (c) 2005,2006 Mikhail Gusarov <dottedmag@dottedmag.net>
Copyright (c) 2006-2007 The Written Word, Inc.

Copyright (c) 2007 Eli Fant <elifantu@mail.ru>

Copyright (c) 2009-2019 Daniel Stenberg

Copyright (C) 2008, 2009 Simon Josefsson

All rights reserved.

Redistribution and use in source and binary forms,
with or without modification, are permitted provided
that the following conditions are met:

Redistributions of source code must retain the above
copyright notice, this list of conditions and the
following disclaimer.

Redistributions in binary form must reproduce the above
copyright notice, this list of conditions and the following
disclaimer in the documentation and/or other materials
provided with the distribution.

Neither the name of the copyright holder nor the names
of any other contributors may be used to endorse or
promote products derived from this software without
specific prior written permission.

THIS SOFTWARE IS PROVIDED BY THE COPYRIGHT HOLDERS AND
CONTRIBUTORS "AS IS" AND ANY EXPRESS OR IMPLIED WARRANTIES,
INCLUDING, BUT NOT LIMITED TO, THE IMPLIED WARRANTIES

OF MERCHANTABILITY AND FITNESS FOR A PARTICULAR PURPOSE

ARE DISCLAIMED. IN NO EVENT SHALL THE COPYRIGHT OWNER OR
CONTRIBUTORS BE LIABLE FOR ANY DIRECT, INDIRECT, INCIDENTAL,
SPECIAL, EXEMPLARY, OR CONSEQUENTIAL DAMAGES (INCLUDING,

BUT NOT LIMITED TO, PROCUREMENT OF SUBSTITUTE GOODS OR
SERVICES; LOSS OF USE, DATA, OR PROFITS; OR BUSINESS
INTERRUPTION) HOWEVER CAUSED AND ON ANY THEORY OF LIABILITY,

ooooooo)
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WHETHER IN CONTRACT, STRICT LIABILITY, OR TORT (INCLUDING
NEGLIGENCE OR OTHERWISE) ARISING IN ANY WAY OUT OF THE
USE OF THIS SOFTWARE, EVEN IF ADVISED OF THE POSSIBILITY
OF SUCH DAMAGE.

openssl 1.0.2m

OpenSSL License and Original SSLeay License

OpenSSL License

Copyright (c) 1998-2018 The OpenSSL Project. All rights reserved.

Redistribution and use in source and binary forms, with or without
modification, are permitted provided that the following conditions
are met:

1. Redistributions of source code must retain the above copyright
notice, this list of conditions and the following disclaimer.

2. Redistributions in binary form must reproduce the above copyright
notice, this list of conditions and the following disclaimer in
the documentation and/or other materials provided with the
distribution.

3. All advertising materials mentioning features or use of this
software must display the following acknowledgment:
"This product includes software developed by the OpenSSL Project
for use in the OpenSSL Toolkit. (http://www.openssl.org/)"

4. The names "OpenSSL Toolkit" and "OpenSSL Project" must not be used to
endorse or promote products derived from this software without
prior written permission. For written permission, please contact
openssl-core@openssl.org.

5. Products derived from this software may not be called "OpenSSL"
nor may "OpenSSL" appear in their names without prior written
permission of the OpenSSL Project.

6. Redistributions of any form whatsoever must retain the following
acknowledgment:
"This product includes software developed by the OpenSSL Project
for use in the OpenSSL Toolkit (http://www.openssl.org/)"

THIS SOFTWARE IS PROVIDED BY THE OpenSSL PROJECT " "AS IS'' AND ANY
EXPRESSED OR IMPLIED WARRANTIES, INCLUDING, BUT NOT LIMITED TO, THE
IMPLIED WARRANTIES OF MERCHANTABILITY AND FITNESS FOR A PARTICULAR
PURPOSE ARE DISCLAIMED. IN NO EVENT SHALL THE OpenSSL PROJECT OR
ITS CONTRIBUTORS BE LIABLE FOR ANY DIRECT, INDIRECT, INCIDENTAL,
SPECIAL, EXEMPLARY, OR CONSEQUENTIAL DAMAGES (INCLUDING, BUT

NOT LIMITED TO, PROCUREMENT OF SUBSTITUTE GOODS OR SERVICES;

LOSS OF USE, DATA, OR PROFITS; OR BUSINESS INTERRUPTION)

HOWEVER CAUSED AND ON ANY THEORY OF LIABILITY, WHETHER IN CONTRACT,
STRICT LIABILITY, OR TORT (INCLUDING NEGLIGENCE OR OTHERWISE)

ooooooo)
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ARISING IN ANY WAY OUT OF THE USE OF THIS SOFTWARE, EVEN IF ADVISED
OF THE POSSIBILITY OF SUCH DAMAGE.

This product includes cryptographic software written by Eric Young
(eayl@cryptsoft.com). This product includes software written by Tim
Hudson (tjh@cryptsoft.com).

Original SSLeay License

Copyright (C) 1995-1998 Eric Young (eay@cryptsoft.com)
All rights reserved.

This package is an SSL implementation written
by Eric Young (eaylcryptsoft.com).
The implementation was written so as to conform with Netscapes SSL.

This library is free for commercial and non-commercial use as long as
the following conditions are aheared to. The following conditions
apply to all code found in this distribution, be it the RC4, RSA,
lhash, DES, etc., code; not just the SSL code. The SSL documentation
included with this distribution is covered by the same copyright terms
except that the holder is Tim Hudson (tjh@cryptsoft.com).

Copyright remains Eric Young's, and as such any Copyright notices in
the code are not to be removed.

If this package is used in a product, Eric Young should be given,
—attribution

as the author of the parts of the library used.

This can be in the form of a textual message at program startup or
in documentation (online or textual) provided with the package.

Redistribution and use in source and binary forms, with or without

modification, are permitted provided that the following conditions

are met:

1. Redistributions of source code must retain the copyright
notice, this list of conditions and the following disclaimer.

2. Redistributions in binary form must reproduce the above copyright
notice, this list of conditions and the following disclaimer in the
documentation and/or other materials provided with the distribution.

3. All advertising materials mentioning features or use of this software
must display the following acknowledgement:

"This product includes cryptographic software written by
Eric Young (eay@cryptsoft.com)"
The word 'cryptographic' can be left out if the rouines from the

—~library
being used are not cryptographic related :-).

4. If you include any Windows specific code (or a derivative thereof)

—from

the apps directory (application code) you must include an_,
—acknowledgement:

"This product includes software written by Tim Hudson (tjh@cryptsoft.
—com) "

THIS SOFTWARE IS PROVIDED BY ERIC YOUNG " "AS IS'' AND

(fooooooo)
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ANY EXPRESS OR IMPLIED WARRANTIES, INCLUDING, BUT NOT LIMITED TO, THE
IMPLIED WARRANTIES OF MERCHANTABILITY AND FITNESS FOR A PARTICULAR
—PURPOSE

ARE DISCLAIMED. IN NO EVENT SHALL THE AUTHOR OR CONTRIBUTORS BE LIABLE
FOR ANY DIRECT, INDIRECT, INCIDENTAL, SPECIAL, EXEMPLARY, OR_
—CONSEQUENTIAL

DAMAGES (INCLUDING, BUT NOT LIMITED TO, PROCUREMENT OF SUBSTITUTE GOODS
OR SERVICES; LOSS OF USE, DATA, OR PROFITS; OR BUSINESS INTERRUPTION)
HOWEVER CAUSED AND ON ANY THEORY OF LIABILITY, WHETHER IN CONTRACT,
—STRICT

LIABILITY, OR TORT (INCLUDING NEGLIGENCE OR OTHERWISE) ARISING IN ANY WAY
OUT OF THE USE OF THIS SOFTWARE, EVEN IF ADVISED OF THE POSSIBILITY OF
SUCH DAMAGE.

The licence and distribution terms for any publically available version,,
—Or

derivative of this code cannot be changed. 1i.e. this code cannot simply,
—be

copied and put under another distribution licence

[including the GNU Public Licence.]

Delphi/Pascal Wrapper around the library ''libssh2'

The BSD 4-clause License and Mozilla Public License 1.1

Copyright (c) 2004-2009, Sara Golemon <sarag@libssh2.org>
Copyright (c) 2009 by Daniel Stenberg

Copyright (c) 2010 Simon Josefsson <simon@josefsson.org>}
All rights reserved.

Redistribution and use in source and binary forms,
with or without modification, are permitted provided
that the following conditions are met:

Redistributions of source code must retain the above
copyright notice, this list of conditions and the
following disclaimer.

Redistributions in binary form must reproduce the above
copyright notice, this list of conditions and the following
disclaimer in the documentation and/or other materials
provided with the distribution.

Neither the name of the copyright holder nor the names
of any other contributors may be used to endorse or
promote products derived from this software without
specific prior written permission.

THIS SOFTWARE IS PROVIDED BY THE COPYRIGHT HOLDERS AND
CONTRIBUTORS "AS IS" AND ANY EXPRESS OR IMPLIED WARRANTIES,
INCLUDING, BUT NOT LIMITED TO, THE IMPLIED WARRANTIES

OF MERCHANTABILITY AND FITNESS FOR A PARTICULAR PURPOSE

ARE DISCLAIMED. IN NO EVENT SHALL THE COPYRIGHT OWNER OR
CONTRIBUTORS BE LIABLE FOR ANY DIRECT, INDIRECT, INCIDENTAL,
SPECIAL, EXEMPLARY, OR CONSEQUENTIAL DAMAGES (INCLUDING,

BUT NOT LIMITED TO, PROCUREMENT OF SUBSTITUTE GOODS OR

ooooooo)

24 Chapter1. 0000



Winmostar™ User Manual, O 00O 10.8.2

(Ooo0oooooog)

SERVICES; LOSS OF USE, DATA, OR PROFITS; OR BUSINESS
INTERRUPTION) HOWEVER CAUSED AND ON ANY THEORY OF LIABILITY,
WHETHER IN CONTRACT, STRICT LIABILITY, OR TORT (INCLUDING
NEGLIGENCE OR OTHERWISE) ARISING IN ANY WAY OUT OF THE

USE OF THIS SOFTWARE, EVEN IF ADVISED OF THE POSSIBILITY

OF SUCH DAMAGE.

Copyright (c) 2010, Zeljko Marjanovic <savethemdever@gmail.com>
This code is licensed under MPL 1.1
For details, see http://www.mozilla.org/MPL/MPL-1.1.html

Putty

MIT License
PuTTY is copyright 1997-2019 Simon Tatham.

Portions copyright Robert de Bath, Joris van Rantwijk, Delian Delchev,
Andreas Schultz, Jeroen Massar, Wez Furlong, Nicolas Barry, Justin,
—Bradford,

Ben Harris, Malcolm Smith, Ahmad Khalifa, Markus Kuhn, Colin Watson,
Christopher Staite, Lorenz Diener, Christian Brabandt, Jeff Smith,
Pavel Kryukov, Maxim Kuznetsov, Svyatoslav Kuzmich, Nico Williams,
Viktor Dukhovni, and CORE SDI S.A.

Permission is hereby granted, free of charge, to any person obtaining

a copy of this software and associated documentation files (the "Software
<‘>") 4

to deal in the Software without restriction, including without limitation
the rights to use, copy, modify, merge, publish, distribute, sublicense,
and/or sell copies of the Software, and to permit persons to whom the
—~Software

is furnished to do so, subject to the following conditions:

The above copyright notice and this permission notice shall be included
in all copies or substantial portions of the Software.

THE SOFTWARE IS PROVIDED "AS IS", WITHOUT WARRANTY OF ANY KIND, EXPRESS
OR IMPLIED, INCLUDING BUT NOT LIMITED TO THE WARRANTIES OF
—~MERCHANTABILITY,

FITNESS FOR A PARTICULAR PURPOSE AND NONINFRINGEMENT. IN NO EVENT SHALL
THE COPYRIGHT HOLDERS BE LIABLE FOR ANY CLAIM, DAMAGES OR OTHER,_,
—LIABILITY,

WHETHER IN AN ACTION OF CONTRACT, TORT OR OTHERWISE, ARISING FROM,

OUT OF OR IN CONNECTION WITH THE SOFTWARE OR THE USE OR OTHER DEALINGS,
—IN THE SOFTWARE.

Balloon

IMPORTANT: THIS SOFTWARE END USER LICENSE AGREEMENT (EULA) IS A LEGAL
AGREEMENT BETWEEN THE LICENSEE (HEREINAFTER "YOU", EITHER AN INDIVIDUAL
OR ANY OTHER LEGAL ENTITY) AND THE COPYRIGHT OWNER (S) OF THE BALLOON
SOFTWARE (HEREINAFTER "SOFTWARE"). READ IT CAREFULLY BEFORE DOWNLOADING
AND USING THE SOFTWARE. IT PROVIDES A LICENSE TO USE THE SOFTWARE AND
CONTAINS WARRANTY INFORMATION AND LIABILITY DISCLAIMERS. BY DOWNLOADING
AND/OR USING THE PROGRAM, YOU AGREE TO BECOME BOUND BY THE TERMS OF THIS

(ooooooo)
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AGREEMENT. IF YOU DO NOT AGREE TO BE BOUND BY THESE TERMS, THEN DO NOT
DOWNLOAD OR USE THE SOFTWARE AND DELETE THE SOFTWARE FILES FROM YOUR
COMPUTER SYSTEM.

1. Through any use of the Software You acknowledge your acceptance of the
conditions of this license.
2. You acknowledge and agree that the Software is proprietary to the,,

—Copyright

owner (s), and is protected under Finnish copyright law and international
copyright treaties. You further acknowledge and agree that all right,
—title

and interest in and to the Software, including all intellectual property
rights, are and shall remain with the Copyright owner(s).
3. There is no fee for the use of the Software, which is provided to you
"free of charge" as a public service.
4. As is common courtesy, you agree to acknowledge your use of the,,
—~Software
in any reports or publications that include any results obtained with the
Software.
5. License Grants

1. The licensee 1s granted a non-exclusive license to use the_
—~Software in

accordance with the terms of this EULA.

2. You may redistribute unmodified copies of the Software to third,
—parties.

The receiver of the Software will have same rights and
—responsibilities as

if the Software would have been obtained directly from the original

distribution site, i.e. the receiver is bound by the terms of this
—EULA.
6. License Restrictions

1. You may not alter, merge, modify, adapt or translate the Software,

or decompile, reverse engineer, disassemble, or otherwise reduce the

Software to a human-perceivable form.

2. You may not sell, rent, lease, or sublicense the Software.

3. You may not modify the Software or create derivative works based
—upon the Software.
7. License Termination

In the event that you fail to comply with this EULA, the Copyright
—owner (s)

may terminate the license. Upon any termination of this EULA, you,,
—shall

immediately discontinue the use and destroy all copies of the
—Software.

8. Governing Law
This EULA shall be governed by the laws of Sweden without reference
—~to 1its
conflict of law provisions.
The court of Stockholm, Sweden, shall be the first instance forum for
settlement of any disputes arising under this EULA.

9. WARRANTY DISCLAIMER
THE COPYRIGHT OWNER(S) PROVIDE (S) NO TECHNICAL SUPPORT, WARRANTIES OR
REMEDIES FOR THE SOFTWARE. THE PROGRAM IS PROVIDED "AS IS" AND MAY
—CONTAIN

(fooooooo)
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ERRORS ("BUGS"), BE BASED ON ERRONEOUS ASSUMPTIONS, OR HAVE OTHER,
—~DEFECTS,

KNOWN AND UNKNOWN. CONSEQUENTLY, THERE IS NO WARRANTY WHATSOEVER FOR_,
—THE

PROGRAM, WHETHER EXPRESSED OR IMPLIED, INCLUDING THE SUITABILITY OF
—THE

PROGRAM FOR ANY PARTICULAR PURPOSE OR INFRINGEMENT; THUS YOU ACCEPT
—ALL

RESPONSIBILITY WITH REGARD TO THE PERFORMANCE OF THE PROGRAM, THE
—~RESULTS

OBTAINED, AND THE USE AND INTERPRETATION OF SUCH RESULTS, AND ANY_
—FUTURE

CONSEQUENCES ARISING FROM YOUR USE OF THE PROGRAM OR RESULTS DERIVED

THEREOF' .

10. LIMITATION OF LIABILITY

YOU AGREE NOT TO HOLD LIABLE FOR DAMAGES, IN ANY WAY, SHAPE OR FORM,

ANY COPYRIGHT HOLDER OR OTHER PARTY HAVING THE RIGHT TO REDISTRIBUTE
‘*?OR

MODIFY THE PROGRAM. SUCH DAMAGES INCLUDE BUT ARE NOT LIMITED TO,,
—GENERAL,

SPECIAL, INCIDENTAL OR CONSEQUENTIAL DAMAGES ARISING OUT OF THE USE OR

INABILITY TO USE THE PROGRAM,

LOSS OF DATA, INACCURATE MODIFICATION OF DATA, OR ANY OTHER LOSSES

INCURRED BY YOU OR BY A THIRD PARTY AS A RESULT OF THE USE OF THE_
—PROGRAM

OR INABILITY TO USE THE PROGRAM, OR INABILITY OF THE PROGRAM TO WORK

TOGETHER WITH OTHER PROGRAMS. YOU AGREE THAT THE COPYRIGHT HOLDERS AND

OTHER RESPONSIBLE PARTIES MAY HAVE KNOWLEDGE OF SUCH DEFECTS,
—INACCURACIES,

LACK OF OPERATIONAL COMPATIBILITY WITH OTHER PROGRAMS, OR THE_
—~POSSIBILITY

OF SUCH DAMAGES, AMONG OTHER DEFECTS, AND THAT YOU WILL NOT HOLD THESE

PARTIES LIABLE FOR ANY DAMAGES RESULTING TO YOU OR TO A THIRD PARTY

ARISING FROM YOUR USE OF THE PROGRAM.

BALLOON Copyright ~"c2”77a9 2006-2018 Mikko Vainio.
BALLOON Copyright ""c2”7%a9 2008-2014 J. Santeri Puranen.
BALLOON Copyright ~"c2”77a9 2010 Visipoint Ltd.

All rights reserved.

JSME

Copyright (c) 2017, Novartis Institutes for BioMedical Research Inc and,
—Bruno Bienfait
All rights reserved.

Redistribution and use in source and binary forms, with or without
modification, are permitted provided that the following conditions are
—met:

* Redistributions of source code must retain the above copyright
notice, this list of conditions and the following disclaimer.

* Redistributions in binary form must reproduce the above copyright
notice, this list of conditions and the following disclaimer in the
documentation and/or other materials provided with the

—distribution.
% Neither the name of the Novartis Institutes for BioMedical,

Research nor the

(fooooooo)
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names of the authors may be used to endorse or promote products
derived from this software without specific prior written,,
—permission.

THIS SOFTWARE IS PROVIDED "AS IS" AND

ANY EXPRESS OR IMPLIED WARRANTIES, INCLUDING, BUT NOT LIMITED TO, THE
<~ IMPLIED

WARRANTIES OF MERCHANTABILITY AND FITNESS FOR A PARTICULAR PURPOSE ARE
DISCLAIMED. IN NO EVENT SHALL COPYRIGHT HOLDERS BE LIABLE FOR ANY

DIRECT, INDIRECT, INCIDENTAL, SPECIAL, EXEMPLARY, OR CONSEQUENTIAL_
.DAMAGES

(INCLUDING, BUT NOT LIMITED TO, PROCUREMENT OF SUBSTITUTE GOODS OR_

< SERVICES;

LOSS OF USE, DATA, OR PROFITS; OR BUSINESS INTERRUPTION) HOWEVER CAUSED,
< AND

ON ANY THEORY OF LIABILITY, WHETHER IN CONTRACT, STRICT LIABILITY, OR_

< TORT

(INCLUDING NEGLIGENCE OR OTHERWISE) ARISING IN ANY WAY OUT OF THE USE OF_
< THIS

SOFTWARE, EVEN IF ADVISED OF THE POSSIBILITY OF SUCH DAMAGE.

JSME uses code from the following libraries:

- Apache Harmony - Apache License v2.0 http://www.apache.org/
—licenses/

- gwt-mosaic — Apache License v2.0 http://www.apache.org/
—licenses/

- gwt-exporter - Apache License v2.0 http://www.apache.org/
—licenses/

- gwt - Apache License v2.0 http://www.apache.org/
—licenses/

— OpenChemLib - https://github.com/Actelion/openchemlib/blob/
—master/LICENSE

- InChI 1.05 - http://www.inchi-trust.org/

- emscripten - https://kripken.github.io/emscripten-site/index.
—html
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PM5 MOPAC 2002, MOPAC 2006

PM6 MOPAC 2007, MOPAC 2009, MOPAC 2012

PM7 MOPAC 2012

MINDO/3 MOPAC 6, MOPAC 7, MOPAC 93, MOPAC 97, MOPAC 2000, MOPAC
2002, MOPAC 2006

MNDO MOPAC 6, MOPAC 7, MOPAC 93, MOPAC 97, MOPAC 2000, MOPAC
2002, MOPAC 2006, MOPAC 2009, MOPAC 2012

MNDO-d MOPAC 97, MOPAC 2000, MOPAC 2002, MOPAC 2006, MOPAC 2009,
MOPAC 2012

Method DO OO0OOO0OO0O0O0OO

EF EF (Eigen Vector Following) 0000 O0O0OD0OOOOOOODOO

TS OO0O000OO0OoO00d

FORCE 0 00O0OOOODOOO

ISCF 1000 SCFOO0DOO00oompbooooooooooonom

IRC O0000O0O0O0OOOOOOO0O000000OOOOObObOOO

IRC=1 1000000C000DOO000ODOOOO0ODOOOODOOOOn
IRC=-1 10000000O00C0000DOOCOO0O0ODOOOODOOOOODOO
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Charge 0 O0O0OO00OODOOO
Multiplicity OO0 00000000
OPEN 00 O00O0ODOOOOOOODOOODOODOODOO
MM
MMOK CONHOOOODOOODOODOOOOO
NOMM CONHOUDDODODOOODOOOooOooooo
GNORM OO00OO0O0O0OODOODOODOODOOODOOOd
LARGE OO00O0O0OO0OOOODOOOODOODOOO
GRAPH 00 0000DO0OO0DOOODOODOOOOODOODOOOCOODOOOD GPAGH/GRAPHF)
EXTERNAL 000000000000 ODOOOOOOODOOOO0
STEP 0O 0000ODOOO0OOODOODOOOOODOOO
POINT OO0OO0OODOODOOOCOODOODOOOODODO
STEP12 00000000 O0O0ODOO0ODOOODOOODOO
POINT12 00 OD0OOOOCOOODOOOOODOODOOOO
AUX 0000000000000 DO0 AUXOooooobooood
BONDS O O0O00OODOOO0OOODOOOOOO
ENPART 000000 100000200000000000000000DO000DOO
ESP 00 O00O0COO0OODOOODOODODO
EXCITED DO00OO0OO0O0O0ODOOO0OO0OODOODOO
GEO-OK 000000000 00bOooboboooooooog
NOINTER O O00O0O0OO0ODOODOOOO
OLDFPC O O00O0OODOO MOPACOOUOOOODOODOOODOODOO
POLAR OOOOOOOODOO
PRECISE 000O0O0O0D0O 10000000000
SYMMETRY 00000000 OO0ODOOOOODOOOOOO
UHF 000 Hartree-Fock OO0 OOOOOO0O
VECTORS D0 000000 O0OODO0OOODOODOOOOOO
XYZ XY20OOODOOoooooooooo
Others OO0 O0OOOOOODOOODOODODO

6.5.2 0 000O0OCOODO

OO0 MoPACUOUOODOOOOOOODOOOODODOUOODODOOOODOOOODO
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6.5.3 (1) MOP6W70 [ [, (2) MOP7W70 I U, (3) MOPACX [ [J

oobooobooogoMorPACOODODODOOODOOOODOOOOOOOOOODODOD MOPAC
oboooOooboooooboooooMoPACOODOOOOOOODOOOOO MOPACOODOO

ooo

gboooboobooboob obooboboboobobo 0oobod ZMarix0O0O0O XYZ2OOOO
oooooonD 0 zMarrix/ XyZOOODODOOOODOOOODODOOOOOODOOoOOOooDO

(1) MOP6W70 0O O ,(2) MOP7W70 0 0, (3) MOPACX DU DODODOODOODO MOPACODO OO
oboooooooobooboboobo bob 0000 0000000 OCOOOOOOOOO0
Ooo0O0ooDoODOOOO0OO0OO0O0o00 MorPew700 MOPACOD MOpP7W700 MOPAC7TO OO OOO
Winmostar U D 00000000000 (3)MOPACXDDO OO MOPAC2012000000000OO

gobogobooboooboobooon

oobooobooobo0oobooobooobooboo0oobDb0o0D water.dat0ooooogy

oboooooboooonbon

go

g

out o

water.out

oobooobooboooboooooboooo

arcunogno

water.arc

ooboobooboobooobood

mgf 0000

water.mgf

00000 GRAPHOOOODOODOO
ugbooobooogon

booobobooboobooooo
goo

oooooood
water_mop_tmp\

ooooboooooo

6.54 0O0C0 00 (out)

out 0 O0OO0O0O0ODOOO0O0ODOODOOOO

6.5.5 0O OO0 (arc)

arc00000O00O0O0ODOOOCOOODOO

6.56 D O0OOOO0O
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ooooo (are)
arcU0 00000000000 DOOO0OO0UOODOO0OOOO0O
Oo0boodooooooooon Animation D0 000 OO0OOOOOOOO
IRC, STEP (out)

outJO0OOOO0O0OODOIRCOODOOOOOODOOOOODOODOOO
00oo0ooooo0ooobooion Animation 00000 OOO0O0OODOOOOO

6.5.7 O O0OO
0000,0000 (mgf)

mgf 00 000000000000 000DO0OO

O0000 D GraPHFODOOO0O0O0O00DOOO0OOOOO0OOCODOODOOOODOO Energy Level
Diagrem D0 O000 ,MOPlotDO0DO0O0 ODOOOODOODOO

0o (are)

arc00000000O0O0OOCOOODOOOOODOOOO
00 -000/A40 —-MullikenDO ODOO0O0OODOOOOOOODOO

IRODOOOO (out)

outJO0OOOO0OOO0IRODOODOCODOODOOOOO

bbb oboboboooboboboboobobobobboboobobon IR Spectrum
bbb oboboobooabod

658 D0O00ODODOOODOOO

0oodobooobooooooMOPACOUOODOOOO Winmostar Job Manager 100000000
OOOo0O0oO0ooOoMorPACOODOOOOODOODO Winmostar 0O OOOODOOMOPACOODOO
00o0oooooooooooooooooo

bbb —-000b0boobobboobooboobooda

6.6 0O QM— CNDO/SODODODO

CNDO/SODOO0O0OO0OO0OD0OO0DbO0O00O00O0o

CNDO/SOO0D0O0D0CO0 Winmostar IO OO OOOOO0OCNDO/SOOOOOOOOO0O0O0ODODOOO
OoOO0O00JCPEODODOOOOODOOOODOOOODODOOO0O PO830 00 OMOOOWinmostar
O0000ooooooooooooooopos30 000000 oo0 0oooo0ODDDOCNDO/S
O00000 cndosw.exeO O glortran 00000 O00OODOOOO
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6.6.1 D OO0OOOO

CNDO/SOUOD000D000DO0000DO000D00D00D0oooD00 OO OOOOODOO
obooooobooooookbOobooooooooono

RenO0000O00OO0ODOOOOOODOOOODODOOOO
Method DO OO O0OOODOOODCNDO ODOO INDOO
Multiplicity OO0 00000000
Basisset 00000000 O0OMOIDSPOODO SPDO
BONDS O O000OODOOO0OOODOOOOOOO
NOINTER 0000000000 O0OO0OOODOOOODOODOO
SHORT 000000000 ODOOODOO
OUTMO MOoLMOL2OOODOODOooOOoOoogoo
Repulsion integral
0ooo0ooooooooo
* Pariser
« 00
«00-00
« 000
Nuclear repulsion energy
gboooopooooobooboooo
e Za*7bl/1
e Za*7Zb * vyab
PKAPPA pO00000ODO0 kappaO OO ODOODOODO
DKAPPA d000O0O00 kappa 00O ODOOOODO
Charge OO0 OODOOO
#of Cl OOODOCIDODOOODOODOOOODOODOOOOg 5000
#ofexcitedstates 10 0000000000000 OOOOO0OO

6.6.2 00000 OOODO

gooCNDO/SSODOODOOOOoOoboooobobooboobooooooboog

6.6.3 OO

0ooboooooocoenNnbdo/SOoooooooooooooooooobooooobobonbog CNDO/S
UboboobbooboooboobOoOoodNDO/SOOO0nOoooooonoon ENDO/STOnOnog
goo

ooooobooobooooooboooboobbo0ooDb0o0n water.endO0ooogy
obooooobooooooboon
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go ao
ubodaboodgooaon

Ist0000
water.lst

oooooood goooooooooo
water_cnd_tmp\

6.6.4 00000 (Ist)

Ist0D0000000000000b00000

6.6.5 0000
Uv-visOOOOO

Ist000000000uUv-visOoooooooooooooooo

0000000000000 UV-VisSpectrum 00 000 |, Energy Level Diagram OO0 000 , MO
PlorODDOODDO ODDOODDOODOOOO

6.7 QM — GAMESS 0 0 0 [

GAMESSOODOOOOO0OOODOOO

GAMESS O O0OO0O0000000 GAMESSUOUODOODOODOOOO0OO0OO0OO0OO0OOOGAMESS OO
obooooobooooobooboooboboooogoo

6.71 000OO0OO
GAMESSOOOOO0ODOOOO0OOOOOO0O0DODOO00DO0O00DO0000 RvnDOOOOODOOO
goooboooboobgokbgoooobooobogno
RenO0000000O0DOOOO (1) GAMESSO O, (2)GAMESS OO D0O00O0OO0O00ODO

Reset 00000000 DOO0ODOOO0OO0OOSaveasDefaulr 000000000 ODOOOOODOO
0000000000 Save as Default — Clear Default Settings 0 0 00000000 O0OO0ODOO0O
ooooooooooo

EasySetup OO0 000000 O0DOOOO
NCPUS OODOOOOODOO
NODES (FireFly) OO0000000O0O0OOOOOOODODODODDOO
Basic O O
$CONTRL
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ICHARG OOO0OO0DOOODO

MULT OODOOO0ODOOO

SCFTYP SCFOOOOOOOOOOO

RUNTYP 00O O0O0OO0OO0O0OOOO

COORD J00O0OO0OO0OOOOODODODOOO
MAXIT SCFOOO0OOoooooooooogoo
NZVAR 0000000000000

EXETYP 000000000000 O0OOODOO0O0OO0OOO00O000000 CHECKOO
ooood

NOSYM 0 0O0OO0OO0O0ODOOO0O0DOOO0O0OooOpoOoooooo
NPRINT OCOOO00OO0OOOO0ODOOODO

LOCAL 0000000000000 0D0mMOOO0O0D 0=0000
ECP Pseudopotential D 0 DO OO0 00O

DFTTYP 0000000000000 O0OOOOO

TDDFT 0000 (Time-dependent)DFTO 0O 0000 OO0O0OOO0OOOOOOODOO
ooooboooo

Others D0 OOOOOOODOOOOODODO
$BASIS

Basis Set 0 0000000 D0DOOGBASISONGAUSSONDFUNCONFFUNCO DIFFSPO
DIFFSOO0O0O0O0gonon

GBASIS 0JO0OO0O0OO0OOOO
NGAUSS Gaussian 0 0 0[O
EXTFIL O 0O0OO0O000OO0OO0O0O0DOOO0O0DOOOD
NDFUNC OO0 d-0D0000D0
NFFUNC OO0O00O-000000
NPFUNC OO0 p-O00O0OOO
DIFFSP sp-diffuse 0000 000000D00OO
DIFFS sdiffuse 0000000000000
Others OO0 OO0OOOOODODOOOODO
Advanced 0 O

$SYSTEM
TIMLIM 0000000 O0OD0COO0O 60000
MWORDS 0000000 O0O0O0DOO 1MWO
Others DO O0DO0O0OOO0O0DDOOOODO

$SCF
DIRSCF O 0O0O0O0O SCFODODOOOODOOoOoooooooooo
DAMP Fock 000 OODOO0OQO ODavidsondamping D 000000
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CONV SCFO0OO0OO0000Opo0oooDoooooDooomoooDon 1.0b-050
Others D0 OOOOOOODOOODOODODO
$GUESS
GUESS 0 0O0O0000OO00O0oDoooonog
Others D0 O0DO0OO0O0OO0O0DDOOOODO
$STATPT
NSTEP 00000000 DOOOO0O0DOOOO00ODOmMOoOOooDo 200
OPTTOL OO OO00O0OOCOO0O0DODOOOODOIOOOOD 0.0001 Hartree/Bohrd
METHOD 000000000000 DOOOOOO
HESS Hessian OO OO0 Q000000000
Others 000000 OO0O0DODOOOODO
Z-Matrix Z-Matrix 000000000
DFT
$DFT
LC O00000O000000000000MBLYPR,BOPO DO BYWNDOOOOODO
MU ODOOO0OO0O0O0O00O0O0O000O000000OO0O000 0.330
Others OO0 O0O0OOOOODODOOOODOO
$TDDFT
NSTATE OO OOO00O0OO0O00O0O0OO0O00O)OOoOooOooDoOO

NRAD O O0O000O0O0OD0O0OO0ODOOODOOODOOOOOO0ODOOODODOODLDOmOooDO

0 480
NLEB 0000000000000 O0O0O0OOCO0O00 1100
Others DO O0DO0OO0OOO0O0DDOOOODO

6.72 D O00O0OOOODO

000 GAMESSUOOOODOOOOoOooOoobooooobobooooobooobooobooo

6.73 punchOODOOOOODODOO

$VECOOOOO

$VECO punch 000 O0O0O0O0O0O0O0OOO

$HESS OO DOOO

$HESSO punch OO DO 0ODODODODODODODOOO

6.7. QM — GAMESS 0D 00O
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6.7.4 (1) GAMESS O 0, (2) GAMESS [ [

oooooooDoD GAMESSOOO00O0O00O0OOoOoOoooOoDDDODbODbObOOOODDbDbOOO GAMESS
oboooooooobOo0bO0oO0bOO00OGAMESSOOOOO0O0O0O0O000000 GAMESSOOO
oooo

gbbooobooboooboob obooboboboobobo 0o0obiod ZMatrix0O0O0O XYZ2OOOO
oooooonD 0 zMarrix/ XyZOOODODOOOODOOOODODOOOOOODOOoOOOooDO

