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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 =oF (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)

13. 000D0DODOOOOODO 15



Winmostar™ User Manual, 0 OO 0O 9.4.1

(Ooo0oooooog)

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)

13. 000D0DODOOOOODO

17



Winmostar™ User Manual, 0 OO 0O 9.4.1

(Ooo0oooooog)

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)
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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.
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RM1 MOPAC 2007

AM1 EXTER- | MOPAC 7.1, MOPAC 93, MOPAC 97, MOPAC 2000, MOPAC 2002,

NAL=RM1.rm1 MOPAC 2006, MOPAC 2009, MOPAC 2012

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 O0OOO0OOO0OOO

EF EF (Eigen Vector Following) D000 O0O0OD0OOOOOOODOO
TS OO0O000OO0O0oO00d

FORCE 0 00O0OOOODOOO

ISCF 1000 SCFO0O0DOO0ooomooooooooooom

6.5. 000 QM— MOPAC OO OO
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IRC OO0O0OOO0OOODOOO0OOO0O0ODbOObOOUODObDOOboODOo
IRC=1 100000000000 000D00OD0OO00O0O0ODO0O0OO0OOOoOn
IRC=-1 10000000000DO00D0O0ODOODOO00OOODOOOOOOOO
Charge 0 O0OO0O00OODOO
Multiplicity 0000000000
OPEN 00 00O0O0DOOO0OO0OODOODOODODOODOODOO
MM
MMOK CONHOOOODOODOODOOOOO
NOMM CONHOOOOUODODODOOOOOOOOO
GNORM OO00OO00OD0ODOOODOODOOOOOOOO
LARGE O00O0O0OO0OODOODOOOOODOODOOO
GRAPH 00000000D0DOOOO0OOOO0OOOOO0ODOOOOOI GPAGH/GRAPHF)
EXTERNAL 000000000000 O0ODOOOOOOODOOOO0
STEP 000000000000 ODOOOOOOOd
POINT OO0OO0OUODOODOOOCOODOODOODOODODO
STEP12 0000000 O0O0O0OOOOODOOOO0OO
POINT12 0D O00DOOO0OOCOOODOOODOODOODOOOO
AUX 000000000 0DO0000 AuUXOoooooooooo
BONDS 0 O0OCOO00O0ODOOOODOOOO
ENPART 000000 10000020000000000000000000000
ESP 00 000CO0OODOOODOODOO
EXCITED D O00OO0OO0O0O0ODOOO0OD0OODOODOO
GEO-OK 0000000000 0oooooonooooguooooo
NOINTER OO0 0O0OO0OD0OODOOOO
OLDFPC O O00O0OODOOO MOPACOOUOODOODOODOOODOODOO
POLAR OOOOOODOODOO
PRECISE 00000 O0O 10000000000
SYMMETRY 00000000 OO0O0DOO0OOODOOOOOO
UHF 000 Hartree-Fock OO0 OOO0O0OO0O
VECTORS 0000000000000 DOOOOOODOOO
XYZ XyzO0OOooooooooooooo
Others OO0 O0OOOOOODOOODOODODO

6.5.2 0 0000OOOODO

gboo MorPACOOOOOOODOOOOODOOOODOOOOOOODOOOOODnOD
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6.5.3 (1) MOP6W70 [ [, (2) MOP7W70 I U, (3) MOPACX [ [J

oobooobooogoMorPACOODODODOOODOOOODOOOOOOOOOODODOD MOPAC
oboooOooboooooboooooMoPACOODOOOOOOODOOOOO MOPACOODOO
ooo

gboooboobooboob oboobobooobobo oobibod ZMatrix0O0O0O 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
oooooooboooooooboon

oobooobooobo0oobooobo0oobooboo0ooDb0o0D water.dat0ooooogy
oboooooboooonbon

go g
oobooobooboooboooooboooo

out o

water.out

ooboobooboobooobood
arcunogno

water.arc

mgf 0000 00000 GRAPHODOOOOOGOOO
goooboobooboobooooo
god

googooon oooooooboooa

water_temp\

6.54 00O OO0 (out)

outJO0O00OO0O0O00OD0OO0O0O0ODOODOOOO

6.5.5 0 O0O0O0O (out)

arccU0000O0OD0OOOOOODOOODOOOO0

6.56 0000,0000 (mgf)

mgf 00 000000000000 000DO0OO

6.5. 000 QM— MOPAC OO OO 63
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bbb dcGerarpEHFUOO000O0O0O0CO0O0O0O0O0O000000O0COOOO00O00O00 Energy Level
Diagram OO0 000 ,MOPlotOO0DO0O0O ODOOCOODOODOO