(1) GAMESS OO ,(2)GAMESS OO 000000000 GAMESSODOOOOOOOODODOODOOO
ooooobOob0 -0000 0000000 OCO0O0O00O0000000(I)GAMESSO O
,(2)GAMESSOUO 000000000000 GAMESSOOOOOODOOOOoOooooooao
gboooboobooooboboooboooo

0000000000000 D0000 ($BASIS EXTFIL=.T. )0 basis.lib O GAMESS O
EXEOOODODOOOODOODOOO0OO0OOO0ODOWINnGAMESSOOOOO runscript.cshOdO
setenv EXTBAS ../basis.lib0000000

O0000o0ooooooooDoO0o0O0o0oD000b0DoO0O0OD00 water.inp0O00000O00O/
ooooooooooooon

oo oo
uooobooooboon

outoaoagd
water.out

GAMESSOOOO0OO0OO0OO0OO0OO0OO0O0D0O0O0

good
batOoO OO
water.inp.bat
punO OO0 0000000obOo0obdgn punch OO
water.pun goood

0000 Winmostar Job Manager 00000000000

6.7.5 00O OO0 (out,log)

outJO0O00OO0O0O00ODOO0O0O0ODOODOOOO

676 DOOOOOO

ot 000000000000 DOODOO0OO0O00IRCOODDOOO0ODOOOODOOODODOOOOOO
goooboooboooboobd Animation 00000 ODO0O0O0OO00ODOODOO

6.7.7 0O0OOO
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oooo,UuUv-vis,0O, NMR

out 0 OOO0OOODOODOOO,UV-Vis, UO,NMROOOOOOODOODOOOO

obooooOoboooob b0 -000/400 -MulliktenO0O OO0O00O0O0OO0O0OOOOOOO
gbooooOoooooobooo

0000000000000 Energy Level DiagramO 0000 ,MO Plot0O 000 , UV-Vis Spectrum
ooooo,NMRODODDOO ODOODOODODOO

IRROODO0O0O0O00OO0O

outJO0 0000000000 OOO0OO0IROCOOOOOODOOOOOOODOOOOO

RUNTYP=HESSIAN U out 0000 IROODODODODDOODOO0O0OO0O000O0O000O00O00OO
RUNTYP=RAMAN [l ot OO OOO0O0O000O0o0ooooaoooooboboaboobooanoong
obooooobooooooobon

obooo0Oobooooobd IRSpecrnm OO OO OO0ODOOOOODOO

RESP O O

RESPOOOOOOOOO0 punchOOOOO0OOOOOOOO

00000 punchO0OOO0O0OO0 OODOO0O0O0O — EasySetup 0000 RESP/ESPOODOODOO
goboooooobooobooobobooobooooooobooobo1oobooobooooboooa

gobooboboobooboboooboooboboobboobobooobo ob boboboboooboo
D000 acpype U0 OO0 OO0O0OO0OOD0OODOOOOO AmberTools OO DOOO RESPOOO
ooboobooooboooobO b0 ooobbOoooboboooobooobobOOoobooOoooooooo
gobooboooboobooboooboooboooboooobboobooboooboboooobooag
gbobooobooboooboooboooboooboooobo oobooboobooooboOoooboOooooo
ooboboooo3gogoobobooboooooooooooo oo ooooo ooog
gbooaood

Ob: O0D0000o00obooono ocygwinwWMOOOOOOO OOODOOO

6.7.8 PDB
PDB OO

poBUOOOOOOOOOOOOO0OOOO0DLOOOOOOOOOOOnOOn

FMOutil

FMOuwil OO OOOOO

6.7.9 PIOO

Paired Interacting Orbitals OO0 0 00000000 prOo00 00000 OO0D0OO0OOO0ODOODO
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6.8 QM — Gaussian 0 0 0O O

Gaussian D0 OO0 O0O0OOO0OO
Gaussian 0 0000000000 GaussianO OO OO OOOOOOOOOOOO

681 0000000

GaussianO OO O0O00OD0O0OOOODOOOOOOO0O0O0OODOODOO0O0ReODODODOODOOOO
gbooobooboobogookbOoboooooooboo

rRenOD0OD0OOD0OODOOODO OO ODOODOODOOO

Reset 0000000000 ODODOO0OOOOSaveasDefaulr 000000000 ODOOOOODOO
0000000000 Save as Default — Clear Default Settings 0 0000000000 O0OODO0O
oooooogooooo

EasySetup OO0 000000 O0DOOOO
%nprocshared 0000000000
Link0
#mproc=n 000000000 0OOOO
#Chk=file O 000000000 DOOOOOOOOO

#Mem=n 0000000000 OC0O0O0O00ODOOOKB,MB,GB,KW,MB,GwOOOO0O0O
Oo0o0ooo0ooomoooooobeMwO

Comment OO OO0OOODOODOO
# 000000D0OCOO0O0O0DOoOOoOooDoO
#N D00DOO0OO00o0ooOoooomooogooo

# 00 0000000000000 0OOOOODOOO0OO0O0O00OO0OOOOOOOSCcFOOO
ooooooooooooboon

#T 00ODOO0O00ODOCOOO0ODOOOO0OOOOOObODODOOOD
Hamiltonian 00 000000000000 OOOO

hf Hartree-Fock 0 0 000000000000 O000DOODODOO0OO0O RHFOOODOOO
oO0oo0o0ooboO0o uHFOOODOOO

rhf Restricted Hartree-Fock 0 0000000

uhf Unrestricted Hartree-Fock 0 0 00 OO0 OO

aml AMIOOOOOO0O O0OO0OO0O0OOOOOOOOOO
pm3 PM3O 000000 O0D0O0O0OO0ODOO0ODOOODOOO

pm3mm HCONOOOODOOOOOODOOOOOPM3ODOOOOOO OOOOODO
goooooooo

b3lyp Becke3 OO OO LYPOODOUOODODOOOODODOOODODODODOODODODODOOODOO
ub3lyp b3lyp O Unrestricted O 0 O O

mp2 Hartree-Fock 0 000000000 Moller-Plesset 010 0000000000000
ump2 mp2 O Unrestricted 0 0 OO
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mp4 Hartree-Fock OO0 O0OO0O0O0D00O0O Moller-Plesset 00000 0000OODO0OOO0O
ump4 mp4 00 Unrestricted 0 0 00
cis 00000 CIODODOODODOOOOOOOOO
cisd 000OCIDO0OOODODOOOOODOOOCIoogon
indo NDOOOOOODOOOOODOODOOOOODOOOOO
cndo CNDOOODOUOODOODOODDODDODOODOOODOO
gvb GVB(General Valence Bond; 00 0O OOOO0)0DOOO0O0ODOO
Basis 00 O0D0OOOOOOODOOOO
Pop OOO0OOODOOOOOOODOOOOODODOOOOODODOOOO
none 000000000 0OOOO0ODOO0ODOOODOO
minimal 00000000000 O0O0OOCOOOOO

regular 000000000 SO0000000000000 MullikenOOOODDOOODO
oooo

ful OODOO0O00OO0OOCO0O0OOOO0DOOCOO0O0ODOO MullikenOOOOOOOODO
ooo

Calc. Type EF (Eigen Vector Following) D 000000000000 DOOD
opt OO0O0O0ODOCOOOODOO
opt=z-matrix 00000000000 OCOO0OO

opt=modredundant redundant 1 O 0000000000000 O0O0O0O0OCOOO0OOOOO
gboooobooooboboooobooobood

opt=(ts,noeigentest,calcfc) D D0 DD 00000 0DO0DOOODOODOOODOOOOOOOO
ooo0oooooooooo

irc 000D0O0O0O00DOO

irc=(maxpoint=20, stepsize=20t, calcfc) D 0 0000000000000 OODOOOOOOO
oo00oo0ooO00oooooooooDooooooo

MaxCyc 00000000 DOOOCOODOOODOO
Freq
freq 0O0O00OOOOOOODOOOOODODO
freq=raman IROOOOO00O0OD0O0OO00OODOOOOOO
freq=ved OO0 O00O0O0O0OO00ODOOODOODOOODO(VCD)OOODOODOOO
freq=noraman Hartree-Fock 00 00000000 D0ODO0OODOOODOOO

freq=nraman OO0 00000000000000C0O0000O00O0O0O0O00O00O0DOO0O0O0ODO
ooooogg

freq=nnraman 0 0000000000000 ODOOOOODOODOOOOODOOOOO
Charge 0 O0O0OO0OODOOO
Multiplicity 0000000000
Td
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td 0000 (time-dependent)Hartree-Fock OO0 0 DFTOO0OOOO0OOODOOOOOODOO
ooooo

td=(nstates=n) nU 000 0000000000000 0O0O00O0ODO0O0OOOOO0OODOOOOO
oooooog 3o

gfinput 00 0000000000000 O00O0OO0O0O00OOO0O0OO

gfprint OO0 00000000000O0O00OO

nosymm 00000000000 ZmatrixODODOO0O0OO0O0O0OO0O0O0OODOO
guess=read D00 0000000000000 OOOOOOOOOOO
geom=check D0 0000000000000 O0O0ODOOOOOOODOOOOOO
Others D0 OOOOOOODOOOOODODO

682 00O OOOOO

O00 Gaussian OO OOO00O0OO0OO0O0O0OO0O0O0OOCOOODOOOOCOOODOOOO0

6.8.3 0O

OO00D00D00 GawssianOOOO0OO0O000000DOOO0O0O0O0OO0OOCOODOOO Gaussian
0000000000000 0D000Gaussian 00000000000 DOOO GaussianO O OO
goo

oboooboooooooobobooobooooboo 0o0obog ZMarixO00O0O XyZzOOOO
oooooob D zMarrix/XyzO0OOODOOOODODOOOOOOOOOOODOOOOODODO

GaussianOUO O O0O00ODOOO0O0OOD -0000 0000000 000O0O00OO0O0O00OO00OOO

oobooobooobo0ooboobboooboobooooDoboogD water.gjf0ogoooogy
obooooobooooobon

go ao
ubogboodgbooaon

logO0 OO0

water.log

Gaussian OO0 OO0 O0O0O0O0O0O0O00OOOO

good
batoooQ
water.gjf.bat
gooooooo gooobobbooogo

water_gau_tmp\

0000 Winmostar Job Manager 00000000000
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6.8.4 00 O0ODO (log/out)

log00O0OOO0OOODOOOOODODLOOOO

6.85 0000000
ooooo

logO0OOO0OOO0O0ODOO0OO0OO0OOODOOOOOOOOOOOODOOOOO0OO
Uboooo0Ooboooooboon Animation 00000 ODO0OO0OO0OODOOOOO

IRC/modred

logO0OOO0OOO0OO0OOO0IRCOODODOOOOODOODOOOOODOODOOO
Ubooo0ooboooooboon Animation 00000 ODO0O0OO0ODOOOOO

6.8.6 D O0OO
0oooag,Uv-Vis,0O, NMR

logODO0O0O0D0OOO0OO0DOOOO,UV-Vis,OO,NMROOOOOOOODOOOOO

ooooooboobob b0 -000/MA00 =MullikenO0O DOODOOOODOODOOODOO
gboboobooobooboobd

0000000000000 Energy Level Diagram 0000 ,MO Plot0D0O 0 00O , UV-Vis Spectrum
ooooo ,NMROODOO ODOODOODOOOO

IRROODODODO0O0OO0O

logO0O0OO0OOO0OO0OODOOO0OO0ODOODOOIROOOOOOODOODOOOOODOOOOO
obooo0Oobooooond IRSpecrnm D00 0OO0 OO0ODOOOOODOO

RESP O O

RESPOOOOOOOOOespO00O0O0O0O00ODOOOODO

Ubob0O0O0OespO0dD00O0OO0 ODOODOODOO — EasySerup 0000 RESP/AESPOOODOOOO
gboboboboboboboboobuooooboobobobol1bobobooboobooboog
OO0O000Antechamber U 0 OO0 RESPOODOOOOODOODOO

obobooboboboeoe.colooboooooooooooooooooooaeos.cortonog
obooooOoboooocobooobolopooboobOOnOOO

Ub: 0DbO00O00ob0obooono oyegwinWMOOOOOOO ODOODOOO
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6.8.7 FormChk

GoowaO3wW O OO OO0 O0d Formechk D000 0.chk OO0 DOOO00OODOOO fchOOODOOODO
oooooooo

6.8.8 FchkD OO OO 0O OO (Cubegen)

GOOW,GO3W O O OO O0O000 Cubegen D OO0 .fchO00000O0O0O0ODO CubeDOOCOOODO
O0O0OCubegen 0000000 Winmostar 0 0 O OpenCubegen 0 00000

do0oooooooobgoo MMoPlorDODDOD0 ODOO0OODOO0ODO0ODOODO
Property

MO OOCOO

Density 0 0 00

ESP ESP

Spin OOO0OO0O0O0O«-p0

Alpha « 00000

Beta 00000

Current Density Current Density

Shielding Density Shielding Density
Type Density 000D 000000 OOOOODOOOIHE MP2, CI, QCIO
Cube Cube O DODOODOOODODO

6.8.9 CubeJ DO ODODODO

Cube DO0OO0DOOOODOOOODOO

GAMESSO pun 00 0000D0O0OOCube 0000000 DOODO
oboooooboooooboMoOoPlorDO0OOO0 ODOOOOODODOOODOODO

cube Manipulation File /O File20O00O00 cube 00 000O000DOOOOODODODODO

map U0 000000000000 00DDDDOO0O0O0OMMDOO DensityD ESPODODOODO
oood

subtract 200 cube OO0 DO OO00O0D0OOO00OODOOOOO

sub2 200 cube 0000000 DOOOOOODOOOODODOOO

add 200 cube O DODOOO0ODOOOODO

Cube Map U OOOOO cwbe D OODOOO0OOD0OODOOOOODODOOOOOO

Cubegen Cubegen D000 0fchOOOOOOOODO CubedODOOOOODOOOOOO FehkODO
000000 (Cubegen) DO OODOODODOOO

6.8.10 PIOC O

Paired Interacting Orbitals 1 OO0 000000000 plOODOOO0OODO OODOOOOODOODO
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6.9 QM — NWChem OO OO

NWChem O OO OOOOOOOO

NWChem OO 0OO0OO0O0O0O0O0 NWChemUODOUODOODOODOOOOOOOOOONWChem 00O
obooooobooooobooboooboboooooo

691 0JO00O0OOOO
NWChem OO OOODOOOODOOODODOOODDOOODOOODOOOD RnOOOOODOOO
0000o0o0ooooooDokOoOOoOooooooooono
RenO000000D0ODOODOO OO OODOODODOOOO
Reset 0000000 O0ODOODOOODOODODO
EasySetup 00000000 OO0DOO0O
UseMPI D000 0O0OO0OOMPIDODOOOODOODOODOOODOODOOOOOODOOO
Basic 0 O
Title OOO00O0O0OOO0OOO

Basis 000000 OOOODODOcartesian/spherical OO0 O OOO00O0OOOODODO Exception
coooooo

Task 00O OO (theory) HO O OO (operation) IO OOOO
Charge 000 OQOO0O0O0O
DFT
Multiplicity DFTO OO0 O00O0O0OOOOCODOOO
Exchange DFTO O ODOOOOOOODOO
Correlation DFTOO0O00ODOOO0OCOODOOO
SCF
Multiplicity SCFOOOODOOOOODOO
Wave Function SCFOODOO0OOOOOOOO
Property
Mulliken Mulliken 00000000000 ODOO
Shielding NMROOOOODOODOOOOO
Dipole 00O OO0O0O0ODOOOOODOODOOOODOO
NEB/String 0 [0 Task 0 OperationJ neb O string0 0000000000 O000O0OO
NBeads OO O0ODOOOOODOO
KBeads NEBOOOOODOOODOODOO
Maxlter OO0 000000 0ODOOOOOOOOO
StepSize 100000000000 ODOODOOO
NHist 0000000000 DOOOO0OOODOOOOOobDOooo
Freezel ZTSO O OODOODOOOOODOODOOODOOO
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FreezeN ZTSOOO0OO0OO0OO0OO0OO0OOOOOOOOOOOOC
Convergence U 0 0 0O loose/default/tight 0 0D OO0 OO0

XYZ Path 000000000000 C0O0O0OODODODODOOOOOO0O0OO000O0OOO Print_Shift
obooooobooooooboboooo

EndGeom D0 0000000000000 0Lead000000O00DOOCOODDOOODO
O0Winmostar 0 00000000000 XYZOOUOOOOOODODODDOOOEditOO
ooooooboooooobon

Advanced O O
Memory OO OOOOOOOOODOO
Set tolguess initial guess 1 000000000
ECP ECPOO00D0OOOOOODOOOO
Geometry
noautoz 000000 COOOOOOOOODODODOO
Other Settings D OO0 0000000 O0ODOOO

692 00O0ODOOOOOO

OO0ONWChemODOOOOOOOOODODOOOODODOOOOOODOOOOODOOOO

6.9.3 OO

000000000 NWChemOOODOOOOOOODOOOODOODOOODOOO0OOOODO NWChem
Oo00o0oo0oo0bOo0b0OO0bD0OONWChemODOOOOOOOOOOOOOO NWChemO OO
gooo

oboooboobobooooob obooobooooobobo o0bog ZMatrixO00O0 XyZzOOOO
oooooob D zMarrix/XyzO0OOOOOOODODOOOOOOOOOOODOOOOODODO

NwChemOOOOOOOOO0OO0 OO0 0000 -00000D0DO0000000O0O0OOODOO

obooooooobooboobobobooboobobooboobDOnD water.nawO OOOoOooQ/
obooooobooooobon
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go ao
ubodaboodgooaon

out oo

water.out

oobooboobooboooobooo

movecs 0 0O 0O O

water.movecs

NwWChem OO OOOOODOOOODOOO

ogoog
batODO4d0O
water.bat
oooooooo goooooooood

water_nw_tmp\

0000 Winmostar Job Manager 00 000000000

6.9.4 0O0C OO0 (out)

outOdO00Ooooooooooooaon

695 0000000
gooon
otJ0 00000000000 OCOOO0OOOOOUODOOODOOOOOO
O000O00000000000 Animation0 0000 O0O00O0O0OOOOOO
NEB/String

xyzOOOOOODOOO NEB,String0000000O000OCOOOOOOCOO0O
obooobOobooooboion Animation 00000 ODO0OO0ODOOOOO

6.9.6 O OOO

0ooooO,UuUv-vis,0O, NMR

out 0 OOO0OOODOODOOO,UV-Vis, UO,NMROOOOOOODOODOOOO

oooooOobooobDob b0 -000/A80 =MullikenO0O DO0O00DOO0OO0ODOODOOODOO
obooooOoooooobooo
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0000000000000 Energy Level Diagram 0000 ,MO Plot0D0O 0 00O , UV-Vis Spectrum
ooooo,NMROOODOO ODOODOODOOO

IRRODODD0O0O0O0O

out 00000000000 OO0OO0O0O0IROCOOOOO0OOOOOOOOOOOO0OO

RUNTYP=HESSIAN J ot 000000 IROODOOOO0ODOOO0OOO0OODOOOODOOOODOOO
RUNTYP=RAMAN [ ot U 0000000000000 0O00O00O0DOO0OODOO0OOOO00ODOO
gbobooboooboooboobooo

o0oO0o00obo0oo0o0o0g IRSpecrynm 00000 OOODOOOOODOO

6.10 MDO OO O

obooooooboooooboooo
MDUOOOODOOOOOOODODOOMDUOOODOODOOOODOODOOOOO0OO000 CygwinWMOOODOO

6.101 OOOOO/MODOO0OO

gboooooooo200000b0ob00o0ooo

. Jb0obooobooboooboobooboooooboobooooooon
2. 00000000000000
ooooooboooooboobos3sgoogg

s JO0D000ODOODOODOOOOODO

mol2O000000000OO

- 000

0000000ooodd _builder_tmp 000000000000 OCO0O0O00ODOOOO Packmol
gbooobooaoooogd

O00O0000000 packmol.batOpackmol.logOOODOOOOODOOOOOOOOODOO
0000 output.pdb 000000000 OODOODOOOOODOODOODOODODO

Add Displayed Molecule D 0000000000000 O0ODO0O0OOODOOOODOOO
gbobooooogoooboooboooboool1ooboooboooooboooooDoog
obobobooboobobobobobOobOobOobobobobOobOobOobo
gooo

AddWater OO0 000000 DODDOOOOOOOOOOOOOOODODDODODOOOOO
OO0O0000D0O0Options 000 Water Model DD OO OO0

Add.mol2File OO0 00000 mo200000ODOOCOOOOOOOODODDOO
O0mol200000000D0O0O0O0OCO0OO0COOOOOOODOOOOODOOOOO
01000000000 00000000000me200000000ODODOOO
gbooooobooboooogopbBOOOOOOOOOODOODOOOOODOODOO
goooobooobooobbooobooooQMUuiboooooobOOoUODOUORESPOO
oobooooMbOOOOOOODODOODODOOOODOOD.mel20000000O0O0
oboocooOoboooobooooboooon

Delete 1O O0000OO00OO0O0OO0OODOOOOODOOOO
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Simulation Cell

SetDensity D0 000000000000 0O0O0O0ODOOODOOOOOOODOODO
00000000000000000000000000000 0.500.8g/ecm?
ugboogooaon

Set Distance from Solute Method O Solvate D0 0000000000 O0OOOOO
00000oO0O0O0000ooooOoo0o0oooooooooooaoo

Set Lattice Constants D 0 000000000000 O0O0O0O0OOOO Same as
mainwindow 000000000000 00O0O0O0ODOOODOOODOOOOOOO
oooooon

Change only one direction 200 0000000000000 DOODOOOOOO 103
O00000000000000000 BoxTypeO triclinic0 00000000
O000DoDoOooo00ooooooooooooooooooo

BoxType 000000000 O0O0ODOOOOODOOODO
Option

Water Model Add Water 00 000000000000 0OO0ODOOOODOODOO
O0000000 CygwinOO Gromacs 1 OO0 0000000 OOOOOOODO
ubodgboodgoogboooon

Packmol Parameters
Tolerance Packmol 0 OO0 tolerance 00 OO0 O O00O0O0OOOO

Margin Packmol 0 0000000000000 O0DOOODOO0OODOOODOOOO
ooood

Random seed Packmol 0O O O0O00O0O0OO0OO0O0OODOOOOO

Automatically change random seed every time Packmol O OO OO DOOO0OOO
ooooooooooooo

Reset 000000000000 ODOOOOOOOOO
Buid OOO00O0O0OOO0O0DOOOOO0DOOOOO0OOOOO0OOOO0O0ODOO0O0OO0

6.10.2 OO OODO

mo2 00000000000 O0OODOODOO0OODOOODbOO0O0ODOOOoDOOObOO0OOoDOoODO
gboboboboooooboboobobooboobobob oboob oboboboao/
oboooooobooboooboobooboo

gboboooooooobooboooboobol1ooooooooooobo obobooo obooobooono
good

goooboboboboAagboboobobbog

6.103 0 0OD0O0O0OOOOO

obooooobooooooobobooooooo

000000000000 _charge_tmpOO0O00000D0DDDOOOOO0O0O0O0OOO Packmol
ooooooooooooo
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ubOd MethodO..000 ODOOOOO0OOOOOOOOODOOOODOOOODOO
O0000ooooDoOo0oDO00O000000ooooD MethodODDOOOOO
oooooooob0o0ooob0obOoooob0o0nd MethoddDOOOOODOODO

oboboooooboooooboboooobooboooobobooonD boobooboooo
00000000 MethodO...000 ODOO0OO0ODOOOODOOOOOOOOO
gbobooboooobobooooboooooobooobog

gooooooooooboboooooboooob0oo0on0 obbooobooobo
goobooooobobooobooooooobbooboooboooboooboooon
ooboooOoooooMbOOOoOOOooboAMI-BCCOOOOOODOOOOO
ooboooooOobooboooobOooobooboooooboooobooooboooon
oboooboobooooboooboooo

Method D00 DO0OD0OO0OOODOODOODOO

Charge 0000000 DOOOOODOODOOOODOODOOOOD+1,-100000
gooooooo

6.104 OO OOODOOOOO

Acpype 0 00O
000000000 1gooo0ooooboo0ooooooooooboboooAMI-BCCO OO Gasteiger
O0O000DbO0D0DO0DO0DO0DO0DO0D00bO0ODOD CygwinOO Acpype0 0 OD0ODOO
oo /Ao oo oo ooooo
Omo2 00000000000 DOOO0OOOODOOO0O0OODODOO0OO0OOOO0OODOOO0O0OO
RESPOOU00O0O0O0DOOODOO0ODO0OODO0ODO0O0ODLOODOOODOO0ODON Total charge [e] OO
Joooobobo0obDbOo000o0o0oonobong _acpype_tmp 00000000 ODOOOOODOO

00000000000000000000000 temp.shO temp.log00000000000
O000000000 input.acpypeinput_GMX.itp 0000000000000 COOOO

gooboogood

gbobooboobooboobooooboobooboooOoooobooobOobooboobooonoog
gbooobOobooooobooooboboon

GAMESS 00 (RESP(10)

GAMESSOOO0O0O RESPOOO0OOOO0OOOOOOORESPOO ODO0OOOOCOODOO

6.10.5 0O OO

MD—-0O0OUOO0OOO0OOOOOODOOOODOODOO

6.106 OO OODO

MD—-UO0O0O0O0OOOOOOOOOOOO4aoOu
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6.10.7 O OOODOOO

goooobooooooboobooooboooobooboobooboboooobooooobDoboboooboDobobooo
oboooooboooobooobooAaobobo bobbooboobooooboobooooboboobooonoog
00000000000 0000O0D0O000 CygwinOO gmx genionO0 000000

Neutral 7rue OO0 000000000000 O00OOCOO0O0O0OCOO Number of Cations U
Number of Anions U0 0000 OO False 00U OO Number of Cations 1 Number of Anions [
gooooOoOoOooOooOoOODODDODODDDO

Concentration 00000000000 OOOOOO
Cations/Anions 0 0 0000000000000 O0OOOOOOOOOOOOO

Number of Cations/Number of Anions 0 D 000000000000 O0O00O0DOOO Neutral O
False 000000 0O00O00OOODOO

Execute Cygwin [ gmx genion 0000000 O0O0OOOOODOOODO _genion_tmpOO
000O0O000d000obOOOo00OoOo00obObOoOOoU0bODoObO0O0ODbDODODOO0O0OO temp.sh
O temp.logd 000000 O0ODOOOOCOODOODOOOOOODODOOOOODODOO
0000000 (temp.top) 00000000000 D0OOOO0ODODOOODOOOOODOOO
J0000obOooboOonoO temp_top_tmpUOOOOOOOO

6.10.8 Gromacs

MD — Gromacs OO0 OO00O00OO0OO0OO

6.10.9 LAMMPS

MD — LAMMPS OO OO ODOOOODOODOO

6.10.10 Amber

MD — Amber 0000 O0OOOOOOOODO

6.10.11 MODYLAS

MODYLASOOOOOOOOOOOOOOOooooooooOoooooooooobooooooo
gboodo MD— Gromacs OO0 O00D0O0DODODOOOO

6.11 MD — Gromacs [0 0 0 0O

Gromacs OO OO0OODOOOO

Winmostar O 00 Gromacs U Cygwin 0 0000000000000 0O00O0D0O00OOO CygwinWM
oooooooooooboo
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6111 0000000

gobobooboobooboobobboboobooboobooo

obooooobooobobooboooobooboooobooobobooboboobOoooobOobooboo oboooo
gbooboooboooboobooboobooobooobo0oooO0o ooboon options 00U Dump
all files forremote 00 00000000000 OC0OO0DOOO0DOOOOOOOOODOOODDOOODODOOO
000 wWinmostar OO0 0000 D0O0ODOOOOODOODOOOOODOOOOOOOD ODOOOODODODbDOO
goooobooboo oo oooooooooooboooboobooboobobooboO bobbooobooobo

oboooobobOoooOo oooooboobooooobobooooon

(00) O0O00O0000DLOO0DOO00D0OO0DOO00DOO0DOO0000DO0OOOGAFF GAFF2, OPLS/AA-L+GAFF
0000 acpype ODreiding 00O 0OOOOOOOOUFFOOODO OpenBabel DO OO OOO
00000000000 000Dreidingd 00O polymer/dreiding.lib.txt 0000000
OOUFFOOOO Universal Force Field DO OO OO0OO0OO

Exception DO O0D000000Genera) 0O DODODOODOOOO0OOOODDODOODODOLIOOOO
gboboobooobooooobooooboobo woboooobooooboooooonoo
oooooob wooboooooooogoo

ob: dObooOooooboboboboboowooooboobobooooooobooobo
goo

(0000D0/000) 00000000000000000000000PDBO go000000000
0000000000000000000000000000000000000000000 gmx
pdb2gmx 00000000

ob: 000b0o0oooobooooboobooooobooooboobooooobooooonoo

(obo)boooobooboooobbo bbb oAabDoobD booboboooboobobooooboboooon
00000000 CygwinOOOODOOOOOO GromacsOOOODOOOOOOOOODOODOOO
gboooog

00000000 [pesition_restraints] D00 OO00OD0O0O0D00O0O0O0O Advanced DDODOODOO -
POSRESUDOUODO00O0DODOODO [position_restraints] DUOOOO0OO0O0OO0O0O0OOO
ggbgbobooboboobobobobbobooboobooon

0000000 [pesition_restraints] ] 00 O0O0000000000O0O0O0 Advanced D00 O0O0O -
POSRESULODOO0O0ODOO0OO0DOOO0DOOO [position_restraints] OO0OO0O0O00O0OO0OO0OOO
gogbobooboboboobobboboobooboobooboobobboboo

0000000 [distance/angle/dihedral_restraints] 0 00 0000000000 O0OONO Advanced O
00000 -POSRESOO00000000O0OOOOOOOOODOOOODODODDODODOODODODOOOO
ooo

DumpNow 000000 DOOO0O0ODOOOO0ODOOOODOOOODOOOOO

O0e:

- JO00DOOO0OO0ODOOODOOOOODOOOODOOOODOOOOOOODOOOOODOOODOOO
O000000Gromacs 0000 topd LAMMPSOO0O0 data 00000000000 00DODOO
gpbooooog

94 Chapter6. DO OOOOOOOOOO



Winmostar™ User Manual, O 00O 10.8.2

« 000Gromacs O OO0 OOOO0OO0OO0OOO0O0OO0O0OOCOOOODOOOOOOOOODO okOOO
gboobouobooboobobobotdwpdb0Oo0OO0bOOO0OOODOO0OO0O0ODO0O0OODO0D0 top
gboooopoobooog

« LAMMPSOOOO0O OODOO0OO0O0OO0O0OOO0ODOOODOOODO0OO0DO0OO000 O00D00 Next>0O
gbbooboooooooooboboooboobooooooooboOoboo oobooboobooooan
gbooboobobobokOobOobooooboobooooa

 JOO00O0O0OO0O0ODODLOODOODODODOODODODLODOODOOO0DDLObODODbLObLODODODOO
go00o0bo00oD0oo0oo0DbD GAMESSOOODOOO0OO0DOO MullikenOOO Lowdin DO 0O
0000000000 bOObOob00OUser000 NBOOODO Lowdin OO 0O ESP O OO Mulliken
gbooooooboooooboobooooon

000000 D00000U0D0O0O0OReaxFFUDPD O OO OLAMMPSODODOODODODODDODOOOOOReaxFF
gbobpDUOLOOOOOOOOODLODOOUO Next>000000000O0O00O0O0O0O0O0O00O0O0OOOOO
oooooo

uboooobO0b0ooobOobob0oobob OGromacsOO0O0000O00O0O0O tepdOOOO0OOOO MD
gbobobobooooboooboooobobooboobooboboobb grobOO00OOOODOOODOOODOO
ooo

oboooooobooooobobooobooboboboon CLAMMPSOOOOOO0OOO0OOO0O dataDOQOQO
oboooMbDOOOOODOOOOOOODOOOOOOOO0OO0OO0OO0OO0O0O0Db00O0 datad0OOOO0ODO0O
obooo0Oobood Nexr>0000000000000C0O0O0O0OCOOODOOOOO

6.11.2 0000000
Gromacs U0 O0ODODOO0OO0ODOODOOODOOO0OODOOOOOOOOOOO0 RenmODOOO0OOOOO
oooooobobobogookbOobooooooooboo
RuenO00000000D000O0O0 GromacsJO OOOOO0O0ODOOO

gboboobooooboooboobooboobooooobooobobo bobooboobooboboon
gooooooooooboboooo bbb ooooobobooogooo

Reset 0000000000000 O00O0O0DOSave 0000 ForceFieldOODOOODODODOOOOO
Load D000 SaveDO00O0OO0OO0O0O0O0DOOOOODOO

Extending Simulation D00 000000000
000 Gromacs 00 DOOOOOOODOO
Preset 0000000000000 0ODOO0OO0OOOOODOOODOODOOOOOOODOOODOO

Minimize NVT NPT NVE

(fast) (fast) (fast) (fast)
dt 0.002 0.002 0.002
nsteps 5000 5000 5000 5000
integrator steep md md md
gen-vel yes no no
tcoupl berendsen berendsen
ref-t 300 300

gbooobooo
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03-000000000o0

Minimize NVT NPT NVE

(fast) (fast) (fast) (fast)
pcoupl no parrinello-

rahman

ref-p 1.0
pbc yes yes yes yes
comm-mode linear linear linear linear
nstcomm 50 50 50
nh-chain-length 10 10
nsttcouple -1 -1
nstpcouple -1
constraints hbonds all-bonds all-bonds all-bonds
lincs-order 4 4 4
lincs-iter 1 1 1
shake-tol le-5 le-5 le-5
nstxout 100 100 100 100
nstvout 100 100 100 100
nstenergy 10 10 10 10
buffer-tolerance | Se-3 5e-3 5e-3 5e-3
rvdw 1.0 1.0 1.0 1.0
rvdw-switch 09 0.9 0.9 09
coulombtype pme pme pme pme
rcoulomb 1.0 1.0 1.0 1.0
rcoulomb- 0.9 0.9 0.9 0.9
switch
fourier-spacing 0.12 0.12 0.12 0.12
pme-order 4 4 4 4
ewald-rtol le-5 le-5 le-5 le-5

False False False False
Enable
double precision

False False False False
-DFLEXIBLE

False False False False
Extend
simulation
from full-
precision
trajectory
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Minimize NVT NPT NVE
dt 0.0005 0.0005 0.0005
nsteps 20000 20000 20000 20000
integrator steep md md md
gen-vel yes no no
tcoupl nose-hoover nose-hoover
ref-t 300 300
pcoupl no parrinello-

rahman

ref-p 1.0
pbc yes yes yes yes
comm-mode linear linear linear linear
nstcomm 1 1 1
nh-chain-length 1 1
nsttcouple 1 1
nstpcouple 1
constraints hbonds hbonds hbonds hbonds
lincs-order 8 8 8
lincs-iter 2 2 2
shake-tol 1e-9 le-9 1e-9
nstxout 400 400 400 400
nstvout 400 400 400 400
nstenergy 40 40 40 40
buffer-tolerance le-9 le-9 le-9 le-9
rvdw 1.5 1.5 1.5 1.5
rvdw-switch 1.4 1.4 1.4 1.4
coulombtype pme pme pme pme
rcoulomb 1.5 1.5 1.5 1.5
rcoulomb- 1.4 14 1.4 1.4
switch
fourier-spacing 0.10 0.10 0.10 0.10
pme-order 6 6 6 6
ewald-rtol le-9 le-9 le-9 le-9