6.5.7 0O O (arc)

accU0O0OO00O0OO0O0OOO0OO0OOOO0OOOOOO00bOOd
00 -000/400 -Mulliken0DO 000000000 O0O0OODOOO

6.58 0O OOOODO (arc)

arc00000O00O0O0CODOOOOCOOODOOOOODOO0OOO0O0
goooboooboooboobd Animation 00000 DO0ODOO0ODOODOO

6.5.9 0000000 (IRC,STEP)(out)

outJO0OOOO0O0OOIRCOODOOOOOOOOOOOODOOO
Ubooooobooooboon Animation 00000 ODO0O0O0ODOOOOO

6.510 0000000 (out)

outOOO00O0oOoonooooooooROoOobOobbOOoboonn

goboO0ooobooooboboooobo0oobo0ooobOoooooooOoooDoao IR Spectrum
gboooobooooobooooo

6.5.11 D 0OO0O0O0OO0OODOOO

oooooooboooooooMOPACOODOOOO Winmostar Job Manager 000000000
oboboooooMorPACOODOOOOODOODOD Winmostar 00O 00O ODOOMOPACOODOO
oooooooooooooooboooooo

bbb -0Oo0ob obobooobooboboooobooboooo

6.6 J0OQUW— CNDO/SODODODO

CNDO/SOUOO0OO0OoOonOoboooonogo

CNDO/SODODDDODO Winmostar I O OO OO OOOOCNDO/SSOOOO0OOOOOOOODDOOOO
oooogJCeEOO DO O0O0O0OOODOOo0oo0nouoonoonDoon pos300 0000 0OWinmostar
ooboo0oobobooobooooooooopog3noonoono 0ob 0000000 OdcNDO/S
OO0000D cndosw.exeOO gfortran 000 O0000O00OO0DOO
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6.6.1 0000000
CNDO/SSOOD000DO00DO0O000D0O00D0O0D0O0D0O0D0O0 RenO0OOOOOOOO
0o0o00ooOobOooboOookOODOOOOOoOoOoooo
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 dO000O0OO0O kappa 00O O0DOOOODO
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

Ist0000
water.lst

ubodaboodgooaon

oooooood
water.cnd_temp\

ooooboooooo

6.6.4 00000 (Ist)

Ist0D0000000000000b00000

6.6.5 UV-VisO OO OO

st0000000D00UuUvV-vVisOOOOOOOooOoooooboooo
0000000000000 UV-VisSpectrum 00 000 |, Energy Level Diagram OO0 000 , MO

PlorOOO0OO OD0ODOOOODOO

6.7 QM — GAMESS 0 0O O O

GAMESS O OO0OO0OO0OO0OO0OO0O00

GAMESS O OOO0OO0O0O0O0O000 GAMESSOUOUOOOOODOOOO0O0OO0O0OO0OOGAMESSOO
obooooobooooobooboooboboooooo

6.71 00OO0OOOO

GAMESS O O0OO0OO0OO0O0O0O0ODOO00OOO0O0O0OO0oOoDO0oDb0bO00bD O ODbOoOOOO
gboooboooboobgokbgobooobooboon

RenO00O0000000D00OO0O0OO (1) GAMESSO O, (2)GAMESSO O OD0O00OO0O00OO0OO

Reset 000000000000 ODODOOOOSaveasDefault 0000000000000 OOOO
0000000000 Save as Default — Clear Default Settings 0 0 0000000000 0O0OO0O

gbooobooobood

EasySetup OO OOO00D00OOO0ODOO
NCPUS O0DODOOOOODOO

NODES (FireFly) OO0 0000000000000 DOOOOODOOD

Basic 0 O
$CONTRL

ICHARG OD0OO0OOO00OOODO
MULT OOD0O0OOO0ODOOO
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SCFTYP SCFOOOOOO0OO0OOOOO