True True True True
Enable
double precision

False False False False
-DFLEXIBLE

False False False False
Extend
simulation
from full-
precision
trajectory
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Minimize NVT NPT NVE

(vapor,fast) (vapor,fast) (vapor,fast) (vapor,fast)
dt 0.002 0.002 0.002
nsteps 5000 5000 5000 5000
integrator steep md md md
gen-vel yes no no
tcoupl berendsen berendsen
ref-t 300 300
pcoupl no parrinello-

rahman

ref-p 1.0
pbc no no no no
comm-mode angular angular angular angular
nstcomm 50 50 50
nh-chain-length 10 10
nsttcouple -1 -1
nstpcouple -1
constraints hbonds all-bonds all-bonds all-bonds
lincs-order 4 4 4
lincs-iter 1 1 1
shake-tol le-5 le-5 le-5
nstxout 100 100 100 100
nstvout 100 100 100 100
nstenergy 10 10 10 10
buffer-tolerance | S5e-3 5e-3 5e-3 5e-3
rvdw 1.0 1.0 1.0 1.0
rvdw-switch 0.9 0.9 0.9 0.9
coulombtype cut-off cut-off cut-off cut-off
rcoulomb 1.0 1.0 1.0 1.0
rcoulomb- 0.9 0.9 0.9 0.9
switch
fourier-spacing
pme-order
ewald-rtol

False False False False
Enable
double precision

False False False False
-DFLEXIBLE

False False False False
Extend
simulation
from full-
precision
trajectory
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Minimize NVT NPT NVE

(vapor) (vapor) (vapor) (vapor)
dt 0.0005 0.0005 0.0005
nsteps 20000 20000 20000 20000
integrator steep md md md
gen-vel yes no no
tcoupl nose-hoover nose-hoover
ref-t 300 300
pcoupl no parrinello-

rahman

ref-p 1.0
pbc no no no no
comm-mode angular angular angular angular
nstcomm 1 1 1
nh-chain-length 1 1
nsttcouple 1 1
nstpcouple 1
constraints hbonds hbonds hbonds hbonds
lincs-order 8 8 8
lincs-iter 2 2 2
shake-tol le-9 le-9 le-9
nstxout 400 400 400 400
nstvout 400 400 400 400
nstenergy 40 40 40 40
buffer-tolerance | le-9 le-9 le-9 le-9
rvdw 1.5 1.5 1.5 1.5
rvdw-switch 1.4 1.4 1.4 1.4
coulombtype cut-off cut-off cut-off cut-off
rcoulomb 1.5 1.5 1.5 1.5
rcoulomb- 1.4 1.4 1.4 1.4
switch
fourier-spacing
pme-order
ewald-rtol

True True True True
Enable
double precision

False False False False
-DFLEXIBLE

False False False False
Extend
simulation
from full-
precision
trajectory
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Minimize NMA
(NMA)
dt
nsteps 20000 20000
integrator 1-bfgs nm
gen-vel
tcoupl
ref-t
pcoupl
ref-p
pbc yes yes
comm-mode
nstcomm
nh-chain-length
nsttcouple
nstpcouple
constraints none none
lincs-order
lincs-iter
shake-tol
nstxout 400 400
nstvout 400 400
nstenergy 40 40
buffer-tolerance le-9 le-9
rvdw 1.5 1.5
rvdw-switch 1.4 1.4
coulombtype pme pme
rcoulomb 1.5 1.5
rcoulomb-switch 14 1.4
fourier-spacing 0.10 0.10
pme-order 6 6
ewald-rtol le-9 le-9
True True
Enable
double precision
0.01
emtol
True True
-DFLEXIBLE
False True
Extend simulation
from full-
precision
trajectory
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#of Threads 00 OO0 O0O00D0OOOODOO

MPI (for Remote Job) MPID O DO OO0ODOOODOOOODOOOOODOOOODOOOOOOODO
oo

Basic

Run Control
dt 00000000 1 0000000000000 000
nsteps 100000000000 OOOOOOOO
integrator 000000000 O00OOOO0O

Velocity Generation
gen-vel 000000000000 O0OO
Fix randomseed D00 000000 gen-seed 0000000
gen-seed J 000 randomseed 1 000000

Explicitly set gen-temp 0 OO0 0000000000 ODO0ODOOOODOOOODOOOOO
O00000refct 0000000 ODOODOODO

Temperature Coupling
tcoupl 00000000000 OOOOOOO
te-grps U O O0O0O0O0ODOODODOO0O0O0O0ODODODODOOOOUOODODDOO
ref-t 0000000000000 0OODOOOOODOOOOMO
taw-t 1000000000000 QOQOQOCOCOOOOOOOODOOOO
Pressure Coupling
pecoupl 00D 0D0O0D0O0O0O0OODOOODOOOO
peoupltype 000000000 OOOODOOOOODOO
ref-p OO00O0O0O0OOOOOO
tav-p 00000000 O0O0O0OOOO
compressibility 00 000000000000
Advanced
Boundary Condition
pbe DOODOODOODOOOO
Energy Minimization
emtol 000000000000 00O0O0OO forceDODODOODOOOOOO
emstep DO O0O000O0OOOOOOOOOOOOOOOOOOODOOOOOODODODDOO
Run Control
comm-mode 000000000000 OO0O0OOOO
nstcomm 00 0000000000000 0COCQOQOCOO
Temperature/Pressure Coupling

nh-chain-length Nose-Hoover 0 0 00 00 OO OO Nose-Hoover chain 0000000
ooo
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nsttcouple 0 00000000 OOO0OO
nstpcouple 00D 000000 O0ODOOO

refcoord-scaling 0 00000 positionrestraint 0 0 000000000000 OOOO
oooo

Constraints

constraints 0000000000

constraint-algorithm O 0000000000 O0O0OO

continuation 0 0 00000000000 DOOOOOOOOO

lincs-order LINCSOODOODOOODOODOO

lincs-iter LINCSO O D ODOOODOODOODOOODOO

shake-tol SHAKEO OO ODOOOOOOODOOOOODOOOOODOODOODOO
Misc.

print-nose-hoover-chain-variables 0 00 0000000000000 O0OOOOOOO
ooooooo

define -DFLEXIBLE O 0O0O0O flexible DO0O0O0O0OO00OO0O0OOO

define-DPOSRES 000 0D0O000O0DOOCOODODODOOODOMOT posres.itp O include
ooo

Extend simulation from full-precision trajectory Extending Simulation 000000000
0000000oooooooo00000ooooooDooo0oo000g erogg
O0000o00oo0ooooDoo0ooo0oooDooooooooooooogoo
0000000 groO00O0OO0O0ODODODOOOODOOOOOODODDODOOODOOO
0o000ooOoo0ooooU0ooooO0UooooDObooooDooOooooogo

Output
Output Control
nstxout 00 0000000000000 OOOOOOOOOO
nstvout 1000000000000 0OO0OOOOOOOOOO

nstenergy U000 000000000000 edr0000000O0D0OOOOODOOOO
ooooboooobooooooooo

nstxout-compressed 0000000000000 xtcOOOODOOOOOODOODOOO
00oooooooooo

compressed-x-grps xtc U000 0000000000000 O0O0OO0O0OO0OOO0O0OOO
oooooooo

Interaction

Modify cutoff radii not toexceed L/2 0000 00O O O O O O Orlist, rvdw, rvdw-switch,
rcoulomb, rcoulomb-switch OO0 O 0000000000000 OOOOOOOO

Neighbor Searching
nstlist neighbor list 00 00000000 0OOO0O
ns-type neighbor list 00 000000000000
cutoff-shceme neighborlist 00 0000000000 0OO0OOODO
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Use buffer-tolerance neighbor list 000 0000000000000 00OOOO0O0OO
O000000oo0ooooooooooooooDoODOoO0oO0O0ObO0OD0000n rlist
gooobooooooboooboooooo

rlist neighbor list 0 0 000000000 O00DOO
vVdaw
vdwtype 000 000000000000 00O0O0O0O0OOOOO

rvdw-switch 0000000000000 0000OQO Switchingd 0000 0O 0O OSwitching
oooobooooooooo

rvdw D0 0000000000000 OOODOOOOOOO0OO00O000O0
DispCorr 0000000000000 DOOOODOOOOOOOOOO00OODOOOO

vdw-modifier 000 0000000000000 0O0O0O0OCO0ODO Switching/Shift 00 O
ooooooooon

Electrostatics
coulombtype 0000000000000 OOODOOOOOO

rcoulomb-switch OO0 00000000000 Switchingd OO OO OO OSwitching 0 O
oooooDooooooo

rcoulomb 000000000000 O0OO0O0OO0O0OCODOOOO0OOODOOO

coulomb-modifier O O0DOO0O0O0O0O00OO0O0OD0ODOODO Switching/Shift 000000
oooooo

Ewald

Set # of grids for fourier space D000 OO0 OOO0OQO fourier-spacing 00000000
000000 fourier-nx,ny, nzO0 O OO0 OO0

fourier-spacing Ewald, PMEO OO PPPM OO OO0OOCOODOO0ODODOOOODOOODOO
ooo

fourier-nx, ny,nz Ewald, PMEO OO PPPMOOODOOOO0OO0OO0OOODOOOOO
uoooboooobxyy,zOOOOOODOOOO

pme-order PMEO O ODOODOO0ODOOODDODODOOODOOO
ewald-rtol Ewald, PMEO OO PPPMUOO0OO0000O0OOOOOOOO
Other
Other Parameters D0 DO OO0 mdpO OO DOO00OODOOOOODOODOO
Automatic

Rescale velocitiesto.. NVNEO O OOOOOODOODOOOOOOOOOODOOODOODO
gbooobooboobbooboobooobooboobbooboobooboooobooooon
gboooooboooobooboooog

Rescale boxsize to.. NPTO U DO ODOOD0OODOODOO0OO0OOO0OOOODOO NVEDOOO
NVTOOOOOOOOOOooooooOoooobooboobooooooooooooon
obooooobooooo

Options
Make a Backup of Working Directory DU UL D OO0 OO0OD0OOOOOOODODOOOOO

Restore Working Directory O 000 0000000000000 00O00O0 OO0OODOO
gooooooooooog
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Dump.mdpFile 0000000000000 O00D0DO0O0O0DOQO Gromacs 00000 O mdpO
gboooooboooooboon

Dump All Files for Remote Gromacs 0000 0O0Gromacs 00000000 0OO0ODOOONO
gooooobboooooboobdob 00 -0bU0ob0obOUobo booobobo
gooood

Rerunfromxtc OO0 000000000000 00D0OC00O0O00 xcy0O0OO0OODODO
googoboobooboobooboobooboobooboobooboonboo
oboodb0U0edrfDO00OD00ODOOOODOO

Opentopfile 0O 0OO00OO0O0ODOOOO0ODOO wp0O0OO0O00O0OOOODODOOOODDOO

maxwarn D0 0000000 warningmessage 10000000000 O0O0D0O0O0OO
ooooooog

Verbose Output 000000000000 O0OOOOOODOOO

Concatenate .edr and .trrfiles D000 .edr OOO0000.ar 00000000 OOODODOOO
OO00000O00000D0O0O0 Extending Simulation D 0000000000000

Unwrap Atoms (trjconv -pbcnojump) OO0 OO0 . gcro0 00000y D0 O0O0D0OOOOO
000000 (unwrapped) 000000000

Enable Double Precision D 0000 Gromacs 000000 MDOOOOOOOOODOCOO
gooooo

Overwrites any output file without making a backup in working directory O OO0 O O 0O 0O 0O
O0o0000ooooooooooooooooooooooooooooooooog
00000000000 b0o0obbU0o0ob0o0ob0o0onoogn Make a Backup of Working
Directory 00 0000000000000 O0DODOOO0OODOOOODOOOOOO

Enable detailed parallelization setting nt0 0000000000000 0O0ODODODOOOThread-
MPI(-ntmpi) O OpenMP(-ntomp) D0 00O O0O0O0OOOOO

# of Thread-MPI Thread-MPIO 00O OO0 OO0OO0OOO
# of OpenMP OpenMPO OO ODOOODOODOO

6.11.3 Gromacs [ [J

Gromacs 1000000000000 DOOOODOOOOO

« 00O0O00OODO Extending Simulation D000 00000 0000000 0000 OOOOODOOOOODOO O
ooooobD @dob0obgo 000000000 @UOOOp 0 OO0OOODOOODOO
gooooooo

* Extending Simulation DD 0000000 D00O0O0OO0O0 0000 OOO0O0O0OOOOOO0ODOOOODOOOOOO
gbooboobooooobooboboooooo@ubibogropb 0obobob obOo
ooooooboooo@bobbwepdboooooobooooon

* Extending Simulation D O 00000000 O0O000OO00OOCDOOOOCODOOOOOOOO (O
OUO0Ogro)00O00000O0DOODOOODOOOO0O0O00DODOODODODODO gmx_mdrun_tmp.
gro00000D000O00DO0 gnx_tmp.topU0OO0O0O00OO0O0O0O0OOOOO

oobooobooobooobooobbooobooboo0ooDbo0ogn water.groogooogy
gbobooboobooboodgd
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water.out

oad oad
water.shOOQOOOO0OOOOOOOO
ogooag

out oo

water.gro.bat

shOooQo Gromacs D00 DO0D0OODOOODOOO

water.sh gooon
0oo00oooooog
water.sh OO OOOOOOOOOOO
oooog

batOD OO0

oooooooo
water_gmx_tmp\

ooooboooooon

gboboboboboboboboobobobobobooooobooboobobooooboo
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00 ood
input.gro oooooooooooogooooog
groOOOO

gboooboobooo

uoooboooobooboooood
ooooobooog

gmx_tmp.top OooooDoOooooooOooooog
topO OO 4d
OooooDoooooo

gbogboobooboaoboabod
oooobooo

gmx_tmp .mdp O0000000o00oo0oOoooo

gmx_tmp_mdrun.tpr gro,top, mdp OO OO OOODOOO
mdun 00 O00O00000OO

gnx_tmp_mdrun.ndx ooooooOoOoOOOOOOOOOO
ooo
gmx_tmp_mdrun.edr oooooooooOOoOoOOOOOoOO

oooobooooboon

gmx_tmp_mdrun.gro 00000 goO0OOOODOO
gmx_tmp_mdrun.trr OoooDoooooooogo
gmx_tmp_mdrun.xtc 0ddoo00o0ooDoooooOooooon
gmx_tmp_mdrun.log mdrun 0000000000

ggb: ODodgoaogog
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- J0O00C0O0OO0O0OOOOO0OOOOOOOOOOOOOODOOOOOOODOODO
gbooobooboooooboo

-goboobobbobooboobod

- 000 Gromacs 00000000000 O0OOOOOOODODOOONO aaa.gro
000000 _gmx_tmp 00000000000 0O0ODODOO aaa_gmx_tmp O
ooooad

- JO00oobooboobbobobooboobooboobooobobboboo

- 00000000 OODOODOOOOODOODODODOOODODbDODbOODO
ooboboooobooobooboooooboooooboobooooboooooobooboooooo
goo

- 000000000 DO0D00DO0o0oDOOo0o00DOooDoOooDoooon
0000000000000 oobuo0oibn aaa_gmx_tmp 0O OO
aaa_gmx_tmpl 0O OOOO

-ooobobooobooboooobOobooooboobooon

0000 Winmostar Job Manager 00000000000

6.11.4 0O OO0 (log)

gnx mdrun 00000000 *_gmx_tmp\gmx_tmp_mdrun.logUO0O00000000O00OOOO
oono

6115 0000000

Gromacs 00000000000 0O0O0O0OO0O0O ».cut0000000DOO0ODOODODOOO

6116 0 0OO00ODODOO

gco00000tr 0000000 O0OMDODOOOOODOODOOOOODOOOOOOODOOO
gboooboobooooboboooobooon
goooboooboooboond Animation 00000 DOODOODOODOO

6.11.7 ODOOOOOO

Gromacs DO00O0O0Oedr D000 O0O0O0O0OO0O0OO0ODOOOOODOOOOODOODOOODOODOOOO
Ubo0ooob0O0O0b000O gmx energyU0000000O00000O0O00DO00O0 gmxenergy OO
ooooooooboooo

OO00000D0000000 EnergyPlor 00000 ODOOOOODOODDO

6118 0 DODOODODOOO

*_gmx_tmp\gmx_tmp_mdrun.gro 000000
oooooOoo0o0ooobOobOooboOoboooogobooboooo
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6119 0 000ODOOO

Gromacs 10000000 DO0OO0OOODOOODODOOODOOODOOOOODOOOOODOOOOOO
obobOoooboooooo oooboobo 00000 Saved D00 gmxsetDO0O0OO0OOO
oood

61110 OO OOOO

0000000 0000000 GromacsOOOOOOOOO

6.11.11 0000
0ooood

Gromacs U0 000 tr, tpr, ndx DO DD 00O0O0ODOO0ODDO0O0ODOOO0OO0ODOO0ONO gmx
dfEJO0O00O0O00O0O0O0O0OD00O0D00O00D gmxredf OO0O0OO0OOO0ODOOODOOOOODOOO
OO Reference Group O Target Group OO0 DD ODOOODOOO

Definition
Atom 0000000000 OOOO
Centerof geometry 0 0000000000 OOODOOODOO
Centerofmass 0000000000 OOOOOOO
Output
RDF 0000000 OOODOOO
Cumulative Number RDF OO0 000000 OOOO

Target Group D0 DO 00000000 O00DOOOODOCOOOOO0ODOOO0ODOOOOODOO
ndx 00 0000000000000 000O0O0000DO00D

Reference Group OO 00 0000000000000 DODOO0O0O0O00CCODOOOOOO0ODO Target
Group O Reference Group U0 0000000 O0O0O0OO

CreateGroup gro0 00000000000 OOCOODOODOOOODOOOODODDOO

googooooooobbbobobobboobobooobobooooooooooood MD —
Gromacs - 00000 pax 0000000 O00O00ODOOOOO

Create Group 00 0 00000 Extracted Atom Names 0 U0 00 0O 0O OO O New group Name [
000 Create 0000000 0ndx 00000000 DOO0O0O0DOODClese0D0OOOO
O Target Group O Reference Group 0 0000000000 OOOODOO

FirstFrame D0 00000000000 0ODO0O0O0OO0 psOOO0OO0ODOODOO

LastFrame 00O 00000000000 O0O00C0O0 psO0O00O0000O00O Maximum OO0 00O
obooooboobooooobooboooooboon

Draw D0 0000000000 DOOOODOOOODOO
gbooobooobooboob obuooboob obooboobobob
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oooooo/moooooo

Gromacs U0 OO0 tr, tpr, ndx OO0 00000000000 OOOODOOODOOODOOOODOO
D000 gmx msd0 0000000000000 0O000 gmxmsdJ00000000O00O0O0
ooo

Diffusion Constant gmx msd 00000000000 -000000000000O00O0DOOOOO
gbooooooboooogd

Target Group D0 OO0 000000 CO0DOOOODOOCOOOOODOOO0ODOOOOODOO
ndxOOOOO0OO0O0O0O0O0O0O0O0OO0O0O00000O0000000

Reference Group D OO0 00000000 OOCOCO0O0O0OOODODOOOOOOOOODDOOD Target
Group 0 Reference Group D OO0 D000 OOO0OODOO

Create Group groJ 00000000000 OOOOOOOOOODODOOOODDOO

goobobooooobooooboooobooobooobooobooooboooonO MD —
Gromacs - 00000 pax0000000 O0OO0O0DOO0OOO

Create Group O 0 0 000 OO Extracted Atom Names 0O OO0 OO0 0O OO New group Name [
U000 Create 00D 00000Ondx 0O O0OO0OD0OO0O0OODOOODOOOCIese 00000
O Target Group 0 Reference Group D 0 0D D ODODOODOOOOOOOO

FirstFrame 0000000000000 O0O00DCOO psOO0OO0O0DODOOO

LastFrame D0 0000000000000 0000 ps0D00O0000O0 Maximum OO 00O
gobooboobooboobooboboobooo

Draw 00000000000 OCODOOOOCOOOOOOOO
gbooooobooooboob ooboooob oobobooooaon

oood
Gromacs DO OO0 urtpr, ndx OO0 O0OO0O0O0O0O0O00O0DOOO0D0O0OO0O00O0O000 gmx saxs
0b0o000O0bO00000b00000 gmxsaxsUOOOOOOOOOOOOOO

Interval 000000000000 DDO0OO0O0DOOOOO0OOOOO0ODOOOOOOODOOOO
gboooooobooobooboobooogooo

Target Group D0 OO0 000000 COO0DOOOODOOCOOOOODOOOODOOOOODOO
ndxOOOOO0O0O0O0O0O0O0O0O00O0000O0O0000000

Reference Group D OO0 00000000 DOCOCOCO0O0O0OOODODOCOOOOOOOODDOOD Target
Group 00 Reference Group D OO0 D000 OOO0OODOO

Create Group groJ 00000000000 OOCOOOOOOOODODOOOODDOO

goobobooooobooooboooobooobooobooobooooboooonO MD —
Gromacs - 00000 paxO0000000 O0OO0O0OO0OOO

Create Group 1 0 00000 0O Extracted Atom Names 00 00 0000 O New group Name O
000 Create D0 D000 00ndx 000000000000 O0ODOOOClese0000O0O0O
O Target Group 00 Reference Group 1 0 U0 DD ODODOODOOOOOOOO

FirstFrame 00000000000 D0OCO0O00DCOO psOO0OO0O0DODOOO

LastFrame D0 0000000000000 0000 ps00000000O0 Maximum OO 00O
gobooboooobogobooboobboobooo

Draw 00000000000 OCODOOOOCOOOOOOOO
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gbooooobooooboob ooboooob oobobooooaon

gooo/mooooooo

Gromacs O OO0 tr, tpr, ndx 0 0000000000000 O0OODOOOOOOOOOOOOO
0000000 gmx velaccOUOOOODOOOOOOO0ODOOO0O0O0DO gmxvelaccOOOOODOO
oooooooog

Velocity Autocorrelation D 000000000000
Vibration Spectrum 000 0000000O00O0OO

Target Group D0 OO0 O000O0000CO00DOO0OOOOOOOO0ODOOO0ODOOOOOODOO
ndx 00 0000000000000 00D0O0O000D00O0D

Reference Group 0000 0000000000000 0O0O0O0DOODOOOOOO00O0O0OO Target
Group 00 Reference Group DD 0D 0O OOOOOOODOO

CreateGroup gro 0 00000000000 OOOOOODOOOODODOOOODODOO

goboooooboooobooobooobooobooobooobooonO MD —
Gromacs - 00000 pax 0000000 O0OD0OODOOOOO

Create Group 00 0 00000 Extracted Atom Names 00 00 0O 0O 0O OO New group Name [
000 Create 0000000 0ndx 00000000 DO0OO0ODOODOClse0DDODOOO
O Target Group O Reference Group D 0 OO D ODODOODOOOOOOOO

FirstFrame 000 000000000000 0DOO0 psOO00OO0O0ODOODO

LastFrame D000 000000000000 000 psOD0O0O00O00O0O Maximum OO0 OO0
oboooooobooooobobooooobon

Draw 00000000000 OCODOOOOCOOODOOOOO
gboooboobooooboob ooboooob ooboooooaoon

oooo/moooooooo

Gromacs 00000 ur tpr, ndx D0 00000000000 DOOO0O0O0O0ODOOOOOO0OOOO
UbobOOob0O000b0b0O0bOb0d gmx dipelesJOU00O0OOO0O0OOODOOOOODOOO gmx
dipolesDODOODOOOOODOOOOOO

Dielectricconstant 0 OO0 0000000000000 CO00O0O0O000O00OO epsilondO0O00O0O
gboooooobooooobooobOobooooboobooooobooon

Histogram of total dipole moment TargetGroup 000000000000 OOOOOOODOOO
ooooo

Autocorrelation functino of dipolemoment O OO0 0000000000000 000O0O0O00O0OO
00000000000 Definition0 000000

Target Group D0 OO0 0000000 O00DOOOOOOOO0OO0ODOOO0ODOOOOOODOO
ndx 00 0000000000000 000O0O000DO00D

Reference Group 0 000 0000000000000 0O00ODOODOOOOO0O00O0OOO Target
Group 0 Reference Group DD 0D 0D OOOOOOODOO

CreateGroup gro0 00000000000 OOCOOOODOOOODOOOOODDOO

gobooooobooooboooobooobooobooobooobooonO MD —
Gromacs - 00000 pax 0000000 O000O00ODOOOOO
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Create Group OO0 0 000 OO Extracted Atom Names 0O 00000 ODO New group Name [
O00O Create 00D 0000 0Ondx 00 OD0OO0ODOO0OOODOOODOOOCIeseO0OOOnO
O Target Group [0 Reference Group D 00D 00000 D0OODOOOOO

FirstFrame 0000000000000 O0O0DCO psOCOOOO0DOOOO

LastFrame 000000000000 O00O00000 psd 00000000 Maximum OO0 0O0O
gbooooboobooooobobooobooboon

Draw D0 00000 O0OD0OO0OOODOOOODOODOOOO
oboooooboooooboob ooboooobo oobobooooon

oo
Gromacs DO OO0 tr, tpr, ndx OO0 OO0 O0O00OOD0O0ODOODOOOOOODOODO gmx tcaf [
oo0oooOoboooboboooDg gmxtcaf OO0O00O0OO0OD0OOOOOOODOO

Target Group D0 OO0 000000 COO0DOOOOOOCOOOOODOOO0ODOOOOOODOO
ndx 0000000000000 0O000DO0O000DO0O0D

Reference Group 000000000000 0OO0OODO0OODO0O0ODO0O0ODO0OO0ODOOODOO Target
Group [0 Reference Group D 00D 0D 0OODOODOOODOO

CreateGroup gro 0 00000000000 OOCOOOODOOOODODOOOODDOO

gobobooooboooobooobooobooobooobooobooonO MD —
Gromacs - 00000 ndx 0000000 OOO0OODDOOOODO

Create Group 0 U0 0 000 OO Extracted Atom Names 0 0 00 OO0 0O OO New group Name [
OO0 Create 00O 00000Ondx 0000000000 ODOO0O0OOOClese0 00000
O Target Group O Reference Group D 00D D ODODOOOOOOOOOO

FirstFrame 00 0000000000000 0DOO0 psOO00OO0O0ODOODO

LastFrame D000 000000000000 000 psOD0O0O00O00O0O Maximum OO0 OO0
ggboobobobooboobooboobooo

Draw 00000000000 OCODOOOOCOOODOOOOO
gboooboobooooboob ooboooob ooboooooaoon

oooo
Gromacs O OO0 ur, tpr, ndx D0 O000O0O0OO0OOODOOODO0OOODOOOOOODOO gmx
density 000000000000 DOODODOODO gmxdensity0O0O0OO0D0O0O0D0OODOOODOO
Group 0000000000 DODODOODOOODOOODODOODOOOOO

Target Group D0 OO0 000000 COO0DOOOODOOCOOOOODOOO0ODOOOOODOO
ndxOOOOO0OO0OO0O0O0O0O0OO0O0O0O000O0O0000000

Reference Group 0D OO0 00000000 OOCOCO0O0OOOODOOOOOOOOOODDOOD Target
Group [0 Reference Group D OO0 D000 OOO0OODOO

Create Group groJ 00000000000 OOCOOOOOOOODODOOOODDOO

goboboooooboooobooooboooboooboooboooobooonO MD —
Gromacs - U0 000 pax 0000000 O00O0O0O0OO0OOO

6.11. MD — Gromacs U 0 0O 111


http://manual.gromacs.org/archive/5.0.7/programs/gmx-tcaf.html
http://manual.gromacs.org/archive/5.0.7/programs/gmx-density.html

Winmostar™ User Manual, 0 00O O 10.8.2

Create Group OO0 0000 OO Extracted Atom Names 0O 00000 OO New group Name [
O00O Create 00D 0000 0Ondx 0O OD0OO0ODOO0OOODOOODOOOCIeseOOOOO
O Target Group [0 Reference Group D 00D 00000 DOODOOOODO

FirstFrame 0000000000000 O0O0DCO psOCOOOO0DOOOO

LastFrame 000000000000 O00O00000 psd 00000000 Maximum OO0 0O0O
gbooooboobooooobobooobooboon

Draw D0 00000 O0OD0OO0OOODOOOODOODOOOO
oboooooboooooboob ooboooobo oobobooooon

good

Gromacs DO OO0 tr, tpr, ndx O0OO0D000OO00O00D0O0OO00ODOO0O0O0ODOO gmx
freevolume U D OO0 O0ODOOOODOOODOO gmx freevolume D0 00000 OO0OO
good

Radiusof probe 000000000000 00O0O00OO0O0OOOOOOOOOODOOOOOOOO
#of probeinsertions 1 0 0000000000000 0OOO0OO
Randomseed 0000000000000 O00OOODOOOOODOODOOOOOO

Target Group D0 OO0 000000 COO0DOOOOOCOOOOODOOO0ODOOOOOODOO
ndxOOOOOO0OOO0OO0O0OO0O0OOO00OO00000O0000000

Reference Group D0 OO0 00000000 DODOOOOOOOO0ODODOOOOO0OOOOO Target
Group [0 Reference Group D 00D 00D OOOOODOO

CreateGroup groJ 00000000 O0OOOOOOOOOOODODOOOODDOO

goboboooooboooobooobooobooobooobooobooonO MD —
Gromacs - 00000 ndx 0000000 OO0O00ODDOOOODO

Create Group 00 0 000 OO Extracted Atom Names 0 0 00 OO0 0O OO New group Name [
U000 Create 00D 00000ndx 0000000000 ODOO0ODOOOCIese0 00000
O Target Group O Reference Group 000000000 O0O0O0OOOO

FirstFrame 0000000000000 O0O00DOO psOO0OO0O0DODOOO

LastFrame 000000000000 O0OOO00O00 psd0O0O0O0O0O0O Maximum OO0 OO0
gobooboobobboobooboobooo

Draw 00000000000 OCODOOOOCOOODOOOOO
gboooooboooobob ooboooob ooboooooan

Hildebrand DO OO 0000
Gromacs 00000 edr,gro0 0 000O0O0OHidebrand DO DO 00000000 DOOO0ODOODO

000000000000 000O0Hidebrand DO0OOO0OO0O0O0O0OO0O0OO0O0OOCOOOODOODOO
00000 ooobobO0o00 gmx energy 00000000000

yvDPDOODOOO

Gromacs 0000 edr,gro0 000000 xO000000DPDajO 00000000 ODODO20O
obobOobobobobobobOobob0obobooboO0n0n0 HildebrandDOOOOOODO O
gboooooboooo
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oo/oo/mooooo

Gromacs UO OO0 tr, tpr, ndx OO0 D0 0OD0D0OO0O00OO0OODOOOOOODOODOODOO
000000000000000 gmx distanceU00O0O00000O00O0 gmx angled OO0
U0000b0bb0Ob0D0Ob00000b0ObDOn gmxdistanced gmxangle DO OOOO0OO0OOOO
oooo

Type D00 DOOODOOODDO bond, angle, dihedral, improper O O O ryckaert-bellmemansC O O O O
ooo

Calculate for marked atoms J 0 0 0000000000000 0CO0O00DOOCOOOO0OOOO
gbooooooo

Calculate for target group TargetGroup DO 0O 0 ndx OO0 DO O00OOOOODOOODOOODOOO
oooooooog

Calculate for 0 0 O 0O angletype 0 0 O dihedraltype 00000000000 DOO0OO0ODOCO

Target Group D0 DO 00000000 O00DOOOOOOOOOO0ODOOO0ODOOOOODOO
ndx 00 0000000000000 000O0O000DO0O0D

Reference Group 0 000 0000000000000 0OO0ODOODOOOOO0O0OOOO Target
Group 0 Reference Group DD 0D 0O OOOOOOODONO

CreateGroup gro0 00000000000 OOCOODOODOOOODOOOODODDOO

gobooooobooooboooobooobooobooobooobooonO MD —
Gromacs - 00000 paxO000O0000OO0 O000O00ODOOOOO

Create Group 00 0 00 0O 00O Extracted Atom Names 0 U0 00O 0O 0O OO O New group Name [
000 Create 000 00000ndx 00000000 DOO0O0O0ODOODOClese0DOOOO
O Target Group O Reference Group 0 0000000000 OOOODOO

FirstFrame D0 00000000000 0OD0O0OOOO psODOO0OO0ODOODOO

LastFrame D0 000000000000 O00000 psO0O00O00000 Maximum OO0 OO0
obooooboobooooobooboooooboon

Draw 00000000000 OCODOOOOCOOODOOOO
gooobooobooboob obuooboob obuooboobobob

RMSD

Gromacs 00000 ur, tpr,ndx OO D DOOOO00ORMSDOOOOOOO0ODOOOOOOOOO
U000 gmx rms 0000000000000 00D000 gmxmms 000000000000
ooo

Group O0O0ODODODODOOOOOOOOO0ODODOCODOOOOOOODODOD BackboneOOOOOODO

Target Group D0 OO0 000000000 DOOOOOOOO0OO0ODOOO0ODOOOOOODOO
ndx 00 0000000000000 000O0O0000DO0O0D

Reference Group 0 000 0000000000000 0OO00ODOODOOOOO0OOOOO Target
Group 00 Reference Group D0 0D 0D OOOOOOODOO

CreateGroup gro0 00000000000 OOCOOOODOOOODOOOOODDOO

gobooooobooooboooobooobooobooobooobooonO MD —
Gromacs - 00000 paxO0O00O000O0OO0 O0OD0OODOOOOO
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Create Group OO0 0000 OO Extracted Atom Names 0O 00000 OO New group Name [
O00O Create 00D 0000 0Ondx 0O OD0OO0ODOO0OOODOOODOOOCIeseOOOOO
O Target Group [0 Reference Group D 00D 00000 DOODOOOODO

FirstFrame 0000000000000 O0O0DCO psOCOOOO0DOOOO

LastFrame 000000000000 O00O00000 psd 00000000 Maximum OO0 0O0O
gbooooboobooooobobooobooboon

Draw D0 00000 O0OD0OO0OOODOOOODOODOOOO
oboooooboooooboob ooboooobo oobobooooon

ooog

Gromacs DO OO0 tr, tpr, ndx DO OO O0OO0O0OODOODOOOO0OOOOODOODODOOOO
Ubodlb gmx gyrateU O OU0OUOO00O0OO00O0000000 gmxgyrateJO0OOOO0OO0O
ooooogd

Group ODO0ODODODODOODOOOOOOO0ODODODODOOOOOODOD BackboneOOOOOODO

TargetGroup D0 DO O0D0ODOODOODOODOODOODOOODOOOODOODOODOODOODOODOOOO
ndxOOODOO0O0O0000000O0000o00ob0oooooon

Reference Group 0 OO0 000000000 OCOCO0OO0OOODODOODOOOOOO0ODODOODO Target
Group O Reference Group DO O DD ODOOODOOODOO

Create Group groJ 0000000000000 OO0OODOOOODODOOOODDOO

goo0oooooOooooooooo0oooboooooooboboooooboobooOo0 Mb —
Gromacs — 0000 ndx 0000000 OO00O0O0OOOOOO

Create Group OO0 0000 OO Extracted Atom Names 0O 00000 ODO New group Name [
O00O Create 00D 0000 0Ondx 00 OD0OO0ODOO0OOODOOODOOOCIeseO0OOOO
O Target Group [0 Reference Group D 00D 00000 DOODOOOOO

FirstFrame 000000000000 COO0DCO psOOOOODODOOO

LastFrame 000000000000 O00O00000 psd 00000000 Maximum OO 00O
gbooooboobooooobobooobooboon

Draw DO 0O0O0O0ODOODOOO0OOODOOOODOODOOOO
oboooooboooooboob ooboooobo oobobooooon

Ramachandran 0 0O O O

Gromacs 00000 tur, tpr, ndx 0000000000000 DODOO Ramachandran 0000 0O
0000dddbddl0 gmx rama 0000000000000 0O0O0O0 gmxramaOO0OOOO
goooooood

Residue 0000000000 Ramachandran O OO0 000000000

TargetGroup D0 DO DO0ODODOODOODOODODOOODOOOODOODOODOODOODOODODOOO
ndxOOODO0O0O0000000O000000ob0ooogoon

Reference Group 0 OO0 0000000000 OCOOOOO0OODOODOOOOOO0OODOODO Target
Group O Reference Group D OO0 DD ODOOODOOODOO
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CreateGroup gro0 00000000000 OOCOODOODOOOODOOOOODDOO

googooooooobbobobobobboobobooobobooooooooooood MD —
Gromacs - 00000 pax 0000000 O00OD00ODOOOOO

Create Group 00 0 00 0O OO Extracted Atom Names 0 U0 00O 0O 0O 0O OO New group Name [
000 Create 0000000 0ndx 00000000 DOO0OO0ODOODClese0D0OOOO
O Target Group O Reference Group 0 0000000000 OOOODOO

FirstFrame D0 000 0000000000000 O0 psOOO0OO0ODOODOO

LastFrame 00O 00000000000 O0O0O00O0 psO 00000000 Maximum OO0 OO
obooooboobooooobooboooooboon

Draw D0 0000000000 DOOOODOOOODOO
gbooobooobooboob obuooboob obooboobobob

61112 JOD0O000ODOO0OO

Gromacs UOO0O0O twr D00 xtcOOOOOOO0OO0OO0ODOO0ODOOODOOODOOOOOOOOOO
gboboobooboooobooobobobO00bO0 gmx trjeconvUOO00O00000O0O0OO0OO
D000 gmxtjeonv D0 0000000000000 Execute 00 0000DO0O0O0O0O0OO

Outputinterval 000 0000000000000 OOODOO0OOODOODOOOO

Postprocess 0 0 0 O OO O0OOOOOO Spatial distribution function D00 O0O00O00O0 gmx
spatial J00OOO0O

Targetgroup 00O OO0 0OO00OO0DOO0ODOO

Rotate and Trans Reference group DD 0D 00O ODOOO0OODOODN O :guilabel:Target group 0 O
gooooooooooooopooooooDO

Reference group Roate and Trans D0 00 refernce 00O 0000

Group for SDF Postprocess O O Spatial distribution function (SDF) 0 000000000000 SDF
000oooooooooooooooooo

6.11.13 ERO OO

obooooobO ERoboooooooboooooboobooooobon

1. 000003000000 GromacsUOOOOOOOOOOOOODODOODOOODOOO
gogboobgobgooobgoobobooboobooboobooboobobbobo

A. SolutionsystemJ 0 OO0 1000000000
B. SolventsystemO OO OO QOO0
C. Solute systemO 0 OO0 100

2. Solution 00 0 A.Solutionsystem D0 000000000000 OOOOODOOOOODOOO
O0xtc,log, top 000000000 ODO ..O0D0000O0O0OO0ODOOODOODOODOOODOODOO

3. 000 Solvent 0100 B.Solventsystem DO O OO0O0OO0OO0OO

4. 000 Solute 000 C.Solutesystem U0 D 000000000 xteO0DDOOO0OOODOO
gbooobooboobboobodbpdbO0 geOOOOODODOOODOOOODOODOO
goooooo

5. Solute Name U0 00000000 ODOOOOOO
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6. 0000DDOO Options OO0 DO0OOOODOOOOODOOOOMPIODODOOOODODODOOO

7. 000000000000 O00O000DLO0bO0D SO0 DODOOODOOODOO
oboo0ooopoooooboobo0o0bDDCygwinOO ermod 000000

§. 0 U0U0U0UUOUOoOoOoboDbObDbO Clesed0obbObObObOUOOO0O DDDOOOOD OO
Program O ermod 0000000000000 0O0O0OO0O0O0 ermodJ 00 slvfeOO
OO0 spATHO0DOO00ODOOOOOODOOODOODOOOOOD ERmodO0ODOOODOOO
000 D0000000000 0000000 0O ger000DO0O00OD0 winmostar.exe
J00000D000000 ermod_remote_~ 000000000 0DO0ODOOODOOOOO
gbooooboooood

0. bobo00ooobobooobOoboOooobOo EROUDDODOOOD ODODOOOOODOODOO

O00: Winmostar U OO D ODOOOODOOO ERmed D O0O00O0O0OOOOOOOOODOODOO
gboboobooobooboobd

1. 00000000000000O000 MDO Winmostar 000000000 0OOOOODOER
gbooooboooboobobooooobooog

2. ERmod O O HP O Quick Start Guide [0 O Generate input configuration for running ermod O [
gb00ooboo0ob0o0o0ob00O0OdWinmostarJ [D OO ]-[Cygwin] U0 DOO0O0D0OODOCygwinO
ooO00O0000000D000 Gromacs, ERmodO0000O0000O0O0CDOOOOCOOOO
0O (ERmod directory)d 0 Cygwin OO0 /usr/local/ermod 000000 etohsolution.
top DODODODODODODODODOODODODODO topODDODOOOOODO solution_run.xtc O
solution_run.logO0OO xtc,log0 00000000 OODOOOOOOODOOODOO MD
O working directory OO0 0 0000000000 0OO00OODOO

6.11.14 EROOO0O0DODOO

EROUOO ODODOOOOODOOOOOOOO0DOO0O00O EROODO OODOODOOOOODOODOOOOn
gbooobooovunit00D000000O0O0DOO0OOOOO0OOO00O0000 LegOObOOooOonOO
ERmod O O0OOO0O0ODOOO0OOODODO

6.11.15 BARO OO

Bennett Acceptance Ratio BAR) U D OO DO O0O0O0O0ODOOOOOOOOOOODOO

1. GromacsUODOOODOOO0OOOOO 10000000000O00O0OO0O0DOOOOOOOOO
gboooopooboobooooboooooboboooooboooboooooo

2. BARODOO OD0OODOOOO

3. Integration Path D 0 0000000000 CO0O0O0DODOOOOOXNO0000O00O00O0DOO
O000A=1L,FullCoupling0 00 DODOO0O00000ODOO0O00DOOOO InsertD0O000O 2
gbobooobooobooboobooboooboooboobbooobooboooobooo
goDo0o0DoooooDoooD mser DOODDODODOODOOOOOODODO Delete 00O
oboooobobobooboooo

4. Procedure 10 000000000000 OO0OCODOODOOOOCODOODOOOODOOOOOO
oo00o0ooo0oDoA N»=100000000000000000000000AdODDODOOOO
00000o00oooooooooD0O00000000000 Delete00ODDOO0OODOOOOO
gbooooboooboobooboooboobooooboboobooooboobooooboooooDoD

5.8 000000 NOMDOODOOOOODOOO
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6.0 N0 MDOOOOODOOOOODOOOOD BARODOIODDOOUOOD OODODODOOO

6.11.16 BARO OO OODODO

BARU DU ODOOODODLOOOOOOOLOO0O0OOOODLObOOBARI O DODOOODOODOOO
gbooboobooaboodaod

000000000 gmx bar 0000000000000 O0O0O0O0O0DO00O00O0 gmxbarOOOO
gboooooooobooo

Uni: 00000000000 00D0ODOOO0O0O0O0ODO0OD LegDODOOO0O0D0DO0 gmx
bar 00000000000 DOOO0ODOOODOOOODOODOOOOOODOOO0On
goooooax=0o000D0000000DOCO0OO0MN=1DDOOO0000DOOOO0OODO
gbooooogooo

6.12 MD —- LAMMPS O 0 OO

LAMMPS O OOOOOOOOOO
LAMMPSOO0ODO0OO0OOO0DOOO0OO0DOO0OOOODODOOODOOOOO

6.121 0 O0O0ODOOO

gobgboboobooboobobboboobooboobood

obooooobobooobooooboboooobooobobOobobooboooobOobooboo oboooo
gbooboooboooboobooboobooobooobO0oobO0o ooboon options 00U Dump
all files forremote 00 0 0000000000000 DOOOO0DOO0OOOOO0OODOOODDOOODOOOO
U000 wWinmostar 000000 0O0OOOOOODO ODOOOOODOODOOOOOD ODOOOOODODbOO
gbooobooboooooooobooobooooooobooobooboobooboboOoboO bobooobooooboo

oboooobooboooO0o ooooobooobooooobobooooon

(00) O0O00O0000DLOO0DO00D0O0DOO00DOO0DOO0000DO0OOOGAFF GAFF2, OPLS/AA-L+GAFF
U000 acpype UDreiding 00O 0OO0OOO0OOOOOUFFOOODO OpenBabel DO OO OOO
00000000000 000Dreidingd 00O polymer/dreiding.lib.txt 0000000
OOUFFOOOO Universal Force Field DO OO OOOOOO

Exception DO 0000000 (Genera) 0O0DODDOODOOOO0OOODODODODOOOOLIOOOO
gbobooboooooooobooooboobo woboooobooooboooooonoo
oooooob wooboooooooooo

Ub: dObobOooooboobobobOooowoooobooboboooooooboooDo
goo

(00D0O00/000)00000000000000000000000PDBO gro000000000
0000000000000000000000000000000000000000000 gmx
pdb2gmx 00000000

gb: JOoboooooboooobooboooooboooobobooooobooooono
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(Co0)ooooooboooooobo oM ooob oooooooboboboooooooooo
00000D00 CygwinOUODOOOOODOOO GomacsDOODOODOOO0ODOOODDOOODO
opooooog

00000000 [pesition_restraints] 100 OO0 O000O0O0O0O0O0OO Advanced 00O DO0OO -
POSRESUDOUODOO0ODOODODOUODOO [position_restraints] DOOOOOOOOODOOO
JoddoooooOoDooOoODbO0000oobDoOobOo0oooooooa

0000000 [position_restraints] U 00 DO0OO0O0D0O0O0OO0DODOO Advanced JODODODOO -
POSRESUODDUOODOODOODODO [position_restraints] OD0O00O0OO0O00O0OODOOO
oboboooooooooboobooooboobooooobooboooooboooooon

0000000 [distance/angle/dihedral_restraints] 000 DOO0O000O0O0OODOOQO Advanced O
00000 -POSRES OO0 00D0DOO00DDO0OODODOOOOODOOODODOOOODOOODOOO
ooo

DumpNow D0 00000000000 ODOOOO0ODOODOOOODODOOO

Oo0e:

e JOO0bO0OO0OO0ODOODOOLDODODODLOODODOLODODOOOOOOODODODLODbLODOn
O000000OGromacs0O000 topDLAMMPSOODOO data 0D OO0 D0OOO0OOOOCOODOOO
obooooog

« 000Gromacs DO OO0 OOOO0OO0OO0OO0OO0O0OO0O0OOCOOOODOOOOOOOOODO okOOO
gboobouobooboobobobotdrpdb0o0OO0bOoOO0OOODO0OO0O0ODbO0OO0ODOO0Dn top
gboooopoobooog

« LAMMPSOOOOO0O OO0D0OO0O0O0O0OO0O0O0OO0O0OOODOOODOOCO0D0O0OO00O0 O00D00 Next>0O
gbbooboooooooooboboooboobooooooooboOoboo oobooboobooooan
gbooboobobobokOobOoboooobooooog

 JOO00O0O0O0O0ODODOODOOODODOODODLODbLODbODOOO0DDbLObODODbObLODOODOO
go0o0bo00oD0oo0oo0DbD GAMESSOOODOOO0OODOO MullikenOOO Lowdin DO O
0000000000 bOObOo00User0 00 NBOOODO Lowdin OO 0O ESP OO O Mulliken
gbooooooboooooboobooooon

O00000D0O00000D0O0O0OReaxFFUDPD O OO ODLAMMPSODODOODODODODDODOOOOOReaxFF
gbgbpDUOLOOOOOOOOODOODOOU Nexr>0000O0O00O0O00O0OOOOOO0OOOOOOOO
oooooo

uboooobO0o0ooo0Oobob0oobob OGreomacsOO0O0000O00O0O0O tepdOO0OOO0OOOO MD
gbobobobooooboooboooobobooboobooboboobb grobO0O0OO0OOOOOODOOODOO
ooo

obooooooobooooobobooobooboboboonD CLAMMPSOOOOOO0OO0OO0OO0OO0O dataDOQOQO
ooooMbDOOOOODOOOOOOODOOOOOOOO0OO0O0O0OO0O0Db00O0 datal0OOOO0ODO0O
oboooboobood Nexx>000000000O0OO0OOODOOOOCOOODOOOO

6.122 0 OO0ODOOO
LAMMPS OO OOO0OODOODOOOODOODOOO0OOO0ODO0DLO0O00O0D0O0D RenOODOODOOOO
oooooobooooobokOobOoooooooooon
RenO00000000D0O0O0C0O LAMMPSOO O0OOO0OO0O0O0ODOO

gbobooboooboooboobooboooboobooboooooboooboo bobbooboobooobooa
gooooooooooboboooo bbb ooooobobooogooo
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Resete UO0DOOD0O0OO0O00OO0DOO0O0OSave 0000 ForceFieldOOODODOOODOOODOO
Load 0000 Saeve 0O0O00D0OO0O00DOOOODOO

Extending Simulation D00 00000O0O0O0O
000 LAMMPSO D ODO0OODOOOOOO
Preset 0000000000000 OODOOOO0ODOOOODOOOODOOOOODOO

Minimize NVT NPT NVE
(fast) (fast) (fast) (fast)
Pair style lj/cut/coul/long lj/cut/coul/long lj/cut/coul/long lj/cut/coul/long
Time step 2.0 2.0 2.0
# of time steps 5000 5000 5000 5000
Ensemble minimize nvt npt nve
True False False
Generate
initial velocity
Temperature 300 300
Pressure 1.0
Boundary Con- | ppp pPpp PpPPpP pPpp
dition
Reset COM mo- | linear linear linear linear
tion
Tchain 3 3
Pchain 3
Shake tolerance le-5 le-5 le-5
100 100 100 100
Dump interval
(dump)
100 100 100 100
Dump interval
(xtc)
Log interval 10 10 10 10
Catoff (vdW) 140, 10. 10, 10,
Cutoff
(Coulomb) 10. 10. 10. 10.
PPPM order 4 4 4 4
K-space accu- | le-5 le-5 le-5 le-5
racy

6.12. MD— LAMMPS 0 0 OO
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Minimize NVT NPT NVE
Pair style lj/cut/coul/long lj/cut/coul/long lj/cut/coul/long lj/cut/coul/long
Time step 0.5 0.5 0.5
# of time steps 20000 20000 20000 20000
Ensemble minimize nvt npt nve
True False False
Generate
initial velocity
Temperature 300 300
Pressure 1.0
Boundary Con- | ppp ppPp ppp ppp
dition
Reset COM mo- | linear linear linear linear
tion
Tchain 1 1
Pchain 1
Shake tolerance le-9 le-9 le-9
400 400 400 400
Dump interval
(dump)
400 400 400 400
Dump interval
(xtc)
Log interval 40 40 40 40
Cutoff (vAW) 15, 15. 15, 15,
Cutoff
(Coulomb) 15. 15. 15. 15.
PPPM order
K-space accu-
racy
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Minimize NVT NPT NVE
(vapor,fast) (vapor,fast) (vapor,fast) (vapor,fast)
Pair style lj/cut/coul/cut lj/cut/coul/cut lj/cut/coul/cut lj/cut/coul/cut
Time step 2.0 2.0 2.0
# of time steps 5000 5000 5000 5000
Ensemble minimize nvt npt nve
True False False
Generate
initial velocity
Temperature 300 300
Pressure 1.0
Boundary Con- | fff fff fff fff
dition
Reset COM mo- | angular angular angular angular
tion
Tchain 3 3
Pchain 3
Shake tolerance le-5 le-5 le-5
100 100 100 100
Dump interval
(dump)
100 100 100 100
Dump interval
(xtc)
Log interval 10 10 10 10
ff
Cutoff (vdW) 10. 10. 10. 10.
Cutoff
(Coulomb) 10. 10. 10. 10.
PPPM order
K-space accu-
racy
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Minimize NVT NPT NVE
(vapor) (vapor) (vapor) (vapor)
Pair style lj/cut/coul/cut lj/cut/coul/cut lj/cut/coul/cut lj/cut/coul/cut
Time step 0.5 0.5 0.5
# of time steps 20000 20000 20000 20000
Ensemble minimize nvt npt nve
True False False
Generate
initial velocity
Temperature 300 300
Pressure 1.0
Boundary Con- | fff fff fff fff
dition
Reset COM mo- | angular angular angular angular
tion
Tchain 1 1
Pchain 1
Shake tolerance le-9 le-9 le-9
400 400 400 400
Dump interval
(dump)
400 400 400 400
Dump interval
(xtc)
Log interval 40 40 40 40
ff
Cutoff (vdW) 15 15. 1s. 1s.
Cutoff
(Coulomb) 15. 15. 15. 15.
PPPM order 6 6 6 6
K-space accu- | 1e-9 le-9 le-9 le-9
racy
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Minimize NVT NPT NVE
(ReaxFF) (ReaxFF) (ReaxFF) (ReaxFF)
Pair style reax/c reax/c reax/c reax/c
Time step 0.5 0.5 0.5
# of time steps 20000 20000 20000 20000
Ensemble minimize nvt npt nve
True False False
Generate
initial velocity
Temperature 300 300
Pressure 1.0
Boundary Con- | ppp ppPP ppPp ppp
dition
Reset COM mo- | linear linear linear linear
tion
Tchain 1 1
Pchain 1
Shake tolerance le-9 le-9 le-9
400 400 400 400
Dump interval
(dump)
400 400 400 400
Dump interval
(xtc)
Log interval 40 40 40 40
ff
Cutoff (vdW) 15 15. 1s. 1s.
Cutoff
(Coulomb) 15. 15. 15. 15.
PPPM order
K-space accu-
racy

MPI MPIOOOOOOOOOO
Basic
Units 0O000O00O0DO0OOO
real 00000000000 (A, fs, Keal/mol[T]
metal 00000000000 (A, ps, eV
j0OO0DPDOOODOODOO@OOODOM
AtomStyle OO0 0000000000000 UnsO0OOD0OODOOODOO
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Pair Style 0000000000 0DOOOO

Force Field/Potential File Units 0 real 0 00D 0000000 OOD OO OO special_bonds,
bond_style, angle_style, dihedral_style, improper_style D D 0 000000000

UnitsOredl OO0 0000000O0O00O0O0O0COOOOODOOOLAMMPSOOOOO
000000000000 potentialUDOOO0OOODOOO0OOODOOOO0ODOODOOO
0000 UnitssOO0O PairStyle 0000000000

TimeStep 0O 0000000000000 0OO0O0ODO0O0O unitDODOOOODOO
#of TimeSteps D000 DO0OO0OO0DOOOOOOOOOO

Ensemble 000 00000000000 nvtO000000O0O0O0O0O0O0O0O0O0DO0O0O, npt
gobobooobooboobooobo,nvebO00bOoO0oOoOO0OOoDOOOOOOODOODO
O0000,minimizeJCGHOOOOOOODOODOOOOODODOOOOODOO

Generate Velocity 0 00 000000000000 O0OODOOO
Random Seed 0000000000000 O0OOOOOO
Temperature 0000 000000000CO00O0ODOOCOO00ODOOO0OODOOOOODOOO
Tdamp D0 000000000 0ODOODODOODOOO
Pressure Control O 000000000 0DOOO0ODOODOODOOO
Pressure O OO0 Q0000000
Pdamp 00000000 DO0ODODDOODOOOO
Advanced

BoundaryXYZ O00O0DOOOOO0OOOOODODO p dperiodicd, £ O non-periodic and fixedd , s
O non-periodic and shrink-wrapped , m O non-periodic and shrink-wrapped with a minimum
valueOOOOOOODODODDODOO

Energy Tolerance minimize 0 00 0000000000000 0OO0O0OOODOO0OO
Force Tolerance minimize 0 0000000000 0OOCOOOOOOOO0O
Reset COM Motion MD OO OOOOOOODOOOOOOODOOOOODODOOO
Reset Interval Reset COM Motion 00000000000 COOODOO

Tchain Nose-Hooverchain 0000000000

Pchain 00 O00OO00O0OOOOOOOO

Constrain hydrogen atoms 0 0000 SHAKEOOOODOOOO

SHAKE tolerance SHAKEO O OO OOOOOOOOOODO

Automatically disable Shake if CH4-like moleculeexists 0 0 0000000000 0OO0OO
OO0 SHAKEQO OOOOOOOO

Calculate asrigidbody 0000 DO OOOOOOO
Set "box tiltlarge" 0000000000000 O0OOOOODOOODOOO

Output
Dump Interval (dump) dump 00 0000000000000 O0O0OOOO0OODOOOO0O
Dump Interval (xte) xtc 0000000000000 0DO0O0OOOOOOODOOODOOO
Dump Interval (xyz) xyzO OO OO QOOOOOOOODOODOOODODOOOOOOOOO
LogInterval logO0 000000000000 OCOOO00O000O0OO0O0O00OO0ODOOOOOOO
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Print log in high precision logO0 O 00000000 O0O0OODOOO0OOODOOOOOOOO

Sortdump filebyid dump OO0 D 000000000 dAODOOOOOODOOOOODOOO
goo

Calculate Fluctuation Properties J 0 0000000000000 O0O0OO on-theflydODO
goooooog

Calculate Thermal Conductivity 0000000000000 Green-KuboOOOOOOOO
on-the-fly 00 0O 0O0DOOOO

CalcInterval 0000000000000 DOOCOOODOOOODOOOOO
ACFLength 000000000 O0O0DOOOOODOOOODOOOO

Calculate viscosity D 000000000 OOONO Green-KuboO O OOOO on-the-flyd OO
ooooooo

CalcInterval 0O 0000000 COO0OO0OOOOOOOOOOOOOOO
ACFLength 00000000000 DODODOODODODODOOODOO
Interaction

Modify cutoff radii not to exceed L/2 0000 00 OO0 OO OCutoff (vdw), Cutoff (Coulomb)
0000000000000 0000oo0oo0nooooon

Neighbor Search 00 00000000 0D0OOO0OOCODOODOOO

Neighbor Skin 0000000000000 DOOODOODOOOO

Cutoff(vdw) vdaw(L)) OO OO OD0OOODOODOODOOOOCODOODOO

Enable Long Range Correction vdiw D 0 0000000000 OOOOOODOOOOODOO
Cutoff(Coulomb) Coulomb(C 0 )OO0 OOO0OOODOODOOODOODOOOOO

Disable Ewald(PPPM) if no chargeexists 0 0 00000000000 DOOO Ewaldd PPPMO
ooooooooo

Automatically set Nmesh Pair Style=13j/cut/coul/long00000000 PPPMOOO0O
U000 K-spaceaccuracy U0 DO OO0 O0O0OOO

Nmesh for kx, ky, kz PPPM OO 0000000 O0OOOO

PPPM Order PPPM O 0O Spline 00000 O00OO0ODOO

K-space accuracy PPPM 0 000000000 0OOOOO
Non-equiliibrium (1)

Enable Elongation OO0 000000 OOODO Ensemble J minimize D0 O0O0OOOOO
oo

Affine Transformation OO0 0000000000000 DOOODOOCOODODODDOOOOOOO
gbooooobooooon

Eng. StrainRate U000 0000000000000 00O0O00OQO Max Eng. Strain 0 0 0
gbbooboobooobooboobooboobn

Preserve Volume 00 0000000000000 O0O0O0O0OCOOOOOOOODOOOOOO
gbooobooboooooboooooon

Enable Pulling OO0 000000000000 DO0O0O0O PllOOOODOOOOO Ensemble
Unminimize OOOOOOO0OOODOOO
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Pulled Atoms OO0 OO0 0OOO0OO0O0 O PullDOO0O0O0O0DOOO00OOOO Select Group
gbooobooboooobobooogooo

Pull Velocity Pull D OO0 0 OPullOO0OO000O0OO

Enable Simulated Annealing 0 0000000000000 O0OO0OOOOODOODOODOO
00000 Ensemble ] nvt ,npt 0000000000 Temperature 00000000
00 Final Temperature 0 000000000 0O00ODOOO

Final Temperature D000 0000000000000 0O0O0ODO0OO
AnnealingRate 000 000000000000 O0O0OOOO0OOOO0OOO

Enable pressurization 000 0000000000000 0O0O0DOOO0OOOODOODQO Ensemble
Onpt,nphOOO0O0000O0O00O0O0 Pressure 00000000000 Final Pressure 00 0
oooooooooooo

Final Pressure 0 000000000000 OOOO0OO

Enable electricfield DO 00000000 Sinewave DOO0O0000O00D00O0O000OOO
Constant U0 ODO0O0O0OO0O0ODOOOOODOO

Amp & Freq D0 00000 AmpOO O OOOFreqd OO D0 OOO Enable electric field O Sine
wave 00 0000000000000 00ACDOOOfOOODDDOOODODO Constant O
gooooooooooDoDDOO

Asin(27 ft)

Restraint

EnableRestraint 0 0O 00 2 0000000000000000OO0O0OADOOEnsemble O
minimize OO OOOOOOOOOO

Restrained Atoms Se: 0 0000000000000 0O0OO0OO 200000000000
gbooaon

Bond Length OO0 O 0O0O002000000000000000
Initial Strength 000 0000000000000 DOOO000OOO0OO0ODOOOOODOO
Final Strength OO0 0000000000 QCO0O0OOOO0ODOOOOODOOOOODOO

Enable Position Restraint 0000 0000000000000 O0ODOOOO0OOOODOOO
OO00000000 log TempFree OO0 OO0D0O0OOODO

Restrained Atoms 00 D00 000000 O000000D0O0OO00O0O00O0DOQO Select
Group 00O UO0O0OOO0ODOODOOODOOODOOODOO

Use spring potential Restrained Atoms D0 0000000000000 O00O0O0O0O00O0CCO
O 0000 Reset positions of restrained atoms after run 0 0 0000000000 OO0O0O
000000000000 DO0ODOExtending simulation 00000000 OD0OOOO
00ooooooooooooooogo

Springconstant 0 O 00000000000 CO0O00ODOOOO0ODOO

Reset positions of restrained atoms afterrun 000000000000 OOOOOOOOO
oo0ooooooooooooDooooon

Automatic

Rescale velocitiesto.. NVNEO O OOO0OO0ODOODOOOOOOOOOODOOODOOODOO
ob0ooboooboooboobooboooboooboobboobooboooobooooon
gbooooobooooooboooog
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Rescale box sizeto.. NPTO O OO ODOOODOO0ODOOOO0OOOOOOO0OOO NVEODDO
NVTOOOOOOOOoOooooooOoooobooooboooooooooooooo
ooooooooooo

Manualentry OO0 000 LAMMPSOOOOOO00O00O0O0 mOO0o00)yoooooooOooOOO
uboooobooocoboooooooo

Options
Make a Backup of Working Directory D0 0000000000000 00000000000

Restore Working Directory 0 0 0 0000000000000 O0OOCO0O0ODOOOOOODOO
obooooobooooon

Dump all files for remote Linux 0000 0000000000000 DOO0ODOOOO OOO
0000 ooooo0oooo0ooooooooooooooooon

Generate gro & ndx filesevery time O 00000000000 COODO0OCODOOOO groO
ndxO0OO000O00000o0o0

6.12.3 LAMMPS C O

LAMMPSOO0ODOO0OOOO0OOOOO0OOOOO0ODOOOD

« 00000OODO Extending Simulation OO0 0000000 D0O0OO00OO0 0000 OOOOODOOOOODOO O
dtaO00O0OOOODOOODOOOOOODOOOOOOOOOODOOOOOOODOOOn
gooo

* Extending Simulation D D 0000000 D00O0O0OO00 000D ODOOO0O0ODOOOODOOOODOOOOOL
oo0o00o0o0b0obboobbbbdatabO00ODooOoooobooboooooD

e Extending Simulation 0O 000000000 O0O0O0OO0OODOOODODOODO data0DO0O
000000000000 0D0D000000 1mp_tmp_final.dataOOOOOOOO
ooooo

uboooooobobooboooobooooooobOobOonn water.datalOOO0OO
g/o00boobobooobogooono

oo oo
LAMMPS O OOOOOOOOO

outgm

water.log

batOO QOO LAMMPS O OO0OOOOOO0OOOOOO
water.bat oooooo
gooooooooo

ooooooon ooooooooooa
water_lmp_tmp\

goboooobooboooobooooboooboo0obooooooooooobooooooooog
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oad oad

lmp_tmp.data read_ data 0000 O0O00O00OO0O0O0O
oodooooo

Ilmp_tmp.in O000000000000o0oo

lmp_tmp.log oooooooDon
water.logOOO0OO0O0OO

lmp_tmp.dump dump 000000 OO0OOOOOOOO
ood

lmp_tmp.restart 0000000000 restart 0O OO
ooagd

lmp_tmp_final.data 0000000000 datad OO0

goo
restart 00 O0000OO00OO00OO0O

postproc.sh

LAMMPS OOOOO
Ilmp_tmp_final.data Ul
000000 LAMMPSOOOOOGOO
oooon
00ooooooooooooooog
oodopooon

Ilmp_tmp.xtc

Uo0o000 GromacsOOOOOOOOO
oono

xtcOOOOOOOOOOOODOOOOO

Ilmp_tmp.xtc

00000 GromacsOOOOOOOOO
ooad

xtceUOOOODOOODOODOOODOOOO

lmp_tmp.gro

Uo0o000 GromacsOUOOOOOOOO
ooo
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gbo: Oobooogo

 Jb0oobObOoOobbOoobbOobbOoobboobboobooobooon
gboboobooboobodadg

- goooboboobooboboooogo

- 000 Gromacs 10000000 DO0O0O0OO0O0O0OOOOOOODODOO aaa.gro
ool _gmx_tmp 000000000 DO0OO0ODODOO aaa_gmx_tmp U
gooogd

- J00000000O0DODOOOOOODOOOOOObOOOOOOOOoODbOObOOOO

00000000 OO0ODOODOOOOOOLOODODODODOODODOODOODO
gboooooooooooooboboboobobobooboobobobon
oo

-0000000000000O000O000bO00oO0ob0oOobOooboOooOooOoono
0000000000000 0O0D0D0000000 aaa_gmx_tmp 0000
aaa_gmx_tmpl O OOOOO

- gobooboobobobobobooboboobbooboobooo

0 004 Winmostar Job Manager 00000000000

6.124 00O 0OODO

LAMMPSOOOOOODOO ~.logO0O00O0ODOOOOODOODOOO

6.125 0 0O00ODOOO

data D0 OO0 dump OO O0O0O0O0O0O0OMDOOOOOOOOOOOOOOODOOODOOODOO
gbooooobooooboboooobooon
Ubooooobooooboon Animation 00000 ODO0O0O0ODOOOOO

6.126 0O OODOODO

gboboboobooouobooboboboboooboobooboobobogoboa
thermo_style U0 0000000000 O0O0OOOOOOOO

UooobOO0oboo0ooibd EnergyPlor 00000 OD0OOO0O0ODOODOO

6.127 O OOOODOOOO

*_1lmp_tmp\lmp_tmp_final.groUO4oggg
goobobooobooboobooboboboboboooooog
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6.128 OO OO

goooog
LAMMPS O O0OO0O xteOODOODO Winmostar DO OODO0O gro,ndx D0 O000O0OO00OODO
gbooobooobood
oo obooooooboobobooonog

oooooo/moooooo
LAMMPS 00000 xteOODODO Winmostar DO O0O0O0 gro,ndx D0 0000000 O0O
gbobooboboaobooboooboaon
oo ooooooamaobooob oobooooooo

goog
LAMMPS 00000 xteOODODO Winmostar DO 0000 gro,ndx D0 000000000
ooooooooo
oo ooooooobobooood

gooo/moooooooo

LAMMPS OOU0O00O xtcOOOODO Winmostar OO O ODOO gro, ndx, mdp, top 0O OO00O0O
OO000ODDODO0O0O0O0O0OOmdp,top000DDO GAFFOODODDODODOOOOOOOOOOOOO
oo0oooo0ooooOobo0ooooDobooooooboooooooo

000 0000/Ab000ooooD oboooooooo
ooog
LAMMPSOOODOO xtcOOOODO Winmostar OO DO ODOO gro,ndx, mdp, top 0000000

0O000b0o00ooO00OOmdp,top0 0000 GAFFOODOOUOODOODOOOODOOODOO
googoboooboobgooboobobboobooboon

ooooooooooooooooo
oooo
LAMMPS O0OU0OD0OO xtcOO DO OO Winmostar 0O DO OOO gro,ndx, mdp, top DO OO0 OODO

00000000000 00mdp,top0 0000 GAFFOODOOOODOOOOOODOOODOO
obooooobooooboobooooboboooooobon

oo ooooooobobooood

gobogoooon

Green-Kubo 0000000000000 O0O0OODOOO0OO0OOODOOOOODOODOOO
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oo/oo/mooooo