RUNTYP OO OOO0ODODOOO

COORD JO00O0OO0OOOOOOOODODOOO
MAXIT SCFOOO0O0ODOOOO0ODOOoOooooO
NZVAR 0000000000000

EXETYP U0 0000000000000 DOO0OO0O00O0OO0O0ODO00OO0O CHECKODO
ugbogd

NOSYM 0 0OO0OO0OO0O0ODOOOO0O0OOOO0O0OODOOOooOoOoO
NPRINT OOOO00O0O0O0OO0DOOD

LOCAL D0DOO00O00ODO0O0O00ODO0DbmooOOobOo o=0000
ECP Pseudopotential 0 00 0000

DFTITYP 0 0O0OO0O00DOOOODOOOODOO

TDDFT OO0 0O (Time-dependent) DFTO 0 OO0 00O OODOOOODOOOODOOODOO
gboooobooo

Others 0000000000 OOOOOO
$BASIS

BasisSet 00000000 DODOOOGBASISONGAUSSONDFUNCONFFUNCO DIFFSPO
DIFFSOO000000

GBASIS 0 O0OO0OO0O0OOOO
NGAUSS Gaussian 00O 0O
EXTFIL 0 0000000000000 00000O0O
NDFUNC OO0 d-0D0000D0
NFFUNC ODOO0O0O-000000
NPFUNC 000 p-OOOOOO
DIFFSP sp-diffuse 0000 000O0000O0CO
DIFFS sdiffuse 0000000000000
Others D0 O0DO0OO0OOO0O0DDOOOODO
Advance [ [

$SYSTEM
TIMLIM 0000000000000 60000
MWORDS 0000000 000000 1MWO
Others OO0 O0O0OOOOODODOOOODOO

$SCF
DIRSCF O DOO0O0O SCFODODOOOODODOOO0ODOOoOooooOo
DAMP Fock 00O OODO OO QO ODavidson damping D 0 OO0 OO0
CONV SCFOO0OOoO0OooopoooopooooopooomoooDoo 1.0b-050
Others DO O0DO0OO0OOO0O0DODOOOODO
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$GUESS
GUESS 0 00000ooooooooooon
Others OO0 O0OOO0OOODOOODOODODO
$STATPT
NSTEP 00000000 DOOCO00ODOO00O0DOmOoOooooO 200
OPTTOL 00000000 OD0OODOODOOIDOOODOOO 0.0001 Hartree/Bohr(
METHOD O 00000000 ODOOOOOOODOO
HESS Hessian OO OOOOOOODOODOO
Others OO0 O0O0OOOO0ODODOOOODOO
Z-Matrix Z-Matrix 000000000
DFT
$DFT
LC 000000000000 000000mMBLYR,BOPOO BVWNDO OO OODO
MU 0000000 O0ODO0OOO0O0O0O0ODO00OOCODOOOOO 0330
Others OO0 O0OOOOOODOODOODODO
$TDDFT
NSTATE 00000000000 O0DOO0OOO)OOOODOOOO

NRAD OO0O0OO0O0OO0O0O0O0O0OOOOOOOOO0ODODOOOOOOOOOOmOOO0O
0 480

NLEB 000000000DDOO0O00DOMmMOO00O0OO0 1100
Others OO0 OO0OOOOODODOOOODO

6.72 0 0000O0OOODO

000 GAMESSOOOOOOOOOO0ODOO0O0OO0O0OO0OO0O0oobOOobooOoocooooo

6.73 punchOODOODOOODOODO
$VEC from punch

$VECU punch OO0 OO O0OOOOOOOO

$HESS from punch

$HESSO punch OO 0OOOODODODODODOOO
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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 GAMESSODOOOOOOOODODODOOO
ooooobOob0 -0000 0000000 OCO0O0O00O0000000(I)GAMESSO O
,(2)GAMESSO O ODOOFrefly DO OOO0OOO00O0 GAMESSODOOOOOOOOOOODOO
gboooboobooobooboboooobooogd

0000000000000 D0000 ($BASIS EXTFIL=.T. )J basis.lib O GAMESS O
EXEOOODODOOOODOODOODOO0OOO0ODOWInGAMESSOOOOO runscript.cshOOdO
setenv EXTBAS ../basis.lib0000000

O0000ooooooooDoO0o0O0oO0oD000b0DoO0O0OD00 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 ODO0OD0OO0ODOODOO

6.7.7 0000, UV-Vis, 0 0, NMR

ot 00 O0O00OOO0OO0DOOOO,UV-Vis, 0OO,NMROOOOOOOODOOOOO

6.7. QM — GAMESS 0D 00O

69



Winmostar™ User Manual, 0 OO 0O 9.4.1

oo0o0oo0o000oooO0 00 -000M0 =MullikenO0O OOO0D0OO0ODOOO0ODOOOOO
gboooboooooooboog

O00D0000000000 Energy Level Diagram 00000 ,MO Plot0D 0O 0O , UV-Vis Spectrum
ooooo ,NMROOOOD ODODOOODOOO

6.7.8 IR(Hessian)/0 0000000

out 00000000000 OOO0OO0IROCOOOOOODOOOOOOODOOOOO

RUNTYP=HESSIAN U out 0000 IROODODODDOODOO0O0OO0O000O0O000O00O00OO
RUNTYP=RAMAN [ ot U 0000000000000 0O0O00O0DOO0OODOO0OOOO00O0OO
obooooobooooooobon