LAMMPS O0OU0OD0OO xtcOO DO OO Winmostar OO DO OO O gro,ndx, mdp, top D OO0 OOMO
oboooooboooobOobobobooboboboobOob0oO0O0O000mdp,topd 0 0OO0O GAFF
ocooooooooooobooOoooobooooOooooboooOooooDoboooooooobooooo
oooo

goboobaogagoogboooobooboo

6.129 D0OOOOOO
DPDOOOOO

doooooooO0ooooDoboooooooooogd
Monomers Available O 000000000000 OOOOOODOOOOOO
#of Monomers 00000000000 OCOOODOO
>>Add>> 0000000000 0OO0O00OO0O
Branch
Start OO0 00O0O0OOOOODOOO
End OO0O0OODOOO0OOODOO
MonomersUsed D00 0000000000000 ODOODOOO
Clear 0O000O0O0OO0OOODOODOODOOOODOODOO
<<Delete<< OO0 O0OO0O00OODOOOOODOO
#of Polymers OO0 000000000 DOOO
>>Add>> 0000000000 0OCO0OO0OOOODOODOOOOOOd
PolymersUsed O 000000000000 ODOOOOOOODOODOO
<<Delete<< OO0 OO0O0OOODOOODOODOOO
Density 0000000000 ODOOOOO
Build OO0O0OO0OODOOODOODOODOOO
Reset 000000000 ODOOOOOOOO
Close 00O O0OD0OODOOO

gobgooob

Winmostar 1 0 0000000000000 O00O0OOO0OO0ODOOOO0ODOOOOOOO
Potential Files 0 0 00 0000000000000 OOO0ODOOOOOOO
New 000000 0ODOOOOOOODOOODOOO
Delete 10000 0ODOOO0OOODOODOOOOODOO
Mass 00 O
Species 00000000000 O0ODOOOO0O
Mass 00 O00OOO0OOOOOOOOO
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Bond O O
ROODOODOODO0ODOODDOODOODOOROODODDODDODODOOODOODOOOO
KOOODOODODOOoOOooOoooooooO KoboooooOooooooooooo

Nonbond 00 O
Aij 000000000 DO0O0O0OO0 AyjibOoo0oooboboooo
Reut 00 000000000000 Rt 00000000 DOODDODOODOOO
Set 000000000 ODOOOOOOODOOOOODOODOOO

oK 0d00bOoooobOdoo-00oo00obO0bOOo0obDObDOo0obO0obOOoboUobOUObDOobDOob

Close 0 O0DOOO0O0OODOODOOODOODOODOO

6.13 MD — Amber J 00 [

Amber DO ODODODOOODOO

Winmostar 0 0 AmberJ Cygwin 0000000000000 0O0OD0O0OO0OD00OO0O CygwinWM [
ooooooooooog

6.13.1 LEaPO OO OO OO
tLEaP 0000000 ecd 00000 pmtop0 0000000000 OODOOOODOOODOOO
oOooooogooxk]joopoooooooood
ForceField O 00O O00OO0ODOODOO
AddNa+ NaOOOOODOOOOODOOOODOODOOOOO
AddCl- ClO00000O0000ooooooooooooooo
Solvate 000000000 ODOOOOO
Box/Octahedron 000000000 OOOOO
Solvent O O0OOD0OODOOOO
Distance 0000000000000 0ODOOOO
Other LEaP Commands O 000 LEaPO 000000 OO0O0O

6.13.2 LEaP O [

tLEaP 00 00000cdDOD0O0O0OO00O0O0O0O00Opmtop0 0000000000 OOOO
O0cad000000 leaptmp0 0000000000 OOO0O0O0O00OO0O0OOOOOOOOOO
gooo

6.13.3 sander0 00O OO0

sander U0 OO O00OO00O0O0O0O0O0O0O0DOO0O0DOOOOO0OOOOOOOODOOOoK]IooOooono
ooooood

Basic
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imin 0000000000OO0OOOODOOO

igh 000000 ODODOOO

ntb 00000000000 0O0OO0OO

ntt 00000000000 0ODOOO

tempi DO0O0OD0OOOOODOO

temp) D0 O00O0O0OO0OOOO0O

nstim MDOOODOOOOOOODOOO
Advanced

maxcyc 00000000 O000OQgo

neyce 0000000000000 ODOOOOOOOOOOOOOO

gamma_In 0000 0000000

dt 0O0O0O0D0OO0O0CODOODOO

cut 0000000 0OOCOOOOO

ntpr 000000000000 OCOOOOO0OOO0OO

ntwx 000000000 0OCO0ODOOOCODOODOOOOCODOO0
QM/MM

Use qmmm ifgnt=1 00 0 0 &gmmm namelist 0 D OO0 QM/MM/MD OO 000000 OO0OO
oooo

gm_theory QM O OO0 000000 DOOOOODOO

gmcharge QM OO0 netcharge O OO0 O OO0

gmshake QM OO0 HOOOO SHAKEO OOODOOODODOO
gm_ewald QMO OO0 EwaldODOO0OO0OD0OODOOO
gm_pme QM OO OO PMEOODOOOODOOOOO

gmmask [Set] D O0D0O00O0DODOOO0OODOOOODOOOOOOQMUOODOOOOoOoOoOoOO
oboooboobooo ce+k00O0DOO0OODOOOOODOODOOOOODODOOOO0

Misc
Other Settings D OO0 D0 O0O0O0O0OO0O0O0O

6.13.4 sander 0

sander 00000 OO00000 erdd 00000 _amb_tmpUOOOO00O0OO00OODOOODOOO
oboooooboooooooboboooo

0 000 Winmostar Job Manager 00000000000

6.13.5 0000000

mderdO0 000 prgj O O0O0O PDBOOOOODOOOOOOODOOODOODOODOOOODO
gbobogboobodabodibd Amimation 00000 ODO0OO0OO0O0OO0OO0OO
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6.13.6 D OOODOOO

oooobo legbOO0OO0OODODOODOODOODOODODO
0000000000000 EnergyPlor 00000 O0OOO0O0ODOODOO

6.13.7 DDOOOODOOOOO

Amber 00 D000cdd0000OO0OO00O000pmtop0000000O0DDOOOODODOOOOO
ooood

614 MD -0 OO0 O00O0O

gobgobooboobooobooboobooboobo
. 0boo0ooooboooooo bobooboooboobooonog

2. 1gb0000oboboocoobooobobooobob ., oooobooboobo,oooooon
gobobbobooboobooooona

. goobbooooobooob20b0bobooboobooobooobooboooooo

gbooooobooboobdgbobobobooboboboboooooooob boboob a
oboooooooo

6.141 0OOO0ODOO

gooooobob oobooboobooobooboooooobobobob oboboooobo
goboobooobob obbooboobooboobbo0bwodOOOOLOOODOO
O00wnoOODOODO Winmostar U0 DO D000 O0O0OO0 mol20 000000

) ooOoooooOobooboooboboooooboooooboooboooooboooooon

2) HeadO Tall0 20 0000000000000 0000 ODOO0O0O0O0OODOOODOOO
opooo

[Head], [Tail] 0000 HeadOOO Tall OOOOOODOCOOODOO

[Name] D0 O0O00O0O0O0O0O0OOOOO0OOO

[OK] OOO0ODOOOoO0oooooooooooooooooooooboooooooD
[Cancel]] DO DO ODOO0OOODOOOOOOODOOOO

6.142 0 0ODO0ODOOOO

gboooooboobo boboooboobooboooobo oboboboo boooboobooobooonoo
bobooooooooobooooooboobobooooobooboweoOOOOOOODOODOO
O00wpoOOOOD Winmostar U000 DDOO0O00DO0O mol200000000000O0OO
oooooooobooboboobooooboobooooobooooobooobDooooboooo
obooobooboooobobooobooboooobobooooboo

[Polymer Name] OO0 0000000 OOOOOOOOO
[Degree of Polymerization] OO OO O0OOO00OO0O
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[Monomer List] 0000 O00O0O0O0OOO0O00O

[Display] OO0 000000 O0O0DOO0OOOOODOOOODOOO

[Delete] OO DO ODOOO0OOODOODOOODOOOOO
[Tacticity]

[Isotactic] OO0 O00O0OO0O00ODOOOOOOOOOO

[Syndiotactic] 0 000000000000 OOOOOOO

[Atactic] 0D O0OD0O0OODOOOOOOODOO

[Racemo Ratio] 000000000000 OOOODODOO (0<x<1l.0)OOOODOOO

[Head/Tail Configulation]

[HeadtoTail] DO OO0 HeadOOO TallOODOODOOOOODOOO

[Head to Head] DO OO0 HeadOOUO HeadOOOOODOOOOOO0OO0O0O0OO0O0O0DODO Tail
O00 TalOOOODOOOODOO

[Build] OO ODOOOOODOOOOODOOOOOODOOOOOO
[Close] ODOODOOODOOOODO

6.143 000000 0OODOOO

gbooooobdob booboobooboooooboobooooobooobo oboobooobooonoo
gbobooooobooobo ooobooboobobooooboooob weoOOOODOODOO
O0000wpoOOOOD Winmostar U DO DO ODOODODOO mo20000OD0O0OOOODOO
ooooooooooooo boogoo

[Polymer Name] OO0 0000000 OOOOOOOOO
[Degree of Polymerization] OO OO O0OOO00OO0O

[First Monomer] 00 0000000000000 OOOODOOO
[Last Monomer] 00000000000 OO0OODOOOOODOOO

[Internal Monomer] 000000000000 O00O0O00O0O0O0O0O0ONumber]DO0OOOOO
gbooooo

[Number] OO ODO0OO0DOODOOODOOO
[Add] OO OOO0OO0O0O0OOOO0O0OO Internal Monomer List DO OO0OOO0O
[Display] OO0 O O0D0OO0OO0OO0OOOOOOODOOOOOOODOO
[Deletewmo File] D0 DO OO0 OOOODOOOOODOOO
[Delete From List] 00 0 0000000000000 0O0ODOOOOOOOOOO
[Build] OO0 O0OO0O0OO0OODOOOOOODOOOOODOODOOOOOO
[Close] OODOOOODOODOOO

6.144 0D0OO0O0O0O0OODOOO

gobogoboooobooobboboboobooboobooboo bobboob oboobooboao
gbobooboabobdudo booboobboobbobboobodweoldOoonooad
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O0000wpoOODDOO Winmostar 0D OO0O00D0DO0O00D mol2000000000O0OO
googobooboobooob oboooo

[Polymer Name] 00D 0000 0O0O0O0OOO0OOO0OO
[Degree of Polymerization] 0000000000

[First Monomer] OO0 000000000 ODOOOOODOODOO
[Last Monomer] O 000000000 OO0OODOOOOODOOO

[Internal Monomer] 0O 000000000000 0D0000O000O0MNumber]DO0OODOOO
gbooooo

[Ratio] OO0 ODOOODOODOOOODO (0<x<1.00OODOODOOO

[Add] OO OO0OO00O0O0OOOODOOO0O0O Internal Monomer List 0 0 O0O0O0O0O00

[Display] OO0 00000000000 OOODOOOOOOODOOO

[Deletewmo File] 00 DO DOO0OOO0OODOOOOODOOO
[Sum of Ration] Internal Monomer List 000000000 RatioOOOOOOOOO0O0OO
[Delete From List] Internal Monomer List D 0 0 00000000000 0O0O0OO0OOOOOO
[Definition of Ratio]

[Probability of Each Monomer] OO0 [Add] 000000000000 O0OOODOOOO
gboboobooboooooboooooboobooooooboo

[Proportion in Total Monomers] D0 0000000000000 O0OO0O0OO [AddJODOO
aooo

[Numberof Patterns] C O 00000000 OODOOOOOO
[Number of Patterns] 0O 000000000 O00O0O0OOOO

[Use Specific Random Seed] OO 000000000 OCO00D0OOCO0OOCO0ODOOOODOODO
obooooooooooobooboooooon

[Buid] ODODOO0ODOO0O0O0OOO0ODOOOO0OOO0O0O0ODOOOO0OOO0OOO0O0OOOOOOOO0ODO
gboooooo

[Close] DDOOOOODOODOODO

6.145 0000000 OO

gboboooobooooboobboooboooobooboooobooobooobbobooboooboogoooag
gboboboboboooooooooooooooooobo/Aaboboo boboboboobo
gbbooboobooboooooboooboooboooboooobooboboooboobooonoo
o0 LAMMPSOODOOOOOOOOOODOOOO0ODOOO0OODO0OOoOooOoboooooboooDo
oooooooooo

[Box Configulation]
[Density] 00O OOO0O0OO

[X-AxisLength] OO0 0000 XOODOOOOOOODOOoDODOoOooOoOooOooooooooo
gboooaon

[Y-Axis Length] OO 0000 YOOOODODOOOOOOOODODOOOOOODOOOOOooOoO
gooooo

[Z-Axis Length] 0O 0O00O0 ZOOOODOOOOOODOOOOODO
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[CubicCelll OO OOOODOODOOOO
[Periodic Boundary Condition]
XLIYL[Z] OO0OOO0O0O0OO0O00DOOOO0ODOOOOO

[Polymer Available]

[Number] OO0 0OO0O0OO0ODOOOOODOOOOOO

[Display] OO0 000000000 0OOOODOODOOOOODOOO

[Delete] OO0 O ODOOO0OOODOODOOOOOOOO
[Add] OO 0000000 Polymers Used DO OO OOD0OOOOO
[Delete] OODOOOOOOO PolymersUsed DO O OOOOOODOO
[MPI] OODOODOOOOOOODO LAMMPSO MPIDODOOOOODOO

[Processes] MPIO OO OO OO OOd

[non-bonded inter-atomic distance tolerance] OO0 0 D0 0000000000000 O0OOOOO
J0000000000000000000bO0bO000oo0o0ooO0obOObOOooooOooDoOon
0000000000000 0o00o0o0bO0o0obOo0ooo0ooooonn

[Randomly select random polymerstobeused] U0 000000000 OOOOOOOOODOOO
000ooooopoooooooooooooooooooooooog

[Use Specific Random Seed] OO0 0D 00000000000 OCOO0O0DOO0O0ODOOOO0ODO
gboooopoooooooboooo

[Buid] O0ODODOOOO0ODOOOOOOOOOO
[Close] DD ODOOO0ODOODOODO

6.146 D OOODODOOO

ppDOOOOOODOOODOO0ODO0ODOOOOOOOMDOOODOOOOODOOO

6.14.7 0O

O0000ooO0ooooooooooooooooooon
[Monomer(*-wmo)Folder] O 00000000000 OOO0OO0OOOOODOO
[Polymer(*.wpo)Folder] 0 0D 00D 0D0O0D0OOODOODOODOOODOO
[OK] DODOO0OO0O0OO0OO0DOOoOooOooooood

[Cancel]] OO DOODO0ODOODOODOOOOODOODOO

615 MD—- 00000 OOOO

OO000DO0O0000DOO00000O0O000o0DOO000Ome2000 cif0DOOOOOO
gbobooboobooo ooy -000o0booob oboobooboobobooboboooog
ooooobooooooboog

CellO0O ODOODOO200Celll 0 Cel20O00DOOODO
Usedisplayedcell 0000000000000 DO0O0O00DOO0OO0ODOOOOO
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Load fromfile CIFO OO mo2 00000000 OCOOODOOOOODOO
Direction [0 O
Axis perpendicular to interface 00 0000000000000
Order Celll O Cel2 DO O00ODDOOODOOOO
Interval Celll O Cel2 ODOOOODOODOO
Specify interval between cell boundaries 0 0 0 0000000000000 0O0ODOOO

Place atoms on cell boundaries on bothsides D00 00000000 O0O0ODOOOOOO
0000000000000 0000D00000000000 Axis perpendicular to
interface 0 c-axis 0000 cO0000D000O0O0OO0ODO zOOOOODOODOOOO
100000000000000 1000 o0000ooOooDoOoooOon

Specify interval on selected axis between outermost atoms [1 [ [0 0 0 O O Axis perpendic-
ularto interface 0000 0000000000000 OOOOOOOOOO

Adjusting cell size parallel tointerface 0 0 0000000000000 OOOOODOOO0O

Scale both cells to averagesize 0 O 0 D0 000000000000 O0ODOOOOODODOO
CelllO Cel200DODO0ODOODOOOOODODOODODOOOODODOO

Scaletosizeof... 0000000000000 O0OOOO0OO0ODOOO0OOOOO0OOOOC
goooboooog

Extend size of smaller cell while keeping atomic positions 0 0000000000000
Oo0o0ooooooooooooooooooood

Repeat [0 O

Numberofcells D0 DO0O0OO00O000O0Cel1 OO0 Cel20000D000OO0OO00OODODO
O0 Suggest DO ODOOODOOODOCelllOCel20000000000000O00O0O
oo0o0obooobob0obo0bOoOobDOo0 RrRetioD 100000000 OODOOODOOO
oooo

Operation for atoms outside each cell 000000000000 DOOOOO0OOODOODOOO
ooo

Wrap for eachmolecule 000 0000000000000 O0ODOOOOODO0O
oooooo

Wrap foreachatom 000000000000 ODODOOCCOOO0O0OOOOOO
gooo

Donothing 00O 0000
BuidOOO O0000O0O0OD0ODOODOODOODOOOOODOOO
Oo0oooooooooooo

CellFiles 00000 200000Cell1 000 2000000000000000000 [Next] O
gboooobooooon

Cell 1000 Cell 2

[Browse] D0 0000000 Omol2000 cif 000OOO0OODOODOOOOOOOOOO
gooobobooobooboboooogobooo

[Lattice Constants]
[al,[bl,[c],[Alpha],[Betal,[Gamma] OO0 0000000000
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Direction 00 000000000000 O00O00OOCO0O00OOCDOOO0ODOO [NextjOOO
gbooooooon

Direction
[a-axis] a0 00000000 ODOOOOCOODOOOO
[b-axis] bOOODOOOOOOOOOOOODOOODO
[c-axis] cOOOODOODOOOOOOOODOODODOO
Order
[Normal] Cell1 0 Cell20 00000
[Reverse] Cell2 0 Cell 1000000
Interval] OO0 00000000 D0OO0200000000000000000000000
[Scaling cells to averagesize] 0 0 0000000000000 O0ODOO0OOODOODOOOO

[Padding small cell to the size of largecell] 0D 0000 D000 O0OO0OOODOOODODOOO
oo0oooooooooooooooooooo

Repeat 000000000 0OODOOOO0ODOD Buid]DOOODOODOOODOO
Number of Cell 1 0 O O Cell 2
[a-axis] 00 10000020 a00000000O0O0OOOOOOO
[b-axis] OO 10000020 bOOOOOODOOO0OOOOoOOOO
[ccaxis] OO0 10000020 cOODOODOOODOOODOOOOO

[Suggest] Cell 1 0 Cell200000000000DOOO0ODOOOODOOOODOOOO
OORatiod 10000D000000000O00OO0OOOODDOOOOOOOOOOOO
OSet00000DDOOOODOOOODOOOO0ODODOOOO

Lattice Constrants
[al,[bl,[c],[Alpha],[Betal,[Gamma] OO 00000000000 OCOOOOO

[Buid] OO O0O0OO0OO0OO0O0OO0OOODOOOOOOOOOOOOOOOOOODODODODOO
goo

6.16 JOOOOO

gboooooboobooooobobooobogooo
oboooobooboooboobono SedOoooDoOooOoO

6.16.1 OO OODO

gbooooboobooooboboooboobobooon
- J00O00O0O0ODOODOOOOODOODOODOODOOOOODOODOO
s J0D00O0ODO0OCIFOODOOOO a,b,cO0OD0OOOOO
0000 ooccupancy OO CIFODOOODOOOOOOOOOOOODO
File OO OO
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New DO0OOO0OO0OOD0OO0OOOOO
Open CIFOODOOODOODODO
Save As 0000000000 O0O0OOO0ODOCIFOOOOO XYyZzO0ODODoOooooDO
Save AsP1CIF OO0 0OO0OO0O0ODO CIFOODOOOODOOPIOOOOOOO
EditOD OO0

Exchange Axis [1 (a,b,c) 000000000 (x,y,z)OUOODOODOODOOO International
TablesvolAOOOOOOOO

Discardsymmetry O 00O O0000000O0DOPIODOODOOOOOODOOCOOOOOOO
gboboobOobooooboobooooboboooobooo

Assign Atoms to Non-Integer Occupancy Sites 00000 CIFOODODOO0ODOODOODOOO
0000 _atom_site_occupancyl D 0 0D D ODO0ODOODOO0ODOOODOOOOOOOOO
gooooOo0bO0o0boOO0DOoO0oOoOO0oOoOOoobOoOOobOoODooooOOobooOOobooOoon
gooooOobo0oO0ooO0obOobooooDOoboooooboboooo

View D OO0

Show Multi-View D00 0000000000000 O0OO0O00C0O00O0OO0ODOODOODOOO
obooooObobooobooboboooboob e b,cOb0ObDOOOoOOoOobOOOnOO

Always View Center 0 00 000000000000 OOO0OOOOOOODOOOO

Orbit/Roll OO OODODOOOODOO

Orbit DOOOO0OOOOO

Roll around a-, b-, c-axis a,b,c 000000000000

ShowBond OO0 OO OOODOO

Show Element Name 00000000000

Show Atoms on Boundary in Duplicate 0 000000000000

Show UnitCell 00 OO OOOODOOO

Make Replicated Atoms Transparent 000 000000000000 O0O0ODOOODOO
Crystal System 0000000000
Space Group D00 000O00O0ODO0 Hermann-Mauguin OO0 00000000

LatticeConstant OO0 0000000000000 O0O0O0DODOOOOO0ODOOOOOODODOOO
gomm

Add DO00O0O0O0O0OO0OO0O0OOODOOOOO

Remove 0000000000 D0O0ODOOOOOODOOODOOO
Atom 00O O00O00OO0O/0000DO0O

X,Y,Z 0O0OOO0O0OODOO0OD O fractional coordinated D O OO0 O 00O
oK 0d000DooooOoodoooooooobooogooo

gbooooooooooobooooooboooouoo 00 0000 OODbOOOOOn
ooo

Cancel D0 DO0O0O0OO0O0O0ODOOOOODODOOODOODOOOODODOO
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6.16.2 0O OO DO0O
000000000 ClIFO0000DOo0oDdoOo0ooDoooo0ooooOo0ooDOoo0ooDOooDoo0oDOooDoooog
0000 pymatgen DO OO OOOOO
000 Generate Scb 000000000 ODO0OOKOOOOODOOOOODODO
Miller indices O OO O 0000000 ODOODOOOO
Minimum slabsize DO O0000 (c-axis) DO OO0 O0O0O0O0OOOOO0O
Supercell 000000 (@000 b-axis) DOOOO0OOODOOOOOOODOO
Force c-axis to be perpendicular toaandbaxes cO00 a0 00 bOOD0OOO0OOODOODDOOO
Convert hexagonal to orthorhombic Hexagonal O Orthorhombic 00 OO O OO
Generate Slab0 00 ODO00O00O0OODOOODOODOODOOODOODOOOOOOOOO
Surface configurations 0 0000000000 O0OOOOO

Slab, Vacuum, Total width 0000000000000 00O00O0 Vacuwnm 00O OO Total width O O
gogbooboooobogoboobooboboobooo

Position D OO0 000000000 DOOOOODOOO
OKOOO 0DO0O0oO0O0oooOooOoooooooooooooooo

Ub: Oboo0ooobooboooo ogwinWMOOOOOOO ODOODOOO

6.16.3 DO O0OODOOOO

gboooobobooooobooooboboobooboobooooobon
a,b,cO000000000ODO0OKODOOOOODOODOOO

6.164 0 0OOODODOO

0000o00o00o0ooOoooooooood
0000o00o00U0o0O0000o0O0U0oo0o0UOobO UoO00DUbO ODooooUoooo
vViewOOOQO 00000 000000
Step 1/2 Cutting
CleavePlane 00000000 (hkhODOODODOODO

Offset OO0 DO0OO00O0OO00OO00DOODOOOOOOODOOOOODOOODOODO
ooo

Next >> Step 2/2 Transform Unit Cell D 0 0 0 OO
Step 2/2 Transform Unit Cell
View Configuration 00000000000
Lattice Choice 0 00000000000
Manual 00 Ja0O0b00cO0D00O00O S 0000ODOODODODO
Filter (Ortho) Lattice 00O O00O0OD0O0O0OOLatice 00 O00OODOOO0OOODOOOOODODO
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Filter (All) Lattice OO0 OO000OD0O0OO0O

Lattice DO DO O0OOODOODOOOODOOO

Filter Lattice 00000000 OOODOCOO
oK 00o0oooooo

6.16.5 OO OODOO

gboobooboboooooboooobooboooooboooo

goboobobooboboobobobobobooboboobobooboboobooobobooon
obooooboooooooboooobobooobooboboooonoo

ViewOOOO ODOOO0ODOODOOOOO

Axis 00 0D0O000D000 X, Y,ZzO00OOoOoooooo
Bulkk 0000000000000 O0ODOMIDOOOOO
Vacunm 0 0000000000O0O0O0OCOOO

Total Width Bulk O Vacuum OO D0 0DD0OO000MMOOOOO

Automatically shifttocenter D 0 D 0000000000000 OOODO0ODOOOOOOOOOO
gboobooobooooboooooobobooooooshiftboboooooboOoooon
ooo

Shift O O00O00000000000O0DOO0O0O0O0O00000DODOO00000000O0O0OD0O0OO0
gboooobooooboooo

ReferencePlane 0 0 0000000000 OBase O OOO0OOOOOOOOOOOOOODOO
CenterUODOOOOOOOOODOODOOOOODOO

Terminate dangling bonds with hydrogenatoms 0 00 000000000000 DOOODOOOO
goodoopoooo0ooo0o0ogdoooooooooooogdoooooooooooooo
000000000 0oooooooo 0oooooooo00ooooooooooooog

oK J0Dooooonog

6.16.6 O OOODOOO

gboooobooboobOobooooboon
gobgobbooboobooboobooboobooboobobbobboooboo
vViewOOOO ODUOOOOODOOOOO

Center 000000000 DODOOO0ODOOOOOOODOOOOOODOOOOODODOOOODOO
SetD0O0DO0OO00DDOOO0OOO0DODOO0ODOO0ODODOOODDOD Cluster Radius 0000 O
gboooobooooboobooooboon

Hydrogen 000000000 OOOOOODOO
oK J0DOoooonog
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6.16.7 OO OODO

gooboooobboooobboboooooboboooboboooobboo-booobooobboooooboa
ooo

Ob: O0D0000o0oobooono ocygwinwWwMOOOOOOO OOODOOO

6.16.8 Quantum ESPRESSO

OO0 — Quantum ESPRESSO 000 OOOODOOOOOO

6.16.9 OpenMX

U0 —openMx 0000 O0D0O0O0DODODOO

6.16.10 FDMNES

Ul = FDMNESOUOODO ODOODOOOOOO

6.17 U0 — Quantum ESPRESSO 0 00

Quantum ESPRESSO 0000000000
Quantum ESPRESSO 000000000000 ODO0O0OO0OO0O ODOOOOOODOO

6.171 0 0O0OODOOO
Quantum ESPRESSO0 0000000000000 0O00DOOOOOO000DO0O00 RunODODO
ooooooooooooobobokbooooooooooo
RenO00O000000O0D0OO0O0OOOOOOODOOOOOO

Reset UO0DOOD0O0OD0OO00OO0DOO0OSave 0000 ForceFieldOOODODOOODOODOO
Load 0000 Saeve 0O0O00D0OO0O00DODOOODOO

Ooooooooob bOobO0o0oDbOo0 Quantum ESPRESSOO00O0OOOOOOOODOOOOO
goobobboooobbbooobobbooooooobobooooboobboooobobobooa
ooo

gbobooboooobooboooooboooboooobooooboobooboboboobooonoo
gboooboooooboooooboooaoo

Output Directory OO0 000000000 (oudin OO0 O000O0O0O0O00ODOOCOOOOODOOO
oboooooo

Create 0000000000000 0DOO0O00outdir00000D00OO0OO0ODODODOO

Continue D 0000000 DODOOOO0O0OOOOOODDODO Qe0DOOIOOOOOODOOoutdir
oo0ooooboooboobUowdirDOODODODO
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Select 0000000000 DOODOO0ODOODOOODOODOOOODOOOODOODO
OO00o0000000owdr 0000000 DOD0OOO0ODOOOO0OO

Preset 0000000000000 0O0O0ODOO0OOODO0ODOOOOODOOOOOOOO
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SCF SCF+Ban&GF+Ban5?IaX Relax BOMD | CPMD Phonopy
+DOS | (Fermi .
surf) (variable
cell)
scf scf scf relax ve- md cp scf
relax
calculation
False True True False False False False False
Use
nbnd
gamma gamma gamma | gamma | gamma
K_POINTS automati¢ automatid automatic
4441 4441 4441
11 11 11
False False False False False True False False
tstress
False True True False False False False False
Set
ibrav
and
celldm
smearing
occupations
bfgs bfgs verlet none
ion_dynamics
bfgs
cell_dynamics
False False False True True True True True
tprnfor
False False False False True False False True
tstress
False False False False True False False False
Use
cel—factar
6.17. 0 0| — Quantum ESPRESSO 0O [1 0O O 145
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UseMPI QEOOOOOMPIODOOODOOOOOOOOOODOOOOOOOODOOOOMPIOOO
gbooooooon

Basic 0 O
calculation 000000000000

Usenbnd 000000000000 O0OOOOCOOOOOOOODOOOOOOOOOOOO
bobooboobooobooboobboobooooooooboooobobooboooon
oooooooooNADOODOODO

K POINTS KOODOOODOOOOODOOOOOODOOOOOODOOO QEDDODOOK
O0000000gammaOD 000 TI'dD00ODOD0O0ODOOOautomaticd0000 (kxO
oooo0O)«yOOOOOD)kzDOOOOOO)(xODOOOOODOODO)kyOoOooo
0o0ooo0)GkzOOOODODDOODODHMOOOOOOOODODODODOODDODODOOOOooOooao
godo0o0d00dooOOoodk0OOoTroooooo1ooo0oOoobooook0oo rooao
ooboobobobooboooo pwxOODODDODOODDOOD QEODODDOODODOODOO
O doc/brillouin_zones.pdf 0O OO OO O OO

Setdefaultk-path 0000 0000000000000 O0O0O0O0O0OOOOOOOOO
O0O0ibravD 00 0O00O0DO kOOOO UserPref/kpath_default.txt 0 0000000
oooOo

nosym 000000000 0O00O0O0O0O0O0O
noinv 0000000000 DOOOOOOOOO

Setibrav=..andcelldm OO0 0000000000000 0OO0OOOOOOOOOOOO
Uo00oobooobogobognibravd celldm 000000000000 0OO0O0ODOOO
O Oibrav=0 0 0 O CELL_PARAMETERS OO0 OO0 O0O

ecutwfc OO0 0000000 DOO0O00ODOOOODOOOOODOOOOO
ecutrho OO0 0000000000000 0ODODDOOO0ODOOOODOOOODOOOODOO
tot_ charge 100000000000 DOOCOOODOOOOODOOO
occupations 00 0000 smearing, DOSO OO OO0 tetrahedon DO OO0 OO
ion_dynamics 0000000000000 O00O00OO0O00OOOOODOOOO
cell_ dynamics 000000000000 OCO0O00ODOOOOODOOOOODOOO
tprofor 00000000
tstress D00 O000O0O0OO00ODOOO

Advanced 00 O
conv_thr SCFOOOOOODOOOOOOOOOOODOOOO
etot_ conv_thr OOO0O0 (elax) DO0O0D0O0O0O00O00OCOO0OOOOOOODOO
forc_ conv_thr 00000 (elax) OO0O00000O00O0O0OO0OO0DOOO
press_conv_thr OO0 000000 (elax-ve) 0000000000 DOOOOODOO
electron_maxstep SCFO OO ODUOOOOOOOOOOO
nstep 0000 (elax) DOO0O00D0O0OO0O00DOOCOMDODOOOOODOOOOODOODO
upscale 00000 (elax) DO0OO00D0 conv_thr D00 0000000000000 DOOOOO
diagonalozation 00000000000 OODOOO

Ispinorb 000000000000 O0ODOOO0OOO0ODOOOOOOODOOOOODOOODO
ooooogd
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smearing D0 OO0 (smearing) D0 O00OO0O00OODOO
degauss 100000000000 ODOOOOO

mixing beta SCFOOOOOOOODO KSOODODOOOOODOOOO1ODODOOOOODOO
ooooooboooon

mixing mode OO0 KSOODOOODODOOOODOOOODOO
viw_corr OO O00O0OD0O0ODO0OO0OOODOODOOODOODOOOO

Useinput dft OO0 0000000 OCO0ODOOCO0ODOOOOOOOODOOOOOOOODO
oboooooboooooo

cell dofree 0O 0OODO0000OO000DO0OOO0OO0O0OOO0OOOOOODOO

Usecell_factor OO OO0 00O0DODOO0OOODOO0OO0ODOOOOODODOOOOOve-relaxdO
ggbobobooobobobooobbooobbooobbbooobobbooobooboga
ooo

Spin/DFT+U [0 O
nspin 00 0000000000000

Use tot_magnetization 000 000000000000 DO0OCOO0O0OO00O0DODOOOOCOO
OO00O00O0 starting_magnetization 0 0 OO0 000

starting_magnetization 000000000000 0OO0O0O0O

Ida_plus_u LDA+U OO OOOOOO0O

Hubbard_U/alpha 00000 Hubbard O UD OO alpha 00000000 OODODO
Phonon O [

Run Phonon Calculation as Postprocess 00 000000000 0O0O0O0OD0OOO0Opwx0O0O
OO0000phxOOOOOOOOOODOOCOOOODODOOOO Caleculation d SCFO O
Crelx0000000000OC0phxO000D0OCO0O0ODOODOOOODODOOOODOOO
goooo

Threshold 0000000000000 OOOOOOO
Calc Macroscopic Dielectric Constant 0 000 000000000000 DOOOOOO
Calc Non-resonant Raman Raman 0 0000000000000

AcousticSumRule 0000000000000 OOODOdynmatxO O Acoustic Sum Rule O
gooCoOoOoOO0O000O0O0DOoOoOoOoOoOoOoOoOoOoooooood

Calc Phonon Dispersion 00000 000000000000 0OOOO0OOO0OOODOOOO
ocooooo0o0oOooooooDooogooooogo

K Points (Dispersion) 00000000000 KOOOOOOOOOO
Dynamics 00 [

Simulation Package MD OO OO DOUOOOOOO0OOOOODOODOOOOcpxO0O00O0O CPMD
coooooo

dte MDOODOOOOODO atomicunitJ 000000

tempw MDOOOOOOODOOOOODOOOOODOOOOOOOO

press MDUOUODOOOODOOODOODOOO0ODOOO0OOLOODOOOODOO
ion_temperature MD O OO OO00DO0OOO00ODOOOOODOOOOODOODO
ion_velocities MD O O OO OO0O00OO0O0O000OOOO0O
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tolp 1000000000 O00O00O0O0O0OO
pot_extrapolation Born-OppenheimerMD O OO 0000000000 O0OOOOOOO
wfc_extrapolation Born-Oppenheimer MD OO0 O000O0O00O0OCOOO0OOOOO

electron_dynamics Car-Parrinello MD OO OO KSOOODOOOOOOOOODOOOOOO
goo

electron_velocities Car-ParrinelloMD OO 0O0OOO0OOOOO0OOOOOO
emass Car-ParrinelloMD OO0 000000000 OOOOOO0O
emass_cutoff Car-ParrinelloMD OO OOOOOOODOOOOOOODOOOOODOODOO
orthogonalization 0 000000000 0OO0OOOOOODOOO
Dipole Corr O [
tefield OO0 0000000 OOODOOOOO
dipfield OO0 O00O0O0O0OCOOODOOOO
edir tefield J dipfield OO0 0000000000000

emaxpos tefield J dipfield D0 DO 0000000000000 O0O0OOO0ODOOOOO0OO0OO
10000000000

eopreg tefield J dipfield 00 OO 00000 ODODO0O0OOOO0O0OO0O0O0O00O0OODODOOOO
goo

eamp tefield J dipfield D0 0000000000000 O0OODOO0OO
ESM OO

assume_isolated=esm ESM(Effective Screening Medium, OO0 0 000)0 00000000
ooooooooog

esm_bc ESMUOUDO0O0O0O0OO00OODO0OO0OODOOOOO
esm_efield 00000000

Ifcpopt OO OOD0OO0OOOO (constantmu) 0000000000000 OOOODOO Basic
OO0 tot_charge DO OODOODOO

fepmu 0000 O0O00D0OCOOO0ODOOOODOOOOODOOOODOOOODOO

Enter Relative Potential Target Fermi Energy 000000000000 OO0ODOO0DOOCOO
ooooooooooooooooOoOOOOOO0OO0O0OOOOOOODOODODObOOOO
0000000000 20000000 TargetFermiEnergy OO O OODOO

RISM(1) O O

trism=.True. RISMOOOOOOOOOOESM-RISMOOOOOOOOOOOOOOOOOO
000 ESM O0O0O assume_isolated=esm 00000 000000000000 OOOO0O
OOOOOESM-RISMOOOOOOOOOODDOOOO Quantum ESPRESSOOOO OO
dooooooooooooo

closure RISMOOOOOO0OOO0O0O0OD0OOOOOOOO
tempv RISMOOOOOO0OOOOOOO
ecutsolv RISMUOOO0ODOOO0ODOOOOODOOOOO

solute_lj OO ODFTOODOO LJOOOOODOODOOODO nore000O0D0OD0OOOOODOO
O solute_epsilon O solute_sigma 0 LI OO O000O000O0O0O0ODOOOOO

nsolv 000000000 OOOOOO
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SOLVENTS Density 0000000000000 O0O00O0OOOCODOOOOOOOOO MOL
OO00D0oO00o0o0ooooOooMOLOO0OO0OO0O0DO Directory for MOL Files 00 0 00O
oooooooboooooboboooooo

Directory for MOL Files SOLVENTS OO O00OO MOLOODOOOODOOOOOOODO
gooo

RISM(2) 0 O
laue_expand_right/left ESM-RISM O OO UOOO0O0OO00O0OO0O0O0O0O0ODO0OOOODOOOOO
laue_starting right/left ESM-RISM OO OO0OD0OOOO0O0O0OOOOO0ODCOOOOOO
laue_buffer_right/left ESM-RISM OO OO0000000DOOOO0OODOOOO00OOOOO

Run only 1D-RISM 000000000000 0pwxO0000 IdrismxOJ000OOOODFT
gbobooboboboooboboboboobobobobobobooooobo
gbooaboodd

rism3d_conv_level SCFOUOODODOOO0ODOOOO 3D-RISMOOOOOOO0OOOOODO
gbooooobooooooboooog

rismld/rism3d_maxstep 1D OO0 3D-RISMOOOOO0OODOOOOODOO
rismld/rism3d_conv_thr 1IDO OO 3D-RISMUOOOOO0OOOOOOOOO
mdiis1d/3d_size MDIISO OO OO0O0OOO RISMOOOOOO0O0OO0OOOO00OOOOOO
mdiis1d/3d_step MDIISO O DO OOO0OD0O0O RISMOOOOOOO0DOOO0OO0DOODO

Other U0 QEJUODOOOCOCOOOOOFORTRAND namelist 000000000 OO00O0DOOO
ooboooboobooooobooooboobonoo

Options
Verbosity QEO 00000000 OOOOODO

atomic_position unit ATOMIC_POSITIONS 0O 0O 0O CELL_PARAMETERS D0 O0O0O0OO0O
oo

Usemax_seconds 0000000000000 O0O0DOO0O0DOO0OO0O00OQELDOOOOODOO
goo

Make a Backup of Working Directory Output Directory O Create 0 0 0 00000 O _qge_data
0000000000000 00OO00000oooOoODOO0o0oUUOooooODODOOoOoo
gooooooooo

Dump all files for remote Linux 0 000000000000 DOOOOOOOODOOOOOO
OO0o00oo0o0ooooooooooooooooooooooooon

Open k-pathfile ibravD 0000000000000 O0OOOODOOODO kOOOOOOOO
00 00000 UserPref/kpath_default.txtd O O O O O O UserPref/kpath_default.txt 0 O O O
00000 wmx/kpath_default.txt OO0 0O O0OOO0O

Use RISM-enabled QE RISM OO DOOO0O QEODDOO0OD0ODDOOODOO0ODOOOOO
Properties [J [

Calculate these properties after pwx pwx 000000000000 OOOODOOODOOOO
0000000000 000D000000 Parameter/Value OO0 OO OO0 O0OO

Pseudo Potentials (0 [
Mass 0000000 OOO0OOO
Default O OO O00O0O0OO0OOOO0OOO
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Light 0000000 10000000000000000000000000O00O00O00OO
Manual 000000000000 O0OO0O0ODOOOOODOOOOOOODOOOO

Pseudo Potential O OO0 00000000000 DOOCCOO00OO0O0O0OOO0OOODOCO
OO0000Manuah) 00O O0O0QOO0O0OO0O0OCODOOODOOODOOOOODODOOOOOO
0000000000 000oOoCoCOOO00O0OO0OoOoOgdpseudo Directory 00000
O0O000000O00O00O0D0OO0UserPref/ge_pseudo_priority_list.txt D0 0000000
oooooooDoODODODODO

Reload pseudo Files pseudo Directory D 000 0000000000000 O0ODDOOCCOO
oooooooboooono

pseudo Directory D0 0D 0000000000000 O0DOOODOOQDOODOpseudo in QF’s
direcory DOOO0O0OQEDDDOOONDOOOODODOO pseudoD D O0OO0DOOOODO
(select..) 0000000000 0ODOOOOODOODOOOODOODOO

Open Pseudo Directory pseudo Directory 0000000000000 O0O
Download Pseudo Files 0 0 0 0 000000000000 OOOOOOOOOO0O0O0O0O

Open Priority List UserPref/qe_pseudo_prioritytxt 0 0O O O OO0 O 0O O 0O O O O
wmx/qe_pseudo_priority.txt 1 000000000

6.17.2 0O

Quantum ESPRESSO 0000000000000 OO0O0COOODOOOO
CPMDOOOOUOOD0OD ep.x00000000 pw.xO000D0DO00OO0O

- JDOODO0ODO Output Directory = Create 1 0 00D U00000O00D00O0D0OOOO0O0OOO
gooooo

* Output Directory = Continue 0000000000000 O0O0O0OOO0DOOOCDOOOOO
outdir 000000000 OO0OOOOO0OO

e Qutput Directory = Select 00 D0 0000000000000 0O0O0O0O00owdir0 00000
oooo

oobooooOooboooooooooobooboouooooboibnb si.pwinOOOOOOO/00
oboooboooboooogo

oo oo
oooobooooboon

pwout 0 00 O

si.pwout

Quantum ESPRESSO 000 DO0OOOOO

goooboooon
batDoOOO

si.bat

oooooooo oo0ooooooooo
si_ge_data\
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gobooobooooooboooobooboooboooooooobooooboooooooboooa

og oo
ooooooooooag ooo0oooOoooooooooog
* . UPF 00O

ooooboooo
ESPRESSO_PSEUDO OO0 0O OO
oboooooboobooboooboon

gmx_tmp .mdp O000000000000000o

pw_bands.in 00000 bandsOOOOOODOOO
ooooboooboo

pw_bands.out pw_bands.in0 000000000

pw_dos.in O000b00OdosODODOOODOODOO
gboooboog

pw_dos.out pw_dos.inO 000000000
ph.in 000000 ph.x0000O0O0O0OO
oo

ubodgoudgoodgbooaon

ph.out ph.in00000000O0O0O

gob: ODO00bOooog

00000000 OOOOOOOOOOOOOODOODOOOOODOODbOODO
obooooOobooooobon

- goooboboooboobooboooobogo

- 000 Gromacs DO O0O00000O00OO0OO0OOOOOODOOOOO aaa.gro
odddd _gmx_tmp 000000000 0O0O0O0O000 aaa_gmx_tmp U
ooooo

- J000000O0OoobobOObOOObOOObOOOoOobobOOOOOoOoooDbObOboOOn
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- 00000000 OODOODOOOOOOODODODODOODODOODOODO
gobobooooboobooooooobobooooboooobooooobobooooo
ooo

-J000000bO0ob0oO0ooOo0O0oo0oooooboooboobOoooOooo
0000000000000 0000000000 aaa_gmx_tmp 0O OO
aaa_gmx_tmpl DO OOOO

- ggbooboobgoboboobobooboboobooboobooo

U O0d4d Winmostar Job Manager U0 D ODO0OOOOOO

6.17.3 0O OODO

gboooboobooooboooobobon

6174 O OO0ODOO

00000 /BOMD(pwout)

gooooobooobooboobooosoMDUODOOOOOODODOOOOODODODODOOO
CPMD OO OO CPMD(pos) DO OOOOOOOO
Ub0oo0ooboooooboon Animation 00000 ODOO0O0OO0ODOOOOO

CPMD(pos)

CPMD O posO0O0O0OO celDODOOOOODOODOOOOODOODOOODOODOO
pwx 00000000000 ODOOOO/BOMD(pwout) 0000000000
Ubooooobooooboin Animation 00000 ODO0O0OO0ODOOOOO

6175 0 0O0OODOOO

SCFOOOOOO0O (pwout)

OO0000o0bDO00O0Ototalenergy OO DOODOODOOOO

CPMDUOOOO cpvDOODOOOOO (evp)UOOODOOOOODO

Draw 0000000000 CODOOOOOOOOOOOODOOOOOOODOOO
Close DO00D0OO00DDOOOO

gboooboooboobuoob obuobuoob obuooboobob

CPMDOCOOODOCOO (evp)

CPMD O evp OO OOODDOOOODOOOODODOOOODODOOODODDODO
Draw D0 0000000000 DOOOOODOOOOOODOOOODODOO
Close 0O000O0O0DODOOOO
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gbooooobooooboob ooboooob oobobooooaon

6.17.6 O OOO

good

OO00o00000 ouwdin0O00D000O0000O0O000000OO0
Oo0ooooboodboppxO000O0cubed 0 0OD0OOOOOOOO
obooooobooooboo MoOoPlotDODOOO OOOOOOOODOO

Lowdin O O

oooooobOo eudinDODOO0OOODOOOOOOODODOO
oooooOoboon projwfexOOOOOO

gbooooboooooo
0obooDo0o00 (eutdin) 0 SCFOOOODOOOOODOOOO0zO0O0DOOOODOOOOODOO
gboooaboooaon

SCFObO0ooboobobobooboobobobooobobooboobooboobooooon
gboooooobobooboobooobobooooboobooooboboobOobOon ppxd
averagex OO0 O0

Draw 00000000000 ODOOOOODOOOOOOODOOOODOODOO
Close 0O00O0OO00DODOOOO
gboooooboooobob ooboooob ooboooooan

googon

ob0o0000b0oO (eudin) O SCFOOOOOOOOOOOODOOOOOOOOOOOOOO

000 calculation=bands 00O 00000000000 O0OOSCFOOOOOOOOOOOO
O00o000000oo0o0o0obo0DbDbO0o00DbOO0d bandsxOODOODO

Draw 00000000000 ODOOOOODOOOOOODOOOODOODOO
Close 0O0O0O0O00DODOOOO
gboooooboooobob ooboooob ooboooooan

goog

Ob0o0O000b0O eutdin 0 SCFOOOOOOOOOOOODOOOOOOOOOOOOO0

SCFOO000OO0O0O0O0OOO000DODO00D0O0O00D0O0O0O0O000DO0O00D0 dosxODO
gooo

Draw 00000000000 ODOOOODOOOOOOODOOOODOODOO
Close 0 O00OO000D0ODOOOO
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gbooooobooooboob ooboooob oobobooooaon

gooooo

0oooboood (owdinn 0 SCFOOODOOOOOO0OOOOOOOO0OOOO0O0 (PDOS)ODOOO00O000
SCFO000000000DOO000000OOOOODODODOO0O0ODOO0000 projwfexO0O0O0O000O
Draw 00000000 0DDOO0O00ODOOOODOOOODOOOOODDOOOO

Close 0O0O0O0O0O0DODOOOO

obooooobooooboob ooboooobo ooboboooooon

goooon

SCFOUOObands O OO OODOODOOOOODOODOOOOODODOOOO

0000000000 FermiSurfer 000000 O#ofK Points0 bands D000 kOOOOOOO
00 CalcDOOOODOOOOODOOOODDOOOO

goood

oboooooboooobooboboooboboooooboooooon
Direction 000000000000 0O0O0OO0O

Draw 0000000000000 0ODOOOODOOOODOOOOODDOOOO
Close 0 O000O0O0ODODOOOO

oboooooboooooboob ooboooobo oobobooooon

IROOOO0OO00O0
obooooooobobooooboo SCcFOoboooooooobrROOoboobooooooDg

oooog
Ub0ooo0Oobooooong IRSpectrnm D00 0O0 OO0ODOOO0OOODOO

gbooooogd

Joo00ooOO0O0o00o000obooOboOo0o0o0o0ooooooo0ooooooooon
ASR 0000 AcousticSumRule 00O OO0O0OOOO

KPoints 0000000000000 0O0O0DO00000O0x,y,zO0O0ODOOOO 2pi/ad00O0O
goboooooobobobooooboobooooboomooD 400boboboogooboo

ooo
Draw 0000000000 CODOOOOOOOOOOOOOOOOOOODOO
Close 0O00O0O00DDOOOO
oooooobooooboob obobooooobo ooboboooooo
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gboooood

O0000000ooo00o0oDooo0ooo0oooooooDoOooooDoOoOOon
ASR 0000 AcousticSumRule OO0 OO0 O0O00OODOO

KPoints 0000 DOSOOO0O KOOOODOOOOODOOO

Draw 00000000000 ODO0ODOODOOOOOOODOOOODOODOOO
Close JO0O0OO0ODOODODO

OO00oo00ooO0ooooooooooodoooD oooooooood

Oo/0o0o00000 (esmi)
ESM 0O O O assume_isolated=esmO D OO0 OO0 esml OO0 0000000 zO0O00O0OOOODOOO
oo0oooooooooooo
200esml 00000O0O0O0OOCODOOODOODOODOOO
Draw 00000000000 DOO0ODOODOODODOODODOODODDOODOOODOOO
Close JO0O0OO0ODOODODO
gooooobo0ooooob oboboooob booboobooooo

1D-RISM RMS U O (pwout)

RISMOOOwism=True.JOOOO0O0O0O000 ID-RISMOOO RMSOOOOOOOOOOOO
Draw OO OOO0OOO0OO0OO

Close 0O00OO00DDOOOO

gooobooobooboob obuooboob oboobooobob

3D/Laue-RISM RMS 0 O (pwout)
RISM O OO trism=True. 000000000 SCFOOOOOODOO 3D-RISMO OO ESM-RISM O
OO RMSOOOOOOOOOOOO
Draw OO0 OO0 OGQOQOQOQOA
Close OO0 O0OOOODOOOO
goboooooobooooo oo obobbooooooon

ooooooooo (1drism)
RISMO OO trism=True. OO 00000 IdismO00O000OO00O RISMOODOOODOOOOO (O
ooooo)ooooooo
Obtain Chemical Potentials 0 00 000000000000 csvOOODOOOOOO
Draw 00000000000 ODOOODOODOOOOOOODOOODOODOODOOD
Close JO0ODO0OODOODODO
o0ooooOoooooooo oooodgoo oooooooood
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000O0/0000000 (rism1)

RISMO OO trism=True. 0 000000 risml D00 O0OO00OOODFTOO-RISMOOOOOODO
obooooobooooboobooooboooooobooon

Draw 0000000000 CODOOOOODOOOOOOODOOOOOOODOOOn
Close DO0D0O00ODODOOOO
oboooooobooooobob oboboooobo booboboooobooo

6.17.7 MOLO OO ODOODO

RISMO OO tism=True. 0000000000 MOLODOOOOOOOOOOOODOOO 1000
0000000000 0o0000o0oo000Do0o000O00LAMMPSO data0 O DO OOOO
O 00O Use parameters in displayed file 1 O 000000000000

ooooboooooMoOLODOOD0ODODOOOO0O00000000 RISM(1)000 Directory for MOL
FilesOOOOOOODOODOOOOOOODOOO

6.17.8 Nudged Elastic Band
ooooooo

NEBOOOOOOOOOOOO
gbobooboobooooboboooboobooooboooooboobooog

g

nebxO0OOO NEBOOODOOOOOO

goog

NEBOOOOOOOO4OoOoobooobooobooooboboboobooboobooobooo
0o0oo0ooboooooboon Animation 00000 OO0OO0O0OODOOOOO

6.17.9 BoltzTraP

BoltzTraP 0 00 O QuantumESPRESSO O 0 nscf 00 000000000000 OOOOODOOO
goo

gogboooboobood

BoltzTraP O OO OO OOOO0OO0ODOOO0OO0OO0OOOOOOOOOOOOOOOOOOOO
Create .intrans 1 O 00 OO0
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Quantum ESPRESSO 0 nscf O 00000000 DOOO0O (pwout) 00 00O OBoltzTraP O
000000 .inransO0 00000000000 OO0OO0O0ODOO mg2si_nscf.pwoutd 00
O000000 mg2sinscf 00000000000 OO0OO0OOOODOOmg2si_nscf.intrans
O mg2sinscf 000000 OOO

mrans 000000000000 O0O0O0O0OO0O0OO0OO0OOOO0O0OO0OO00O00000
gboooooaoo

Fermilevel (Ry) pwout 0 0 000 0000000000000 ODOOOODOODOOOO
energygrid 0000000000 O0OOOOOO

energyspan 0 0000000000 0OOCODOOO0OOOODOOOOOOODOOOODOODOO
number of electrons OO0 O 0000000000 0ODOOOO

Ipfac 0000000000000 DOO0OOODOOOOODOODOOOOODOOOO

efcut 00000000 0OOCOODOOOOOOODOOOOODOO

Tmax 00000000 0OODOOOOO

temperaturegrid DO 00000000 0O0O0OO

energyof bands DOSO 00000 O0OODOOODOODOOOOOOOOO

Calculate expansion coeff 0 000000000000 0OOOOOODOOOOOOOO
Start BoltzTraP 0O 0 O

U000000 imrans 000000000 OBoltzTraPO OO OO OODOOODOOOO
ggbgbobooboobooobgood

0000000000000 0D000D00000mg2si nscf00000O0OOOODOO
goo

oo oo
BolzTraP OO OO ODOOOO0ODOOO

intfans0 00O

mg2si_nscf.intrans

BolZlaPOOOOOODOOOOOO0O0
000000000000000000
trace U U DD 000000000BoltzTraP 00000
mg2si_nscf.trace 000000000000000000
000000000

Cancel0 O 0O
0000000000 0000O000000O00b0000

goobooo

BoltzTraP 0 OO0 00D OO0O0O0ODOOOODOOOOOOOOODOOOOO
« 0O00O0O0O0ODO (Seebek coefficient)
e JOOODO (Electrical conductivity)

e JO OO (Electrical thermal conductivity)
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e 0O0O0O (Power factor)
e 0O OO (Figure of merit)

oobooobooooooboooboboooboooboooooboooboboOoooD  TIKIODOOOO
obooobooooobooboobooboooooboboooboooobooboooboobooobooonoo
0000000000 EEf[leVIO0O0ODOOOODOOOODOOOODODOOODOO

6.17.10 Phonopy

Phonopy DO DO OO O 30000000 0O0OOODOO

1. 00000 Quantum ESPRESSO 0 000 0000000000000 O000O0O00O0 (00
o)

2. 000000000000000000Quantum ESPRESSO0OOOOONO

3. Quantum ESPRESSO 000 00O0OO0OOOOOOOForceSets 0000 0O OO OPhonon OO
gopoSOOoooooooooooo@oood)

gogbobooboobod

Phonopy DO OO DO DOOOO0DOOOO0DOOOODOOOODOOOOODOODOOOO

Open 000 Quantum ESPRESSOOOO0O0ODOOOONO (*in*pwin) OO 0O O OO O O Phonopy O
oooOoOooOo00ooO0oOo00DOOooDbobOO00DboOoOobOOOonoOg tprnfor, tstress
goooooOoooOoOoDODOOOOOOPhonopy U0 Quantum ESPRESSOOO0OOODODOO
000 0Quantum ESPRESSO 000 OODOO0O Preset=Phonopy 000 OO OOOOODOO
oon

DIM 000000 x,y,zOOODOODOOOODODOOOOODODOODOODO
MP Phonopy 0 Phonon DOSO OO O0OOO0OO0O0OO0OOO0O0DOOOOO0OOOCOOODOOOOOOOO

ATOM_NAME 000000000 O00000O00O0O0OO000DOO0O00DOO0Open0000O0O0O
gobooooboboboooboobooooobooogoo

Start 00 0O

000000 phonopy DO OOOO0O0OO0DOOCOOO0ODOOOOODOOOOODOOOOO
gboooobooboooobooooboboog

oo oo
Phonopy DO OO OOOOO0O0O0OOCODO
ooooboog

batOD OO0
si.bat
Phonopy 0 00O O OOOOODOOODODO
godoooooooooo
shoood
si.sh

ubogboogboodgbodd

si_ph data0oonO
si_ph_data
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00000000 siph data00000D00OO0OO0DOOOODOO

oo oo
Phonopy U0 OO DOOOOOOOOOOO
ooooboooobooboooooo

mesh.conf 0 00O O
mesh.conf

Phonopy D0 D0 OO DODOOOOOOOOO

gooooooooooooo
band.confO 0 00O

band.conf

headerO0 OO O stpwin 0 0 0000000000000
header.in 0000oooooooooono
supercell DO OO Phonopy OO O OOODOOODOODOODO
supercell-«.in 0000 Quantum ESPRESSO 0 0 O

ooooooboobooboobood

oooobooooboobooooog
o0ooo0*o00ooD L,2,000000

ooooo
tmpOOO0O header.in O supercell-*.in0 000000
tmp—*.1in goood

Cancel0 O 0O
Jdo00oOoOoOOo0Oo00ooooobobOobOOoooOooooa
conflO 0000

conf0 000000000 0OOOOOOODOODOOOOOOOODOOOOOOOODOODOOOO
oooooooooo

Quantum ESPRESSO 0 0 0O O

ooooobob0obo0o0oboobo0ob0o0obo0o0bO0o0bOo0dDUQuantum ESPRESSO 00O 0
oo0o0o0b0o00000b0000Quantum ESPRESSOO 00000000 OD0OOOOO

Phonopy 0O O

Phonopy DO OO O OOOODOODOO
0000000000 filesiph dataDO0 00000000000 O0ODO
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go ao
Phonopy 0O OO OODOOODOOOOO
ooooboooogon

shOoooo
phonopy.sh

Phonopy OO DO DOOD0ODODODOOOO

gooobbbboooooobooo
bandyaml OO OO

band.yaml

Phonopy OO OO OODOOODOOODOO

goooooooooooooo
dosdat0O OO

dos.dat

Phonopy 0O OO OODOOODOOODOO

. oooooooooooooo
thermal_properties.yaml O 0 0 O

thermal_properties.yaml

goooo

oo0oob0Ooboo0O0Oobandesvd 000000000 ODOODOOO

good

OO0000000000 toal_dosesvDOODOOOOO0DOOOOODOO

goo

O0O00O00DO0O00Od thermal_properties.csv0 000000000 OOOO

6.18 00 — OpenMX 0 00O 0O

OpenMX UOOOOOOOOOODO

6.181 0 OOODOOO
OpenMXUDUOOOOODOOODOOOOODDOODOODOOODOOOD RmODOOOODOOO
gooobooobooboxkiboobooobooboo
RenO0000000O0D0OO0O0OOOOOOODOOOOOO

Reset 00000000 DOO0O0DOOODOOOOOKOOOOOOODOOODOOODOOOOOOOOO
OO0 CancelDO0DO000000 Window OO OO OO

gbooobobooboooobobooboboobobooboboobobooboboo
oboooooooobooobooboooooo
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Preset 00 0OODOO00OOOOOOOO

Use MPI OpenMX OO DOOO MPIDOODOOODOOODOOOOOOODOOOOOOOOO MPIO
goboboobooo

Use OpenMP OpenMX O OOO0O OpentMPOODODOOOODOOOOODOOOODOODOOO
O OpenMPUOODOOOOOOOOOO

SCF OO

XcType D0 DO0O0OO0O00OO0O0OD0OODODMMILDAOT LSDA-CAL LSDA-PWIT] GGA-
PBEODOOOOOOOOOODOOLSDA-CAOO Ceperley-Alder OO OOOO0O0OOO
OLSDA-PWOO OO0 GGAOOOOODOOOO0DOOOO0DOO0O Perdew-WangO OO OO
OO0000O0OMMGGA-PBEOO Perdew 0O OO0 GGAODDDOOODO

SpinPolarization D 0O 000000000000 0O0O0O0OOODOODOOO0O DODOOOO
gboooooooNOOOoDoobOobOobooboobooooooogorFObOnoOn
oooboo20000000000000000DFTOOODOOODOOOONCOOOO
gboocoooboooooon

EigenvalueSolver D 000000000 O O scf.EigenvalueSolverD O OO OO DOOOM) OO
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gooooooooo

ElectronicTemperature 000 0 O0KOOOOOODOO

energycutoff 0 0 D00 00000000000 0O0O0O0OOO0O0OODOOOOOOOO0OOOO
goooboobooboobooboobooboobooboobooboonbooo
000000000 00FFITOOD0O0 Poisson D000 O0O0OO0O0ODOOOOODOO

maxlter SCFOUOOOOOOO0OO0O0O0O0OO SCFOOOO0OO0OO0O0OO0O0OO0O0O00O00O0
gboboobOobooooobobooooobooooga

ProExpn.VNA 0000000000 VNAOOOOOODODOODOOOOOOOoONDDOD
U0 00000o0bo0ogoFFO D000 DO0O0OmMmOFFO 000D O00D0O0n0OoOVNA
gbobooboooboobuogbooboobooboboboboobon

Mixing.Type SCFOOOOO0OO0OO0ODOOOOOOOODOOO@OOOODOO)ODO
0000000000000 0D0O00D0DDOOD OO Simple[TT] Guaranteed-Reduction
Pulay 00 0O GR-Pulay000 RMM-DIIS O OO RM-DIISOO0 Kerker O 00 KerkerJOO O O O
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ooo

Rainbow 000 0000000000000

Gold DOOOOOODOODOOO

Stereo OO OOO0OOO

Enantiomer OO 000000000 00O0DODOO
Para 0000000000

Cross D OODOODODO

Anag 00000000000 OOOOOOOOOO
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Shift OO0 O0O00D0O0OOO00DOO
Rot 0O0O0ODOOO0OOODODOOOOOO
HOOODODOOOoOooOOoobOoooooooboooooo
Dummy O000O0000O0O0O00O0O00O0O0O0OCOOOOOO
Backbone D00 000000000000 DOOOODOOOODOOMOOODOOOO
Atom U0 0O000O0OOOOOOOO
Bond 00000000 O0O0ODOOO
Z-Clip Z0000D00OOO0O0ODOOOODODODO
Surface Style D00 000000000000 DO0OOO0OOO
Mesh 000000000 OOOODOODOOOOODOO
Selid OODOO0O00OOOOODOOOOODODOO
SmoothSolid OO D000 0OO00OO00OODOOOODOOOOOO
Trans 00000000 OD0OODOOO OO ODOOLI:DOO

XY,z O0OOoooooooooooobooooooobooooooooboooooboboooboooboooo
oboboooOobooooboboooobobooobooboooooboooooboOooboon

6.34 Winmostar Job Manager

O Winmostar 1 0O OO0 OO0 Winmostar/ J MO OO OOODOOO WindowsPCOOOOOOOOOODOOO
gbooooog

O Wmnmostar 1D 000000000000 OWmmostar UOOOOOOOO0 PCO OODOOOOOOOODO
00 GAMESSOGaussian 0 000000000000 O00O0OOO0O00DOOOO0ODOOOO0O0OO

6.341 00OODO

O Wnmostar 1 0000000000000 O0 O0O0ODO0DOO0OO0OODOODOOOOODOOOOOOODOO
MOOOOOOOOOOOOO10o00bOO00o0o0O0obo0o0oobO0ob0oooobobooon Staws0 00O
WAITOOOOOOOOOOOO0D0OO Prierity000 core0 0000000 RUNOOOOODOODOODOOO
gbooooobooooboboon Sferwsd ENDOOOOODOODOO

OJMO Winmostar 0 000000000000 DOOOO0O0O0O0ODOOOOOO0OO0OOODODOOOOOO
0000000 xO000000000 File—ExeO0O000D00ODOIMOOOODOOOOODOODO WAITOO
obooooopboobooog
ooooMOODOOOOODOOOMOOOODOOOODOOOOOOOO0O0O0WImmostar 000 OO0 —
gboooooboooboboooood

O MaxCores 0 IMODOUOOOODOOO0OOOOO0ODOOO0OOODOOOOOOOOOOOODOOOOOODOOOO
gbooobooboboooooboooobooboooobooboooooboboobooboobooobooboon
opoooo

O00: WindowsOOOOOOOOOODOOOO OOOO0OODO DODOOOOODOOODDOODOOOOODO O
gboobooboooboobobooooobooogoo
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ubooooboowAIroooooooboooooobooogD Preriy00000O0OOOOOOO
gbooooboooog Prieoriy0000000O0O00OOOOCODOOOOOOOO
Ub00Ocorel00000DO00ODOOO0OOODOODOOODOODOOOODOODOOOODOODOGO3WODOO

O %nproc=0 OO GAMESSOOODO NCPUS O OOODOODOGo3WODOOOOOOOOO0O0O0040000
oboooooooo

OJMODOOOOOO0O0ODOOOO0O0OO000O0DOO0OWIMmostar 0000000000000 0OOOIJMO0OO
gbooooooo
gMOOOOOOOooOoOooobOobooooobobo22p00000b00000b0oo0o0obooboonoo
gboooobobooooboobooooboboooobobooobOoboooobOoboboobooboOoooon

@ Winmaostar Job Manager V10.0.0 — X
File Edit Optiocn Help

Job Machine

Job Name 20200105_0711201 Faldsr CEgh MaxCaores

Funning Jobs 0
Funning Cores 0

Status [END Priority Start Time [2020/01/05 [+ | 0112 |2

Ihdex Statuz Priority Corez Job Mame Start Time End Time Path
i EMD & 1 20200105_011201 202001085 01:12 202001506 01:12  E¥¥tmp¥wat 1000bat
2 EMD & 1 20200101_222201 2020401401 2222 2020401401 2226 E¥tmp¥sty_hess inpbat

Ob0: MOPACOOOODOOWmmostar U0 OO0 O0O0OO0MOOODOOOOOODOOOOMODOODOOO
OO MoPACOUODOODOODOODOODOOD Wnmostar OO OODOOOOO0OOOOOOOOOOIMOOOO
O00D0D0O0000O0O000DO0O000D0O000 winmostar 0000000000 0ODOOOO

6342 D OO0O00O0O0OODOOODOOOOO

ORrRNOODOOOODODOODOODOOOODOODOOOODOODOOODOOODOSODOOOO0OO x
obooobooooooooooMOO0ORNDOOOOOOOOODOOOODOO StarwsD ENDOOOOOODOO
gboooobooboobOoboMOPAC2000 00D O0O0OODOOOOOOODbOOO0OOOnOO
OMORUNOOODOOOOODOOOODOOOOOODOOODOSOODOOOOODOOOOODOODO
OwAITOOODOOOOODOO0OOoOooOOooooooboooooOo MOOOQOOg Edit— Delete Job OO0
U000 Dpelete00000O00OOOODOOODOOOODOOOOOODOODODOOODOODOO StatusO
WAIT OO ENDODOOOOOO

6343 D O00O0DOOOODOODODOOOO

gboooobooboobooboooowAITOoooobooooDoOoooooobobo RUNODOODO
gobobooaoboooogo
goboboboobooboobooboobooboboboobooboobobbo RUNDOODOODOO
obooooooooboooboooobooooobob boooobobooboobooboooooDOon Status O
WAITOOOOOOOO0O0OOOoO0oobOoooooboooomooobooobooooboooooooobooon
gboooobobooooobooooboobom
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6344 D0O0O0DOOOODOODOOO

OWwWAITOOOOODODO Srerws 0 RUNODDOOODOOOODOODOOOODODOOOOODOOOODOD
oboooobobooboo ENDODOODOOO0OO0ORUNDOOOOODOODOOOOODOODOOO

6.345 0 0O0OO0ODOOOO

gMoooooooooobgoboooboboboooooobobobooboboboooiMbOonog
gobogoobgoboobobbobbobooboobooboobooboboboboboaoboabooad
obobooooobooooooo

O AutoShutdown D0 0000000000000 0O0 ENDODOOOOOOODOOOOODOOODODOO
ooo
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oooobooboooboobooobDOoOwWmmmostar 1000000000000 O0D0O LinnxODOODO **0O0O0
obooox=0ooO0bO0oo0ooooboooooboboocoboooo

71 0000000O0O0OODOOO0O

Winmostar 1 0 0000000000000 O0O0O0O0O0OO0O0O0 OOOODOOO0OO0O0O0O000DO O0000
oboooobooboobOobooooboooooboooon

* TORQUE (PBS)

* SGE, UGE

 SLURM

» T2SUB

* llsubmit

* NQS

* NQS2

* ST

* NSUB

* Rescale

* Winmostar Job Manager
TSUBAME3.0DOOO0ODOOOO SGEOOOOOO

gbgbobboobobooooooouobobogobobobobobobobobboboboboboonn
oboooooobooboooogo

l.gsub,qstat 00 0000000000000 O00O0ODODOOO0OO0ODOOOOO0OODOOOO0OODOO
000000 Prefix for Queueing Commands 0 0 0 0 00O

2. Quene 1000 RunOOOOOO
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72 0000000000DO0O

ooooogn SubmitJob OO ODODOODOO ODOOOOODOODOO

1.

gbbooboooboobuooboobobboboobooboobooboboboaboo
gbooobOobooooboboooooooooboboooon

goboooooooboobboooooobooboooboooooobooobooooooooDoo
OO0 Quewe OO ODDOOD0O0O RunO0OODOOOOODOO

oobooooobooo o L20b0bo0ooooooooooooobooobboooboobboOooobooboOoo
oboo0ookOOooOooooooooo

o}
(o™
= JE
000000 O00O0OD0O0OoOoOoOooo h oooooooon

Submit Remote Job OO0 0D D000 0O00O0OO0O0OO0O0OO0ODO Profile 00000 O0ODOOODOO OO
000000000000 00000 Manage— Add Profile 0000000

£4 submit Remate Jab (Local IC: ) -

Eile Profile Connection Jlob  Queue DOptions

Profile | pbs_gmstxt w T

Add Profile...
Edit Profile... ——

¥ USErMArmerd::, X, K, 0

5. EditProfile 000D 0O0O00D00OO0O0DOOOODOODOO

* Profile Name

* Connection

Hostname

PortOOOO 220000

TimeowtD OO OO ODOO0OOODOODOOODOODO

Username

Password

SSHKeyD OOOQOQOoonooo

£2 Edit Prafile... — | ht
Prafile Mame |testserver |
Conneckion
Hostname [192.168.1.100 | Port Timeout
Isername |userElI:|I:|1 | Passwiord |"""" | Shiowy
S5H Key | |
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TSUBAMELO FOCUS O OOOO SSHOOOOOOO oDooooobooboobo oobooboooobooo
6. O0OOSSHOOOOODOODOOODO Edit Profile 100 0 ODOO Test Connection 0000 DOOOOO
goo

00O00O0bO00O00000b00b00b0Ob00D00 store key in cache? (y/n) O0OOO0OOOO
gbooooooooooob yoooooboooo

. without

eturn to don the

O000000000000000 Submit Remote Job OO0 OOODO0OO Connection test
succeeded. O0O0OOO0OOO

Edit Profile... - O * ﬂ

Profile Name |testserver |

Connection File  Profile Connection Jok
Hostname (192.168.1.100 | Port Timeout profie |pbs_amsbt

Username |userElDDl | Password |u""" | Shiow % Userame @
S5H Key | |

Rermote Directory:

Queue & Solver
Send & Submik l= cat  agn
Cueus FES L

qstat -a  gdel  gstab s gst

“sftp test>
Salver gamess w Conmect ion test succeeded.

Remate Directary | %YM _LISER _ID i _SOLYER /% Wi _PREFL: %/

shell Scripk (®) Use: Default

(iUse Template | gamess Focz, bt

Options w~ |

Prefix For Submission Commands |

Clear 0K Cancel

O0000doooooboodoooboubodbobodndnd Access denied *+*@+%%'s password:
0000000000000 000000DL000000000000DD0O EditProfile 00000000
dooodooooooooon
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7.

0000 Submit Remote Job OO OOOODOO ERROR: Connection timed out or an error
occurred. 0000000000000 O0OOODOOOOOOO

EditProfile 0000000000000 OODODOOOO
* Queue & Solver
— Queue
Solver
Shell Script
OptionsO qgsub 00000000000 OOODOOOCOODOO

Queue & Solver

Cueue PES ~

Remate Directory | %Wh_USER_ID%/%: WM _SOLYER %/ % Wh_PREFT:S:]

Solver quantumespresso wE
shell Script () Use Default
@ Ilse Template | gquantumespresso,1.kxk w
Add... Edit... Remove...
Cptions |-|:| L0 - nodes=1:ppr=2WH_MNUM_PARALLEL=:| o |

Prefix for Submission Commands |

Clear Test Conneckian I oK Cancel

00000000000 00o0o00oo00Dooo0oooOo0n Quewe 00O 0ODOOODODOOODOO
0000 SolverDODOOODODOONO Shell Script O Use Template 00 00000000 OODOOODOO
o0o0o0d0oooooo0ooooooO0ooo0oDoOoodooDo0oooooooooogoo
OO0000D00O00D UseTemplate 00000000 OCO0OO0OO0O0ODOOO0ODODOOODODOOODOO
00000000 Edie... 00O0O0O0O0DODOO0ODOO0ODOODOOO0ODOOODOODOOOOODOOODOOOOOOd
0000000000000 module load ... [0 source ... [0 export PATH=... 0OOO0O0O
O000mpirun 0000000000000 DODOO0OODOOOODOOOOODOOOODOO

gboboooooboooobooboobogn optionsODO0O00D0OO0O0OO0OO0OO0OOCOOOOOOOODOO
goboobooboobooobobooboobooboooboooboobooobbboob oo
gboboboooboobuoobuoobobb obobboboan

okOOOOoOOO EditProfile00000000O00OOO

9. Submit Remote Job 0 00 0 00O O Queue — Show Usage of Each Queues 00 0000000000000
00o00doooDo0oooooboooooooooooooog
0000000000000 Manage — Edit Profile 0000000000
10. OO0O0O0OD0OCODO0O0O Send & Submir 000000000 0ODO0ODOOODOOODOOOOOODOOO
oooooooooo
Send & Submit I
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ooooOo0OOOOO0oO0bObOOO0oOoooooo IpO0O0O0OoOoOooIDOODODODOO0O0D kNG
gboooooboooo

00000000000 000b0b000b0000DOg Profile — Edit Profile 0 Remote Directory
00000DO0OD0O0DOO0 ODO00OO0DOOO0O0DOd Submit Remote Job 0000 00O Remote Directory
ooooooood

bobooooboobouoboobooobodgbOodn winmos.oODOOOOOO winmos.e U
ooooooboooooboooooo

11. 0000000000000 00 Queue — List Submitted Jobs 00000000000 DOOODOOOOO
ooooo ---0oboooooo

goboooboooboooboobobooooooboooboooboooboooob ---000
goood

2. 000000000000 00O000LO0OO0O00OD00bO00obLO0oUbooDbUooboOoooa
e IsO0O0O
e car 000
e grep 000
e tail 00O 0O
e Get & Open ... 0100

ik I cat  grep tail Get & OpenlogFile | G

000000000 RemoteDirectory 00000000000 O0O0ODOO0ODOOODOODOOO
gbooobobgobobooboooboboboboobobboobobooboobobonoa
oboooooooon

13. 00000000000000000000D0O0O00O000ODO0O0O0O0O000D0O0 GetAllFilesO O
gooooooooo

* | et Al Files

Mirark ankeal -

OO0O0O0000000 Remote Directory 0000000000000 OOOOOODOOOOOOO
gbobooboooboooooboooboobooobooboooooboobooboOobooboOooonoo
gooooooooo

4. 000000000000 bOoboOO0obDOobOOooOoobOoooOoobOoboOoobOoDOoboo

7.3 SubmitJdob O OO OO0 ODOOO

FileODO OO
Revert AllChanges 00 0000000000 O0ODOOOOODOOOOODOO
Save Setting File 000000000000 O00O00OOCOO

Import Setting File OO0 0000000000000 O0O0OOO0ODOOODOO0OODOOOOOODOOOOO
goboboboobooobooobn
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Restore Setting File 00 00000000000 DODODOODOOO0O
Close DO0O0O0O0O0O0OODOOOOO
Profile 0 O OO

Add Profile, Duplicate Profile, Remove Profile 0000000000000 00O0O0O0ODOOOOOOOO
00000 Manage DO OO D0OO0OOOOODOODOOOO

EditProfile 0000000000000 DOO0ODODDOOODOOO SubmitJobOOOOOOOOOODO
goboog

Profile name SubmitJobOD O OO OOOO0O0O0OO0O00O00OO0OO0ODOOOOOOO
Hostname U0 OO O0O0OO0O0O0O0O0DOOO0OOIPOOOOOODOOOOO
Port OO0O0OOD0OODOOOOODOOOOOOOO

Timeout 0000000000000 DOOOOO0OOODOODOOOOOODO [ODOOD]ODOO
gooo

Username U0 00000000000 IDODOOOOOOOOOOOO

Password D OO0 IDOOOOOOOOODOOOONView]DOOODOOODOOODODOODOOODOO
gbooaogo

SSHKey 000000 SSHOOOOOOOOO

Queve D0 0OO00O0O0DOOOODOOOODOOOODDOOOODOOOODOOOOO

Solver 0000 0DOO0O0OODOOOOODOODOOOODODOOO
oboooooooooobooo

ShellSeript 000000000000 DOOODOOOOODOOOODOOO UseDefault OODO
000000000000 O00D0O00 Use Template 0 00000000 Use Template 0 0 00O
000000000 ooo0o0oo00ooooooooooooo0ooooDooooooDooog
0000000o0oooboobOoboboOonDO Add, EditRemove 100000 O0ODOO0O0O

obobooooooooobooooooobboooooooobooobooobooooboooooa
gooo

O0O0OD0O0O0O00000 Winmostar D00 000000DDODO UserPref 0000000000
gboboobooobooboobn

Options 000000000 (gubO0)0D00O00D0OOOOODOOOOO
goodgb ooboobooboooooboooboobooboob oboobooo
googbooobooboobon

Remote Directory O 000000000000 O0O00O0DOOOCOOOOOOOOOOODOODOO
000 (Local User ID/(0O0DOOOO)OOOOO)O0OOO0O0DOO0O0DOOOOOOOLocal User
IDODOOO WindowsOOOOOOOD OO SubmitRemote Job OO D ODOO0O0DOOOOOO
O0OO0OO0ODLocal UserIDOOOOOOOOODODDODDODOOOOOOODODODOODODODODODODODOO
OO000o0000o0O0o0o0ooOoooooOoog/work/dir' JO0OO0OO0O0OOOOODOO
00obooooboboo0oobobb0o0DO (Local User ID)/(ODDOOOODO)/(ODDODOO
0)OooooooooooD ' /work/dir'' JO0D0DO0OO00OOO0O0ODOODOOOO 20000
OO000O@ocal UserID) DO O DOOOOO0DOOOODOODO

gooob ooboobooboobooboobooboobooboob oboobooo

Prefix for Queueing Commands qsub 0 000 0000000000000 DOO0ODOOOOOOO
000000000000 U00oooooooooo
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Test Connection SSHO OO OOOOOODOOOOOOOOOOOOOOOODOODOOOODOO
gooooao

Connection 0 0 0O 0O
Test Connection Using SFTP SSHO OO OOOOOOODOO
0000000 Test Connection 000000000 OOOODODOO

Share SSH Connection Once Established SSHO OO OOOOOOOOOOOOOOSSHOOOO
00o000oooODOo000o00oooobOoo0o0o0oooooDoDoOoooon

OpenPutty Puty O 0 0000000000000 O0OO0OOOOO0OOO0O0OO

Do Not Use Putty for Connection(experimental) Putty D00 Puty OO0 OO ODOO0OOOCOODOO
gooooooooOoO0O0O0000000000000000DOODODODODOOO

JobO OO O

Send Local Files & Submit Job OO0 000000000000 OCOOSFTPOOOOOOODODOO
gbobooobooboooboooboooboobobooooboooooobooobboIbboooonoo
goo

OO000000 Send & Submit OO0 COOO00O0O0OOO0O0ODOOOO

SubmitJob OO0 00000000 OOOOOOOSFTPOOOODOOOODOOOOO

List Files at Remote Directory Remote Directory 00000000000 ODOO
Oo00ooo0O0 sOO00000Oo0o00oDoooooo

Display Remote File Remote Directory 0 00000000000 D0OOCOO0OOO
oooOoO000 ceO0O0OOOODODODODDDODODOOO

Display Last Part of Remote Log File Remote Directory 0 0D 000 O000OO0D0OOOOOOODOO
0000000 wmlO000D0OOO0DOODOOODOO

Search String in Remote Log File Remote Directory 0000 0000000000000 000O00OO
gooOoOoOoOogrepOOOOOODODODODODODOOOOO

Restert Terminated Job D0 0000000000000 0000000O0OO0O0OODOOOOOO
ooooooboooooo

Force Job Finalization 0 0 000000000000 00000000OOO Get All Remote Files O
OO0000000000000000000000000DOO00O0DDO Get All Remote Files
gbooooOobooooboo

Get Remote File and ... Remote Directory 0 D0 O00O0O00 getDODOODOOOODO
OO000000 GetFile& ... 0ODODODOOOOOOOODODODOOO

Queve 0000 OODOOOOO0ODOOOOOOODODOOOOOOODOOOOOODODOOOOO
gbooooooo

List Submitted Jobs D0 000000000000 D0OOOOOO0ODOOOOODOO
obooobOoboooooboboooboobooooobooooonoon

Kill Submitted Job OO0 O 0D0OO0O00D0OO0O00OOO00DOOO0ODOODOOOOOOODOOODODOO
goboooobooIpbooboobobooooon

gbooobooboobooboobooboboboobobboo
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List Submitted JobsinDetail OO0 00 0000000000000 O0OODOOO0OODOOOOOO
gobodoooobooooooobboboooooooooooooa

Show Information of EachQueue 0 0000000000000 DOO0OO0DOOO0DOODOODOO
OO00000000oooooooooooooooooooooonoo

Show Usage of EachQueue 00000000000 DOODOOO
gooodoooobooooobboooooobooooooog

Show Information of AllNodes 0 0 000000000000 O0OOODOOOOODOODOOO
oO0000oo00o0ooooUooooOoooooooooooooonog

00000000 ogoooooUoooooUoooodoooooooooo

Options 0 0 0O 0
Enable AdminMode D000 O00OOO0OO0OOODOOOOODOODOOOOODOO

74 000000DO0O0O0O0OO0OO0DOOOOODO0

oboooooobooboooooboboooboobooboobooboooooboboooboobobobooobooboon
gbooboobobooooobobooobooboooobooboooobobooooonon

gboobooboooboobobooooobooogoo

%WM_USER_ID% O00O00000000000000000 ID
%WM_SOLVER% oooood

%WM_INPUT% Ooooooo

%WM_PREFIX% D00000000000000000
%WM_EXT% O0ooooo0ooooo

%WM_NUM_PROC% CPUMPH O OO

%WM_NUM_THREAD% | Thread O O O

%WM_NUM_PARALLEL% | %WM_NUM_PROC%0 %WM_NUM_THREAD%0 O

75 000 00000000ODOO0O

0000000000 O0OWinmostar 1 0000000 OOOO UserPref\winmos_profile.ini 0000
000000000000V OOO000O0O0o0bO000oO0ooOooboo0oooobooooooooooOoooa

UserPref\winmos_profile.ini > UserPref\winmos_server.ini >
wm_system\RemoteJobdefault_profile.ini

7.6 Windows O O OO QO O4dO

oooooobDOd windowsPCOOODOODOOOOODODOOOOODODODOODODODOOOODODODOOOO
s DO0O0O0O0DOOOpenSSHOOOOODOODOOOOODOOOOOODODO SSHOOOODOOOOOOOOO
- 00000000 Winmostar OO DO0OO0O0O0O0 Winmostar 000000000000 DOOOCOOOOO
gbooooboooood
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e Profile 00000 Queue O JIM(Windows) D O OO OO0
e Winmostar Path D D 00D 0000000000000 0O00 Winmostar D 000000000

s 0000000 DO0DOOOD00O00D000DOUseTemplate 000000000 O0DODOOODOOOOO
OOWindowsDOOOOOOOOOOOOOOOOOOOO

gboobouoboooboobobooooboboooboboooogoo
» Test Connection U 0000000000 O0DOO0DOO0ODOODODOODOOOOODOODOOO

e ListJobs OO OODO0OOOO0ODOOOOODOOOODOOODOOODOOODOOOODOOOOOBOODO
oboooooboooobooboooobooboon

* Delete Job OO OOOODOOOOODOOOODODOOODOODOOO
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8.1 Frangment ER

Fragment ERO 00000000 O0-0000000O0O00O0O0O0O0O0OO0OCOOOOO
gbooobOoboooobooooboboon
ooooooboooooboo NAMDOOODOOO

8.1.1 Fragment ER 0 U

FileODO OO
New Project OO O0O000O0OO0DOODO
Open Project 00000000 O0O0OO
Save Project 00000000000 OOODOO
Save Project As 000000000000 OOOODOOO
Close Fragment EROO0OOOODOO
MDOOOO
NAMD Keywords Setup NAMD O O OO OOOOO ODOOOOO
Run NAMD NAMDOOOOOOOOOOO

Run NAMD On Remote Server NAMD O OO UOOO0O0ODODOOOO0O0000000O00O0O0ODOO
goood

Edit JlogFile NAMD OO OO0ODOOOOODOOOOODOOOODOOOO
Energy Plot NAMD OO OOOODOOOODOOOOOOOOOOOOOOODODOD
Import NAMD Trajectory MDO OO DOOOOODOOOOOO

Clear NAMD Output Files NAMD 0 00 00OO0OD0OO0OOO0DOOODOOOQDOORunNAMD.bat, Run-
NAMD.log, O O dcd, log, coor, namd, vel, xsc, xst D D OO0 O0OO0OOOOO

Analysis 0 00 0O
Calculate Free Energy 0 000D O00O0OD0OOOO0O
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Edit.logFile 0000000000000 DOOOOO0ODOOOOODOOOOODOOD
ImportResult OO0 00000000 0ODO0OOOOOO ODOOOODO DODOOOODO

Clear Analysis Output Files 0 0 000000000000 O0O0O00OOOOODODODO OO FreeEnergy.sh,
FreeEnergy.log, calc_PdP_kai2.out, parameters_fe J O O O, refs,soln 00000000 0O0O0O0O

Tools 0 0 O O
Preferences 0 0000 OO0OO0O0OO

Solution ... 00 O0O00ODOCOOO0ODCOOPDBODOOOODOOOODOODOODOOODOOOODODOOODDOO
oboooOoboooooboboooboboboobooboooooon

SetCore D00 DDOOO0DOOO0OO0ODOOOODOOODOOODDOOSetCore00000OO0O0OOODODO
obooooobooooboobooo

Add OOD0O0OOO0OO0O0O000O0OO00ODODOOODOO00AMOOOODODOOODODOOOODODOODOOOO
obooooOobooooobobooobooboooogobooon

Configure Fragment ERO 000 ODOOD0O0O0O

Check OO0 D0O0ODOOODOODOOOOODOODOODOOOODOODOOODDOODODODOODODOOO
gooo

Setup NAMDOOOOOOO (PDB,PSFOOOO)O0ODOOOODO
Close Fragment ERO 0000000

8.1.2 FragmentER O O OO

Fragment ERO 0000000 0OO0OODOOOO0OO0O0O0O0OOOOO0O0O0OODODODDOO
Solvation

Drop water and solvate for In-protein In-protein 0 0 000000000 OODOOODOOOODOOOO
gjooooooooooooooDo0ooDo00ooo0ooooooooOoOoooDoOoooDo
ooooooooooooooooooooooo

Drop water and solvate for In-aqua In-aqua0 00 0000000000000 QCODOOOOODOOOO
0000000oo00oo0ooDoO00Do00ooo0ooooooooDooooooooDn
000ooooOooooooooooooooo

Distance from solute to cell boundary D0 000000000 D0O0OO0OCOODOOOOOO
Forcefield for Ligands 00 000000000000 OOO0ODOOO
N-terminal modification D 0000 NODOOOOOOOOOO
C-terminal modification OO0 000 COOOO0OOODOOOOO
Import trajectory Interval 00 000 0000000000000 0OD0OO0ODOO0O0OODOOODOOOO
ERmod

# of bins for bindingenergy 0 0 000000000 OOO0OODOO

# of insersions for solute (maxins) ermod D000 maxins OO0 O OO0 OO

# of division of the simulation (engdiv) ermod OO 00 engdivd0 0O OO0 OO

# of OpenMP threads (for local run) ermod OO0 OO0 OO0O0 OpenMPO DO OODOODOOOOOO

# of MPI processes (for remote run) eemod 0000000 MPIOODODODOODOOOOO
OK 0000O00OoDoooooooo
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Cancel D0 0DO0OO0OO0ODOOOOOOO

813 NAMDO DO OODOGOGOOO
NAMDOOO MDOOUODOODODODOODODDOODODOOOODODOODOODOODODOOOooOOog
goo0oooooooobooooooo
Conf OO0 NAMDOOOODOODOODOODOOOOO
numded OO0 O000000OO0OOO0OCODOOOOOO
numlog 00000000000 O0OOO0OOO
temperature U000 0O00O0n-protein 0000000000 0OO0OOOOOOOOO0OOODOODOO
timestep MDO 100000000000 ODOOOO
numstep MDOOUOOOOODODOOOOO
Number of Therad NAMD O OO OO O0O0O0OO0OOOOO
Generate ConfFiles OO0 0000 mamdO0 OO0 O0)000ODOOO
Run OO00OOOOO0OOCODOONAMDOOODOOOOODOOO
Close NAMDO D OOODOGOODOODOOODOO
LoadDefault 000000000 OOOODOODOO
SaveDefault 00D 00000 0OOOO0OOCODOODOODOODOO
ResetDefault O 000000000000 OODOOOOO

814 O0OOODOO
Summary OO0 0000000000000 O0DOOO0ODOOO0DOOODOO0O0OO0O0DOO0O00OO0OO
obooooobooooooobon

log UOO0OOODOOO0OOODOOOOODOODOOO

Excel DOOO0ODOODOOODOODOCSVOOOOOOOoODOobOOoOooooboooboooboooo

Close OOO0O0DOOOOODO

815 000000

NAMD Path NAMDOOODOOOOOOODOOOOOO
Protein Topology Path 00 000000000 0O0O0DO0OODOOOOO
Protein parameter Path 0 000000000000 0O0OCODOOOOO

8.2 DCDFTBMD

oboooboobooooboboooboboooooboboooobooo
obooooOoboooobobooobooboon
DCDFTBMD OO 0O0OO0O0OO0O0DDOOO0 UOCODOOO OO0O0O0ODOOOon
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821 00OO0OOOO

DCDFITBMD O OO O0OOO0OO0ODOOO0ODOODOO okOOOOOoDOOoOOoOonDg

Reset 0000000000 OO0O0O0O0O00OO0SaveO0 00000000000 OLoadd OO0 Save
obooooobooooooboon

Extending Simulation O 000000000 OO0 DOOODO RESTART=TRUE OO 0000
restart 0000000000 0OO0DOOO

000 o0o0ooooooogood
# of Threads OpenMP OO0 000000 DOOO
UseMPI MPIOOOOOOO0O0O0O0O0OMPIOOOOOOOOOO
Basic

Charge 000000000 ODOOO

Multiplicity 0 000 0000000000000

Parameter Set 1000 0000000000000 O0OWiInmostarOO0O0O0O00O0OO0O0OO0O
000000 c:\winmoslO\OOOO prFTRParam 000000000 OOOOOOOO
ddbododboodUprrrParam 00000000 0OOOOOOskOOOOOODOO
J00000000obD0o0o0oooodn c:\winmosl0\DFTBParam\mio-1-1\C-C.
skf 0000000 DOODOOOO00ODO

Open Directory for Parameter Set [1 J [ DFTBParam U 000000000

Reload Parameter Set 00 0 0 DFTBParam 0000000000 DOO Parameter Set 10 0 0O
Oooooooo

Executable 00O 0OO0O0O0O DCDFTBMD D0 ODUOO0OOOOOOOMPIODODODOOOO
dftb_mpiomp_mpich.00.x000 MPIODODOOOOODOODOODOOOOODOOOOO
obooooOoboboooboobooboobobobo PATHODOODODODODOODOODO

Advanced
Method SCCO OO NCCOOOOOOO
THIRDFULL SCCOO0OO0ODOODOOOO 30000000000
DAMPXH X-HOOODOOO SCcCOOOOODOOOOODOODOOOOODOOOOO
MAXITER SCCOOO0O0OO0OO0OOODOOOO
ECONV 000000000000 D0OOOOODOO (atomic unit)
DCONV 00000000000 DOODODOOO (atomic unit)
DISP OO0 DOO0OOOOOOODOOOO
DISPTYPE O 0000000 O0ODOOCOOODOO
DC OOO0OODOOOODOOOd
SUBTYPE 00000000 ODOOOOO
BUFRAD 000J0OO0OO0OOOOOOODOODOODO (angstrom)
DELTAR SUBTYPE=AUTO O OO OOODOOOOODOOOOODOO (angstrom)
OPT/FREQ
OPT JO0ODOOODOODOOOOO
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MAXITER 0000000000 O0O0O0O0OO0OO00ODOO
DCONV D000 DOO0O0O0OD0OO0DOODOODONOO (atomic unit)
FREQ ODOO0O0ODOOOODOO
MD 0000O00O0O0O00D0000

NSTEP 000000000000 Extending Simulation 0 000000000000
gobobooobooboboobobooboobobooboboobooon
gbooobooooo

DELTAT O OOO0O0O0O00O0O0O0 (second)

BATHTEMP NVTOOO NPTOOOOOOOODOODOOOOODOOOOOOO
00 (Kelvin)

Ensemble 00000000000 0OO00OOO

NVTTYPE 000000000000

INITTEMP O OO0O0O000D00O0O0O (Kelvin)

PRINT D0 O0O0ODOO0OO0OO0ODOODOOOOODOOOOODOODOOOOODOn

CALCPRESSURE 000000000 OOCOOO0OO0ODOODOOOOOOODOOO
ooooboooobOoboooooboooooboobooobooonon

Properties
PRINT
MO 000O0O0OO0OO0OO0OODOOO0OmMmOobOOOOO1oogobooo
ATOME 00000000 ODOODOOODOODOOOOOobDOooo
HS 00000000000 00O0O000ooo0oomooogoo1goooood
FORCE 0000000 ODOOOOOOOO
STRESS 0000000 O0ODOODOOODOODOOOODOObOO
Options

Restore Working Directory D 0 0000000000000 DO0O0OOODOOOOODOOO
gbobooboobooboo

8.22 0O
DCDFTBMD OO OO0OO0O00O0O0 O0O0OOOO0O O00O0O0O0000000b00 0o0obooon
gooooooooo
ooooooboooooooboog

« 00D0O00OOD Extending Simulation DO 00000000 O0OODOOOOOOOOOOO
oboooooboooOodeiDO0OO00OO0OO0OO0OO0OO0OOODOOOOOOODOO

* Extending Simulation D 000000000 000000000 OOOOOOOOODODOO
gbooooobobobobooooboboooboboboboboobooboobo
gbooobOooboobg dftb.inp 000000000000 0O0OD0ODOODOOOODO

ooboobooobo0oobO0oobooo0oobo0ooboboOo0n water.deiOO0O0OOOOO/
gbooooobooooboo
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go

ao

decoO QOO

water.dco

DCDFTMD OO OD0OOO0O0O0ODOO

Ubogbdd dftb.outdoogn
gbooooo

gooooood

DCDFTBMD OO OOOOOO0OODOOO0O

water_conf.sh

water.sh ooogooo
O0o0oooooooo
conf000O0O godooooooooooobooooo

ooogono
gboooooo

ooooooon
water_dc_data\

ooooboooooo

goboooobooboooobooooboooboo0obooooooooooobooooooooog

00 00

dftb.inp 000 DCOFTMD O OO0OO0O0OO0OOOO
0o

dftb.out ooo0ooooo

dftb.dat Oo0o0ooooo

traject MDOOOOOOOOOOOOOOO
0o

restart O00o00o0oooo

ggb: ODodoagod

- JO000DO0ODOODODOODODOODODbOODOODOOOODOObOODbOODbOObOOn

8.2. DCDFTBMD
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obooooOobooooobon
-gogboobobboboobooboa

- 000 Gromacs 00000000000 OOOOOOOODOOOONO aaa.gro
000000 _gnx_tmp 000000000 000O0OODOO aaa_gmx_tmp O
ooooad

- J0000000OoobbOObOO0ObObOObO0OOooboobOObOOoOoOoooboObOboOOn

0000000000 DLODOUODOOObDODODODODODODODODO
ooboooooboooboobooooobobooooboooooboooooobooboooooo
gooo

- ggbooboboooobooooobboooobLbboooobbbOooo
gooobo0ooboooboooboobDobUd aaa_gmx_tmp OO OO
aaa_gmx_tmpl 00OOOOO

-0oooboboooboobooooboOoboooobobooono

8.23 DO O0OO (deco)

decDODOOODOOOOODODOOOODODOOOOOO

8.24 00000000 DOO0O (dat)

oboooooboooobooboooobooboon

825 0000000
00oodoo (deo)

decO0OOOOODOOOOODODOOOODOOOODOOOODOOOODODOOODOO
Ubooooobooooboon Animation 00000 ODO0O0OO0ODOOOOO

MD (traject)

dei0 0000 traject 00 000000OMDOOODOOOO0OODOOOOOODOOOOODOO
gboooboobooooboboooobooon
Uo0ooooooo0ooboobnO Animation 00D OO0 ODO0O00OODOODOO

Animation 0O 0 O OO Tools — Mean Square Displacement/Diffusion Constant 0 Tools — Radial
Distribution Function 0 0 0 00000000000 OCO00O0DOOOOO0ODOOOOODOOOOOOO
oo ooooooAmoooob bobboboooo bobobooooo

826 DOODOOOO

gbbooboaoboobuogbooboobobobobbobooboobooobooon
U0o0O000Db0O000000 EnergyPlor 00000 O0OOO0O0ODOODOO
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8.3 Hansen SP & QSPR 1 0 O

ooooobooooooboobooobobooopspOO0bOoOobObOobODbOODbDOoODOO
QSPROODOOODOODOOOOODLOLOOODODLOOOOOO

obooooOoboooobobooobooboon

gbboobooboooooboobooboooboooobooboooooboobooboobooonoo

goooommoog

I. HSpOOO0OODOODOODOOOO0OO0OO0OO0O0OOOO0OOO0ODOODbOODbOODbOObOODbODbOon
gbobooooooobooobooobooooooboooboooooooooooooooooon
gbobooboooobooooboobo 200000000 0bObo00obOoOoOobooobooOoooaon
gbooooboobooboobooooboon

2.000000 CalcHansen SPOO0O0O00O0OODOOO Calc Hansen SP for Polymer 0 0 0 O

ggbgbodad

3.HSPOOOOOOO0O0O0O cesvODOOOOODOOO0OOOOesvO0OOOOOOOOOODOOO
gbooobOoboooooboobodesvOOOoboooonDOoOOOO

ooQ 0o

totHSP
Sqrt((dD14)A2+(dP14)"2+(dH14)"2)
OHildebrand OO0 OOO0OOOOOOOO

dD14 HSPO OO

dP14 HSPO OO

dH14 HSPOOOOO

dHdo14 HSPOOOOOOOOOO

dHac14 HSPOOOOOOOOOOOOO

polym_totHSP

Sqrt((polym_dD14)"2+(polym_dP14)"2+(polym_(
OHildebrand D0 D OO0O00O00OO0OOO

1H14)72)

polym_dD14 HSPOOOOOOOOOOO
polym_dP14 HSPOOOOOODOOOOO
polym_dH14 HSPOOOOOOOOOOOOO

polym_dHdo14

HSpOOOOOOODODODMmMOoOooOOooDoo

polym_dHac14

HSpOOOOOOOOODODOOMmMmOOODOO

o
Boiling Point Ood
Melting point 0o
Log10(Viscosity) oooo

Standard enthalpy of formation

gooobooobgon

Standard Gibbs free energy of formation

ooooboooogon

Surface tension

good

Thermal conductivity

oood

obOoogHHSpOO0OO0OO0O0OO0O0OO0OODOOOOOOOOOOOOOOOOOOOOOODbOODOO
obooboob0puwika0000 DODODOOOOOOOCOOOOO200000000000 1200
gbobooboooboobooboobooboooboobooobooooboobooboooboOooonoag

8.3. Hansen SP & QSPR O 0 O
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OcCH3OOOoOocHR200000000b00b000000bO00b0b0b0o0o0obocobooonoono
gboboobOoboooooboooobooboooooboooo

gooobooooobooboobooooboooboooooobooboobooboobooboooDoo
oobooobooboooobboobooboooobooooobobooboooob boooooooboooog
oobo0oobooooooobooooobooobooesvOOODOOOO0OODODOOOODOOOODOOO
gbobooboooobobooobooooooboobooboooooboobooboboboobOoooo
oo0oooo 20000000 At0D00000DODO0OO

obobobooooobooboboooobooooboboboooooobtd me20 000000
obboooobooOooboboobobOoooOoobobO0Ome2000000000O0C0O0OO0OOOO
gooooo

cd $~dp0

for %%F in (x.mol2) do (
C:\winmoslO\winmostar.exe %%F -s —hsp

)

pause

goobobbooooooooobooooooooobooomooboooooooooooooooom
ooooooDoOo0ooooowebOO0O0O0O0oOoDOOO0O0O0O0O0ODDODOOODOODOOOOO
oboboboooooooooooooooboobooboooboooooooboooboooboOooDoo
00000bDo0o0oobooobD ooOod Microsoft O OO OOLetme fixitmyself D0 OO0 OO
obooooobooooooobon

206 Chapter8. 0O OO


https://support.microsoft.com/en-us/help/175500/error-message-a-script-on-this-page-is-causing-internet-explorer-to-ru

Chapter 9

Jooooobobbood

9.1 ChemDraw/Chem3D 0 00 0O

ChemDraw 000 00000000000 O0O0O00O0O SMILESODO OO0 molJ0O O Winmostar 0 00O O
O00000000Chem3DOO000O0O3000000000000O0OSMILESOOO0 molOOOOOOOO
0000000000000 0000000Chem3D 00 Gaussian 0000 O Winmostar 00000000
oood

9.1.1 ChemDraw OO0 SMILESCO OO0 0OOODODOO

obooooooooooon
1. ChemDraw D 000000000000 Edit— CopyAs —SMILESOOO0O00DOODO

2. Winmostar ] O O0O0 - 00000 —=SMILESODOO0OOODO Enter SMILESODOOODOODOOODOO
gbooobooobooon

3.Import OO0 O00OO0OO0O0O0O0O0O0DOOO0O0ODOODOOOCOODOOOOOOODOOO

9.1.2 ChemDraw O O molO O OO0 OO QOO

gbooooboobooooo

I. ChemDraw DO DO OD00OD0ODOODOODO File— Save AsOOOOOOOMDLMolFileDOOOOOOO
gboooaboooaon

2. Winmostar 000 000000000D0DOOCCODOChemDraw 00000 molOOO00OOO00O0ODOO
ODoOO000DO0OO000D00O0OWmmostar 000000000000 0OO0OO0ODOOOODDOO

9.1.3 Chem3DU 0O GaussianOJ 0O odooooond

gobooboooboooboo

1. Chem3DOOOOOOOOOODOODO File— Save As 0000000 Gaussian Input (.gjf,.gjc) D0 OO
ooooooOooooooo

2. Winmostar U0 000000000000 DODOOOO0OOO00OO0ODOO0OOOOODOODOOODOOOO
goooooooooooobobooobooobooobooooboo
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Jooooboo

101 0000 0OOOOO0ODOOOOOOO

gbooooboboooboobooooboobooooobobooooboobonoo
goooooobooboobobooooobooogoo
gbooooboobooooobobooo
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00o000ooOo SMILESOOOOOOOO0OO0O00
(OpenBabel 0 O O)
dooodooooooooooooooo

-smilesballoon
0000000 SMILESOOOOO0OO0O0OO0000
(Balloon O 00 00)
0000000000000 000000

-smilesbabel

MOPACO OO

-mopacl, -mopac2, -mopac3

(oo oo -0o00ooDoooo0 -oOooo
000 O00O00oOoooo 300 MOPACOOOOO
og)

Ooo0ooOg,O00 -molsv
gogooo -aspect
oogoooooo -adjust
goooooooo -hadd
ooooo -hdel
ogoooooad -clean

GAMESS OO O (RESPO D )D1000000OO0

-resp(0000000O00OODOO 0)

Acpype 000 OAMI-BCCO 10000000
00000000000 00000000

-amlbcc (DO OOOO0OO0O0DOODOO 0)

goooo»oaoaoooboobobbooboboobooobg

-pack (OO0 1000000 (OO0 1000)(O
00200000000 2000yoooooo
O00) @O [glem”3])

LAMMPS OO OOOOOOOOOO

Olmpset 00000 LAMMPSOODOODOOOOO
oboo00d SaveOO00O0OO0O0O0OOO

Olmpset DO OO0O0D0O00O0O0OO0DOOODOOODO

Jammps (0 O0O0O00)(1 000000000000
D000 mpset00000):000000000
0000000000000 0)00000000)
Coo)

LAMMPS O OOOOOOOO
gbooooooooobooooobooo
obooobooobooooooboooonog

Jammpsfile (D00 000000000)@O0000
000000)@00)(@OO000 datad 00000
a)

Gromacs OO0 O0O0O0O00O00OO00O0O
O00O0oboOObO ooooooobooooa
Jod0obooooooooboooooooo

-gromacsfile (U OO O0OO0OOODOOO)@EDODO
oooboo0)@muoo)@ooo greoooo
O0)@UODOOtpOOODOODOO)

gboooboooboobon

-o output_file_extension

10.1. 0000000 OOOOOOOOO0
obooooooooogon
go0o00bo00b00o0n UsertbataDOOOOOOO

-ouftfile output_file_name
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ggdode:
\"C:\\winmosl0\\winmostar.exe\" COO -s -smilesballoon -outfile ethanol.mol2
\"C:\\winmoslO\\winmostar.exe\" \"C:\\winmoslO\\samples\\dbt.dat\" -s -mopacl
\"C:\\winmosl0\\winmostar.exe\" \"C:\\winmosl0\\samples\\dbt.dat\" -s -molsv 1 2.
—~0 0.02
\"C:\\winmoslO\\winmostar.exe\" \"C:\\winmoslO\\samples\\dbt.dat\" -s -o pdb
\"C:\\winmosl0\\winmostar.exe\" \"C:\\winmosl0\\samples\\dbt.dat\" -s —-adjust -

—hadd -clean -o gjf

\"C:\\winmoslO\\winmostar.exe\" \"C:\\winmoslO\\samples\\ch4.mol2\" -s -pack chi4.
—mol2:100:ethanol_aml.mol2:2 0.6 —-outfile ch4_100_etoh_2.mol2
\"C:\\winmoslO0\\winmostar.exe\" \"C:\\winmoslO\\samples\\ch4_100_etoh_2.mol2\" -s_
——lammps "Dreiding" "Minimize (fast):NVT (fast):NPT (fast)" 2
\"C:\\winmosl0\\winmostar.exe\" \"C:\\winmoslO\\samples\\ch4_100_etoh_2.mol2\" -s_
——lammpsfile GAFF SPC/E ch4_100_ethoh_2_auto.data

gobooboobobooboooboobooo

-~O000000000000000 Winmostar 0D DOOOO0DODOSO BATOOOODODDOOOMOPACO
O00000DO000O00OO0DbDO0d Sampless'wmjobsbat OO0 DO OOOODOOO

-sgbo0o-00o0obobooooobobooobooboooo
Gaussian0 GAMESSOO0OO0OO00OO0O0O0O0O0OO0O0O0O0OCOCOO0OO0 OO0 00000000000

10.2 CygwinWM

CygwinWM O O Winmostar J O 0 Cygwin DO OO0O 00000000000 OCODOOODOOOO
ObOo0O0OOWnmostar 00000000 OOOODOO

Ub: 000000000000 cygwinwWMOOOOOOO O0OODOOO

oooooooono oygwinwMODOOOOOO OOOOOOOOOO

O0e:

- J000DO0O0D0OD0O0O0DDOOCygwnWMODOODOODODODOODOODOOOODOO
oooobooooboobooooooo

e Winmostar 1 0 HP O O CygwinWM O ODOOOOOOOOOOOOODOODOODOOOO
ooooooonD —-CgwinWMODOO OOOO0OO0O00O000O0CygwinWMOOODOO
gboboobOoboobooboooooomooooboboooobooom

s CygewinWMUOIOODOOOOODOOOODOOOODOOOOOOOODODODODODODODO
gboooboobooog

000 =-Cygwin0DDOOO0ODCygwinWMODOOOODOOODOOOOOOOOODOOO
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103 000000

10.3.1 Universal Force Field

Winmostar 0 0 0 0 0 0 O 00 Gromacs, LAMMPSO O O 0O O O O Universal Force Fieldd O O OUFFO
dodoooooooooooao

OOOOpenBabel UFFO O OOOOOOO0OO0O0OOCOOOOOOOOOOOOOOCOOOOOO
OO0OO0O0O0000O0O0UFFOO0O000 [Rappel992]00000 atomtype 1000000000
O00O0Coordination 0 000000000 atomtype 100 O0DD0OD0OO0ODODOOpenBabel O
gooooooooooooooo

UFFOOOOO GromacsO LAMMPS OO 0ODOOOOO0ODOOOODOOOODOOOODOOOO
0O 0 0 OBGMX [Garberoglio2012] OO0 OO Gromacs 00O LAMMPS DO DO DOOOOOOOOO
000000000 O Improper torsion 0 0 0 O 0 OLAMMPS O improper_style fourier 0 0 0O O O
Gromacs [0 O 0 harmonic O O O improper_style harmonic0 OO0 OO0 0000

00D0OBGMX 00O 00O O Osquare planarl octahedral D DO OO0 Angle D0 O0O0OO0O0D0OOO
O100000000000DO0O0000DO0O000D0OWINmostar 10 40000000000
obo40000000000000O00O0O0OO00OOO

200000000000 O0ODO0O0ODOODOOODOODOOODOODOO
«2000000000DOOOODODLDOODOODOOOODODOO

s JOOOLAMMPSOOODOOOOODOOOOODOOOOODOOODOODOOOOODOOOO
gbobobOoooobooooon GromacsD LAMMPS DOOOO0OO0OO0O0O0O0O0OO0OOO
gboooao

gbobooooooboobobobobobgo urFO0bO0obO0obOobO0obobobobooobobo
000000000000 0D0000000000 OpenBabel 000000 Angle 000000
obooooOobooooobOobooobOobooo UFrFOO0OO00O0O0O00obO0o0O0oobO0oboon

Winmostar 0 O square planer, octahedral 0 Angle 0 0 0000000000000 Cj g0 O Gromacs
040000000 keue O UFFOOOOOOLAMMPS 0000 Cogro 0 Cupro 000000
ooo

1

Cogro = 7(2 - V2)ka utt
Cigro =0

Crgro =~ (2 = VD)hour
C3.6r0 =0

Cagro = 52~ VDhiu
oo = o

0 0 OGromacs O O OO Impropertorsionangle U0 0 0 0000000000000 )kIOODOOOO
OODLAMMPSOUO0OD0OO0O0MMODOOOOWmmostar 0000000000 DOOOD OGromacs
O LAMMPSOOOO0OO0OO0O0COOO0OO0O0OO0DOODOOOMOO0 Gromacs—LAMMPS 00000
oooo o
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10.3.2 Dreiding
Winmostar J 0 0O 0 00O O 0 O Gromacs, LAMMPSO OO UOOOO Dreiding0DOD0OO0OO0O0OO
ooood

Improper torsion 0 O O O O OGromacs 0 Dreiding0 0O OO0 OO OO OO OGromacs O O harmonic
(funct=2)0 LAMMPS O O improper_styleumbrella D 00000000 O0OOO

Winmostar 0 D00 000000000000000 k¢ gro 0 Gromacs 0000 Ky, O LAMMPS
doo00oooooooooDoooooooooooooD 40000000000 00DOODOO0
aoono

1
Kinp = b} k&gro

104 SDFO OO0 O0OOO

SbrOOooooboobooooobooooobobooooooboooooboboooooboboobooo

1041 SDFOOO0O0OOOO

OO0 D00 SbFO00000000000 Animation 00000 OO0O0OSDFOOOOOOOOO
gbooooobooooooboo

104.2 SDFOOOODOOO

1. 000000 SDFO 00000 Animation 0 0 00O O File — Export All Frames Separately 0 0 0 0O O
gooooOoOoOoOoOoOoOoOOOOODOOOOOOOOODOODODODOOOOOOOOO

- SDFOO0D0OD0D0ODDDDDODODDDODODODDDOOO0O0OO00000000OoOo0ooogg Ani-
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op_read error on left context: Error = -1

op_read error on parent context: Error = -1

unable to read the cmd header on the left context, Error = -1

unable to read the cmd header on the parent context, Error = -1

Error posting readv, An existing connection was forcibly closed by the remote host.(10054)
connection to my parent broken, aborting.

state machine failed.

A.

000000 MPICHD localonly 00O 0O0OO0O000DOCOOO0O0ODOOO0OO0O0ODOOOOODOOOOO
gboobooboooooboooo

gboooOobooboobooooboooobooooMPICHOOODOOOOODODOOOODODOOOOOO
gbooooboooboood

MPICHOOOOOOOOODODOOOOOOOOOOOoOOooOoooOooboooooobooooooboooo

12.8.2 Q. LAMMPS, Quantum ESPRESSO 0 MPICO 0 OO 0O O Unable to open the
HKEY_LOCAL_MACHINE\SOFTWARE\MPICH\SMPD\process\???? registry
key,error 5, 00 00000000000 O0D0O0OD0OODOODOODOOOO

A MPICHOUOOODODOOOOOODODOOOODODODOOOOOoDOOoOOOoODOobooooobobooobooo
oo
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O00000 winmostar 0000000000 DOOOOO0ODOOOOODOOOOODOOOOODOOOOOO
gbooboobooooooboooobobooooobaon

129 00O O0O0OO0OOOO0O0OO

1291 Q.0 000000000000 LinuxODOO0DO0O000000000O0O0OOOOO
0O

A 0d0000OO00bOO0o0obOoooOooboooboooboOoooobooboOooboobOobooOoOoboboobooono
gboooobooogoo

oboooooooboooboooooon

12.9.2 Q. Test Connection O O 000 0000000000000 OO(@MOOOO)O0O
goooao

A00D00OO0OOooOOoooooobobooobooboooboobooo

1. TSUBAME3.0O000SSHOOOOOOOOOOOODOO TSUBAME3. 0O O SSHOOOOOODOOOOO
gbooooboSsHOoooOoooboooooooboooobooooobooboooo

2.000000000D000DOO0O0OOO0OO0O0OO0O0DOO0OODOO0OO0OOO0OO0ODOO0OO0ODOOODOOODbOODbOOO

z.gboooobooboooobobobobobooooboobooooboooooboooobobbooDOoobooon
obo0ooobOoboboobOdbDcache0O00OOO0OO0O0O0O0DOOO0OOODOOOOOOODOOOOODOOO

4. 000000000 Winmostar 00000000000 gqgeub 000000000 O0DOOOOODODOODOO
0000 bOobooOoooOobogoOgd Submit Remote Job 1 00 00O Profile—> Edit Profile... O Prefix for
queueing commands D0 qsub 00 0000000000000 O0O0O0O0OO0OOOOOO00O0OO gsubO0O
0000 /usr/local/bin/qgsub 00 00O O Prefix for queueing commands 0 O /usr/local/bin/0 0 0 0 0 O
opoooo

12.9.3 Q. Test Connection 10 00000 OODO0OCOOWARNINGOOODOOODO
goooooood

oooo
TestConnection 0000 OKOOOOOOOOODOODOOOOOOOOOOO
O00OCOOOOOOODOODOD0O000 TestConnection OO OOOOOOOOOOOOOOOOOO
WARNING: Putty default host name was found in registry.
(\SOFTWARE\SimonTatham\PuTTY\Sessions\Default%20Settings\HostName)

This may cause errors while job submission.

Clear this setting.

A.
goo
00 WARNING O Putty 0 HostName DO 0O OO000000O0OO0OO0OO

Putty 0O0O0 Windows OO DOODOOOO0OD0OO0O0DOOO Winmostar 100000 Putty 0 00O O HostName
ooooooOoooooOoobooooDbooOoooboogoo

goo
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000000000000 Connection — Open Putty 0 O Putty 0 O O O O O O Default Settings 0 HostName [
gooooooooooooOoOODODO

O0DOO0QOOOOQOO Default Settings OO OOOOCO SaveO0O0ODODODODODOODODOOODOOO
@SOoO0OportOO0O0ODOOOOODOOOOODODO)

1294 Q.0 00000COO0O0O00OOO MPICOCMPICHO OpenMPID D0 O0O0OOODOO
00

A 000000000 MPIODDOOOODOMPICHO OpenMPIODMVAPICHOOOOUOODOOOOODOO

000000000000 0D0O000DOsourcedmoduleDexport 0000000000000 O0O0O0DOO
gMpPIDOOODOOOOOOO0DOOOO0
oO000oOo0O00oo0o0oo0O0Od MPIOmpice, mpifo0 0000000000 OOO0O0DCOOO0OO

12.10 MOPAC, CNDO/S, GAMESS, NWChem, Gaussian 0 0O O

12.10.1 Q. MOPACO GAMESS[ GaussianONWChem O O OO OO0 OO OOOOODO
Easy Setup0 000000000 O0OOOOOOHamiltonian(T10 0O O OO Basis
SetC 00000000000 DOO0OO0DOO0DODODODODOOODOOODOOO

A.0000O0o0ooobooobooooooooboooobooobboooooboOobO0obOooboobooDbon
oom*000pMmdf0 00000000000 DOO00O000O00OO000O0O00OO0O0OO0O0O0OO0
oboooooboooooooboooooobooon

12102 Q.00 0000COO0O000000OODODOOOOOO0O0O0DODODODOOOOOOO
gobbobuoooobbbooogobobooooboboooon

A 00O0OO0 rrAAo000000O00DO00

12103 Q. MOPACO 0 000D OODDODOOOOOOOOO

A 00OO0O0OO0OOoOOoo7ooboooocooesenon
Ooboooobooobooodgb MOPAC6D OO DOODOO(MOU42000)0000000DO00O0OODOO
obooooog

Winmostar 0 MOPAC2016 D0 0O OD0OOOOO
MOPAC2016 00 O00D0OO0O00ODOOODOOOO0ODODOOOODOOOODDOO
MOLSIS O 0 MOPAC2016 0O O OO

12.10.4 Q. MOPACCI D OO0 ATOMS **, **, AND ** ARE WITHIN .**** ANGSTROMS OF
ASTRAIGHTLINEO OO OOOOOODOODOOO

oood
ooobooOo3b00000oobo0oooobooooooboboooooboon
CALCULATION ABANDONED AT THIS POINT
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THREE ATOMS BEING USED TO DEFINE THE

COORDINATES OF A FOURTH ATOM, WHOSE BOND-ANGLE IS

NOT ZERO OR 180 DEGREEES, ARE IN AN ALMOST STRAIGHT

LINE. THERE IS A HIGH PROBABILITY THAT THE

COORDINATES OF THE ATOM WILL BE INCORRECT.

THE FAULTY ATOM IS ATOM NUMBER 69

oood

ATOMS 68, 57, AND 54 ARE WITHIN .0134 ANGSTROMS OF A STRAIGHT LINE
obooog

A.
o000 180° 00000000 Z-MatrixOOOOODOOOOODOOOODOO

oboobooobooboooooboooobobooooboboboOz-MatrixOO 180°00000O0O0ODO0O
oboooooooon

Z-Matrix U0 000000000 D0O0O0O0OO0O0DOO000O0DO0000OXYZOOoooooooboooooo
oboooobooooodo

oboooo30bo0o0ooooboobooboboboooobo XXooooooooboooooobooooo
Z-Matrix U0 00000000 OOODOO,

gobobooboobooboog

12.10.5 Q. MOPACC 0 0 00 00O 0O OO UNRECOGNIZED KEY-WORDS: ( PM6L1 O O
O0000O0O0)yYoooooooooooobooooooo

A.MOPACOOOOODODODO Hamiltonian=AM1 000 0000000000000 MOPACOODODOOO
gboobooboooboobobooooboobooobooboooobooo

Winmostar U0 O OO0 MOPACOODOOODOOOOOOOOO OOOOOOODOOO OOO0O0OOO0O000O0
gbooooboooooboooon

00000000000 0000000 0000000000000
12.10.6 Q. WinmostarJ O 00 MOPAC D OO OOocCcosSMOO OO O OoOoOoOoooo

gogboobobooogn

A. Winmostar U0 OO0 MOPACO DO DOOOcCoSMOOOooooooooooMorpPACODOOODOOODO
oo0ooooboo0ooobD GAMESSOOODOOOO0OO0DOO0oOoOOnOOg

12.10.7 Q. Winmostar 0 0 0 0 0 MOPAC(MOPAC2016 0 0 )0 000D 0O0O0DOOODODO
goboboboooooon

A. MOPACSetwpO OO OO0 ALLVECSOOOODOOOOOODOOOODODOOOOOOODOOOOOOOOO

12.10.8 Q. CNDO/S 0 Method=INDO O OO0 OOO0OO0OOOOOOOOO

A FO000000000O0000 Method=INDOOODOOOODOOOODO
Method=CNDO O OO OOGAMESSOOO0OO0O0OOOOOOOOODOOO

236 Chapter12. 0000000000000 O0O0OOO



Winmostar™ User Manual, O 00O 10.8.2

12.10.9 Q. GAMESS, Gaussian, NWChem O ESPO 0000000000 300000
gobbobuoooobbodao

A.Windows 0 Gaussian 000000000000 OOCube 00000 0OO0DOOODOODONO CubegenD OO
000000 Cubegen OO O DOOO0OOD0OO0D00O0O0D0OGaussianO00000O0 CubegenDOOOODO0O
oooboooOoooboooOooDooooDboboooo

U0000 Winmostar O O cube DD DO OODOOOOONOpenCubegenD D 0O DOOOOOOOO

12.10.10 Q. GAMESS 0 0 0 0 O O * ERROR: MEMORY REQUEST EXCEEDS AVAIL-
ABLE MEMORYO O OOOOOOOOOOOOOOOOOOOO

A 0ooooboobooooboobooooobooooboobooboOobOobon

GAMESS 00O O0OU0OO0OO0OOODODODODODO AdvancedDOOSSYSTEM OO MWORDSOOOOOOOOOOO
ooo

12.10.11 Q. Windows 0 GAMESS O 0 0 0000000000000 DODOO0O000DOOO
gobobbbbbbbobudooooogobobbbbbboouoooooon
goboo

A D00 U0Ooooooob ooboobooobobooooboboooDobobobobDOobboooOoDbOobo
oboooooo
I. GAMESSOOUOOUODOODODO —Remove OO —GAMESS OO ODOODOOOO

2. Windows OO =000 - 000000 —Microsoft MPIO O 0 —Microsoft MPID OO O0ODO
ooo

3. Winmostar 000000000000 OWindows GAMESSOOOOODOOOOOOOOOOOOO
GAMESS O MS-MPIO OO OOOOO

O0OOGAMESSOO0OODOOOOODOODOOODNODO mpiexec ...(O O)... server rejected credentialsC] 0 O O O
ooobOoooobooooDbDoOoooDbobOooon

12.10.12 Q.GAMESS O OO 0OO0O1000000000O0 OO WARNING. NUMBER OF IN-
TERNAL COORDINATES IS GREATER THAN (3N-6), BUT NO SYMMETRY
COORDINATES AREGIVEN.C O OOOOOOOOO0DOOOO

A0D0O0 1000000000 Zmatrix O O0O00O00OO0O0OO0ODO0OOOCODOODOOOOODOO
O00000DOO0O0O0OD00OCOORD=UNIQUEOODOOODOOOOODOO
Wimostar 0 GAMESS OO 000000000 O00O0O0OO0OCOORDO UNIQUEDOOOODOOOODO

12.10.13 Q. GAMESS C O O OO *** ERROR **** PCM SPHERE(S) MUST HAVE A
POSITIVERADIUS D00 0OO0O0DODOOODODODO

A.Cavity 000 GAMESSO0OOO0D000000COO0O0000O00OOOO0O000OOO
Cavity 00000 ODOO0ODOOOSPCMOODOODODOOCOOOOO0ONOOOOOOOONOOO
$PCMCAV RIN(13)=1.55, RIN(15)=1.55 $SEND

00000 13000 15000000 CavityDODODOOO00O0O
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12.10.14 Q. GAMESS 0 0 O 0 0 O ERROR: BAD DELOCALIZED COORDINATES
GENERATED!'O O OO OO0OO0O0OODOCOOOOOOOO

A.Wimostar 0 GAMESSOO0O0O0000000000000ZMatixO0OOOO —>$ZMATOODOOOODO
googobood

12.10.15 Q. GAMESSO NMRO OO OJOOOUOUOOOORUNTYP=NMRO O OO OODO
gobobooggd

A.GAMESS O NMROOUOOODO Hartree-Fock D0 ODOOO0O000ODO0O0O0ODFTOOOOOODODOOOODO

OOO0OGAMESSO NMROOOOOOOODOOOOOOODDODODOO NWChemOd GaussianO OO OO0
gbooooog

00000 Winmostar 1 0 GAMESSOOOOOOOOOOSetupOOOOOO Advanced d O O $SCF O O
DIRSCFOO0OOO0O0OOOoooooooan

obooooboboooboobooooboo1obooooooo
gobgoboooboooboobooboobobboboobooboobooboboon

12.10.16 Q. GAMESS [ Difftuse0 00000 SCFOOOODOOOOOO

A. GAMESS Setup 0 Basic D OO S$SCONTRLO OO0 Others 0O ICUT=1100000020000000
oooooooo@oo)yooooooo

121017 Q. 0000000 DOO0OFirefly O optimaize 0 00O OO0 0O UVvis...O OO
00 0O ******* js not valid floating pointvalueO O 0000000000

A 00000 631+G*I diffuse 00 +0 000000000000 OOODOOOOODOOOOOOOO
gbooooobooobooboobooooboboooooooooo===+go0oobonog

oboooooooo

l.e31G*x0 000000

2.6-31+G*0 0000000 0Frefly 0000 GAMESSODOOOO
gooooooo

obooooopDono GAMESSOOOODOOOoOO
Firefly 0 GAMESSOOO0ODOOO0OOO0OOO0O00DOOOO0ODOOOO
Firefly 0 GAMESSOOOOO0OOO0OO0OO0OO0OO0O0OOO0OOOOOOO0O0

12.10.18 Q. NWChem 0 0 0 00 O O O O Please specify an authentication passphrase
forsmpd: 00000000000 O0OODOOO0O

AMPICHR2O0 000000000 DOOOOpassphrasel D0 00000000 0ODOOOOODOOOOODOO
goodd
oooooooboooooboooMPICHR2O000000D000O0O0DOOO0ODODOOOODOODOOODOODOO
gobooboooon

ooooDoOoMPICHR20 0000000000 smpdD00000OMPICH20000000000 smpd O
goboboooboobooobod

238 Chapter12. 0000000000000 O0O0OOO



Winmostar™ User Manual, O 00O 10.8.2

12.10.19 Q. NWChem U 0 0 O O O sym_geom_project: sym_center_map is incon-
sistent with requested accuracy0 0 0000000000000 O0O0O

A.O00NWChemOODOODOOOOOODO00OO0O00D0000000000O0000O0 OO0 Winmostar 000
000000 [0000000]00000 [Analyze]J 000 [Symmetrize] 00 000000000000
00000000000O00000 10000000000000000000000000

12.10.20 Q.NWChem O O OO OO OOOOCOOOOOOODODO

A.NWChem Setup O 0 0O 00O Advanced O 00 O Other Settings 0 [
€OsSmo

solvent o o o

end

03000000000000c00c 00000000000 DODODODO0ODODODOODDODOOOO
https://nwchemgit.github.io/COSMO-Solvation-Model.html#solvents-list-solvent-keyword 0 0 0 O 0 O O O

12.10.21 Q. GaussianO0 O 000000000000 OOOOOOO0OOOO

A 00000000 Gaussian OO DOOO20000000000000000 GaussianOODOOOOODOO
00000000 Gaussian OO OO Winmostar J 20000 Gaussian OO OO DOOOOO0OODOOOOODO
000oo0oO0oO0oDb000000 %nproec O OO %nprocsharedd O 1 0 0 O 0O O O Winmostar JM 00 Max Cores O 1 0
oooooogooo

12.10.22 Q. GaussianU log0 0000000000 COOOO0O((@O)DoOooooOO
gbobobooogn

A 0000 Gaussian OO DO OOOODO pop=full 0 gfprint OO0 OO0 00000 OOOODOOO

Gaussian OO O DO0OO0O00O00O0O00 Winmostar 0 0000000000000 O000O0OO00O0ODOOD
Winmostar U D OO0 O O000OD0O00O0D0O0O0OO0O0O0OO0O0O0O0Opop=fullD giprint 00000000000
oboooboooobooboooobooboobooDoobooOobDOpop=fulld gfprint0 00000000
obooooooooon

12.10.23 Q. Gaussian0 chk O OO0 0000000000000 OODOOOOOOOOOO

A OD0O0O0O0OODOOO0OO0OO SubmitJobODO OO OO [Advance] 0 000 00D OO [Delete *.chk] 0 00000
OO0 chkOOODOOOOODOOO0OchkODOOOODOODOO0O0O0OO0DOODOOODOODO0O0ODO chkODOOO
oboobooobooboooogo

-Linkl-0 0000000000000 0DOO000O0DO0bOO0OO0Db0oo0ob0OoDo

12.11 Gromacs, LAMMPS O O 0O O

12111 Q.U O00000OO0O000000OO0ODOOOOOOO00OODOOOOOO

A000oO0ooooOoboooooboboogooDooooooboboooDOobOoobooDOobooooobobo
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gbooooboboooooboooobobooooboboooooboooooan
obooooboooooooboooobobooobooboboooonoo

goboboobooboooboobooboobobbobooboobooboobobooboboobooba
gobogboboaoboaobodaoad

oooooooboooooboobooboobooooboooooboboboooDOoooooD c0obooooboo
gobogoooon

gboobooboooooboobooooboboboobobooooobooooboOobooooobOoobooon
gboooooboooooboobooooboboooobooboooboo

gbooobooboboooooboooobooboooboobooboooobobooboobooboobooboon
goooooooooooobooooobooboooogoboobooooboooobobobooooDboooboo
gobooobooboboobooboobooboo

gbooboobobooooobooooboboooobobooooobooooboOoboooboog

12112 Q. MDOODOD0O0OO SHAKEO O OO OODODODO0ODODO0O000oooooooooo
gobbbuoooboboboooobobuoooooon

A.SHAKEOORATTLEOOLINCSOOSETTLEO O OOOOO0OOOOOO0OO0OOO0DOOOO0OOOOOO0O
gboooobooooobooooboboooboobooobooboboooobooboooboOobobooono
gbooboobobooooobooooboboobooboobooooobon

gbooooboboooooboboooboobooooobooboooobobooooboobooobooboon
gbooobooboboooooboooobooboooboobooboooobobooboobooboobooboon
obooooooboooooobooboooobobboooobobooboooOoo

gbooooboboooobooooboobooboobooboooobobooboobooboobooboo
gboobooboooooboooo

gbooooboboooooboboooboobooooobooboooobobooooboobooobooboon
gboooboobooboooboobooooboboooobooooogo

12113 Q. MDOOO0O0O0ODO0D000D0O0D0D00O0D0OO0O0OODOOOOOODOODDOODOD
goboboboooobboboooobobobooaon

A000OO0OO0oOO0bOOoOooobOoooOoobOOobOOooboobOOobOoooOobOobooboog

O000OGromacsOLAMMPS DO 0O DO0OD0O0O0ODOOODOOO0ODO0OO0ODOOODOOOOOODOOODOODOOO
gobobboobboobooboobuoobuoobooboobobbobboobooa

gobobooboobooboobooboobobbobooboobooboobooboobooboboobooba
goo

gboooooooooboooboobooboobooboob b0 -oboobooboobO boooobooo
goooogoo

12.11.4 Q.[MD]-[C 0000000 OCO]000O0O OO Topology file not foundd 0O 0 0 O
godooboooooooooooooonn

A 000000D0OO000000DO00 Acpypel 00 0O00DOOO0OOODOOOOOOMOODO
Jcharge tmp 0000000 logODO0O0O00sqmount0 0000000000000 OO0OOOODODOOO
gooooMorPACO QMU UOODOOOODODOOODOODOOOODO
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12115 Q.00 0000000000000 DOOCOOO0O00oooooDooOoooOoUOOoo

A. 00000000 GAFF, OPLS-AA/L+GAFF U O 0D 000000000000 O0O0OOOO0Ooooooon
0O 0O O GAFF, OPLS-AA/L+GAFFO OO0 acpype O OO 0O0O0OOacpype U O OO OOOOOOODOO
oooo1ogowocoo0oooooooooOseoooobooooobooooobobooooDn
O00o0oooooo0ooooooooooOobo0o0o0oooOObO0o000oo0oo0oboD000nd Winmostar O
booobobooooboboooboobooooboobooooboon

12116 Q.U 00000OC0COO0O0000ODODOOOOODODOOCOOOOOOO

A D0D0O0OO0OODOOD00OO0O0DO0O0OD Acpype 00000 D0OO0DOOODOODOOOMOOODO] top_tmp
oboooodbDlegdOOO0O0OOsqmount00 0000000000000 O0DOOOOOOOOOOCOODOO
UFFO Dreiding0 00 000000DOO0OODOOOOOO

12.11.7 Q. Gromacs, LAMMPSO 0 O 0000000000 DOOOOOOOOOO

A0l0000OO0O0OOooOoOoobOOoOooOoOobOoOooooobooobOOoOoboOoboooOoOoboOoOobboOobooonoo
gbooooboooon

Winmostar J Gromacs, LAMMPS OO O000000000D000O0O0O0OO0DOO0O0OCODOO0DO0O0OOODOO0OO0
gboooooooooo
gobobobooboooboobuooboobobbobooboobooboobgbooobooboaonoa
oboooobobooooobobooobobooogooo
goboboobooboooboobooboobobbobooboobooboobobooboboobooba
goboboaoboooabooobood

Winmostar 0 Quantum ESPRESSOO 00000000 OOOOOOO0OOODOOOOODOODOOOOODOOn
gobobooboooboobooo
gboooboobobooooobooooboboooboooboobooooobobooobooboooooboOoboon
goboboobood

gboooobobooooobooooboboobooboobooooobon

12118 Q.0 000000 ODDODOOODOMDOODUOODOOOOOODOODODOODODODOD
Oo0ooooMDODDOOODDDODOODODOOODDOOOO

A0l0000OO00OO0ooO0oooooOooooobOooobOboobooOoOoOoOoOobooobOOobOoOoOobboobooonoo
gbooooMboOobOoOoooooboooMMbOOOooOOooOooooOoboooooboooooooboo
000000000000 [Direction]-[Interval | D0 0000000000 D0OO0OO0O0O0ODODOOOOOO
gooooooo

12119 Q. UOOJOONPTOOOOONPHOOODODOODODODODODOODOOOOOOOOODO
goooboogdgn

A 0l000OO00O0OO0obOoobOooooboOobOoobobooboooboooOoOoboobOoboOoOoboOooboono
gbooobooboboooooboooobooboooboobooboooobobooboobooboobooboon
ooooooooboooooboboooobooboobogooobooooobobboooDobobobooboDoboo
gboooooobooobooobooboooobooooobooboooboobooooboboboooDoboooobooOoo
oboooobobooooobobooooboooobooboooooboooooobooboooboOoobooon
booooboboooooboooobobooooboobooooobOoooooOoboooooboOoobooon
oooboooooooOoooDbooooDbooooobooboOooosooboo@ooboooooOobOonoDDOoO
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()OO DOOO Parrinello-Rahman(Nose-Hoover) DO OO0 Berendsen 0 0 000000 ®@)ODOOOOOO0O
oo0bo0ooOo@oooo0dooooo0DbO0o0bO0o0obO0oDo00oDoooDoooDoooDooobOOoooDbog

12.11.10 Q. LAMMPS, Gromacs 0 0 00000 0-00000000000000000O
goboboooobobobuoooobo

A 000OO0O0OO0O0OO0O0O0-00b00b0O0O0O00obO0O0O0O0OOobOoOoOoOobOOobOOoOooobOOoboooogon
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Winmostar U O OO OO0O0O0OO0OO0O0OOO
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gbobodgbogbooboboobobuoouobobuoobooboobobuoooobobuooooboaoboa
oboooobooboooooboboooboobooooboOobooooobobooooboOobooooooboOooo

oboooobD0ooboo0oobo0oooDoobooboOobDOobOboOnQuantum ESPRESSOO O OOODOOO
gobooboooon

00000000 Quantum ESPRESSO 0 Lowdin 0000000000000 O000O00DOOLowdinOD
gooooooboooboooooobobboboobooooobUobOoooDobOobobOOobODobDOoooDOoDbO
LowdnOOOOO0OOO0O0OD0OO0O0OO0ODOO0DOOOOODOOOOOO

LJoo00o0o0o0o0oboo0o00ooooO0oooDreiding, UFF, CLAYFFOOOODOOOODOOOOODDO
Force Matching U 00000000000 0OOOOOOO

boooboooboooobo-0cooboooooboooboooboooOoobobooboobbooboobooobooon
goood
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