Ub0oo0Ooooooobg IRSpecrnm D00 0O0 OO0ODOOOOODOO

6.7.9 RESPO O

RESPOOOOOOOOD punchODOOOOOODOOOO

OO000C00 punchOODOOOO0 OO0ODOOOOO —EasySetup 0000 RESP/AESPOODOOONO
oo000o0ooo0oO0O0ooOopoOoUdOoooOOo0UUooOoOD 1goooooUOoooooo
O0000OpunchOOOOO0OOOOO Antechamber 100 ODOODOODOODO OO OO Antechamber
OOOORESPOOOOOOOOOOO

gb: 0Dbo0ooobooobDog eygwinmowmOUOOOOoOO 0DOO0OOO

6.7.10 PDB
PDB OO

pbBOOOOODOOOOOOOOOOOOOOOOOOODOODOOOO

FMOutil

FMOutil OO OOOOO

6.7.11 PIOC O

Paired Interacting Orbitals 0 OO0 000000000 prOo0000O000 O0D0OOO0ODOO

6.8 QM — Gaussian 0 0 0O O

Gaussian O OO OO0 O0O0O00OOO
Gaussian 0 0000000000 GaussianOO OO OOOO0OO0OOO0ODOOOOOO
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681 0000000
Gaussian OO OO O0OOO00OO0O000D0000D000D000D000000 RenO0OO0O0OOODOO
obooooobooooookbOobooooooooono
rRenO0000000ODOO0OOCOOOOOOOODOOOOOO

Reset UOO0OD0O0O0OO0ODOOO0OOO0OOSaveasDefaulr 0000000000000 0OO0OO
O0O00000000 Save as Default — Clear Default Settings D 00 0000000000000
goooooooooo

EasySetup OO O O0O0OO0O0ODOOO
%onprocshared D 000000000
Link0
#mproc=n 0000000 0OO0OOCO
#Chk=file OO0 DO O0OO0O0O0OODOOOOODOODOO

#Mem=n 0000000000 OC0O00O00OODOOOKB,MB,GB,KW,MB,GwWOOOOO0O
oooobooooomobooobogeMwh

Comment 0O OO000O0O0OOO
# 000000000OOO0O000O00OOODOO
#N 0000000000000 moooooa

#P OO0O000DO0OOO0OO0OOOO00OODOOOO0O0OODOOOOODDOOOOOSCFOOO
oboooooboooooboon

#T 00OD0OO0O00ODOOOO0ODOOOO0OOO0O0OODO0O0O0
Hamiltonian OO0 00000000000 OOOO0O

hf Hartree-Fock 0000 0000000DO0OOOO0O0DOOOOOOOO0O RHFOOODOOO
obooo0oo0oobOOo uUHFOOOoOOO

rhf Restricted Hartree-Fock 00 OO0 0000

uhf Unrestricted Hartree-Fock 00 D0 OO0 OO0

aml AMIOOO0OOOO OOO0OO0OODOOODOODOODOOO
pm3 PM3OO0O0OO0O0 O0D0O0OO0O0OO0OOOO0OOOOO

pm3mm HCONOOUOODOOOOOODOOOOO PM3ODOOOOOO OO0OOODO
ooooooooo

b3lyp Becke3 OO OO LYPOOODOODOOOOODOODOOODOODOODOOODOODODODOO
ub3lyp b3lyp O Unrestricted 0 O OO

mp2 Hartree-Fock D0 O0O0O000D00O0O Moller-Plesset 0 0 000000000 OOO0O
ump2 mp2 0 Unrestricted 0 0 00

mp4 Hartree-Fock D0 OO O0OO0OOODO Moller-Plesset 000 O0000DOOO0OOODOO
ump4 mp4 O Unrestricted 0 0 OO

cis 00000 CIODOO0ODOODOOOOOoOooOO

cisd 0000 ClODODOOODOODOOOOOO™OCcIoOnOGd

indo INDOOOOOODOOOOODOODOOOOODODOOOO
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cndo CNDOO DO OOOODOOOOODOOOODOOOOOOO
gvb GVB(General Valence Bond; 0 0 0000 00)0DO0O0O0O0OO
oniom ONIOM O OO0 ODOO0O

Basis 00000000 00O0OOOO

Pop 000000 DOO0OO0ODDOOOODOOOODOOOODOOOOO
none 00 0000000000000 OOOOOODOO
minimal 0000000000000 OOCOOOOO

regular 000000000 SO000000000D0000C MullikenOOOODDOOODO
gooo

full D0 0000000000000 00000O0DO0DO0 MullikenOODODODOODOODOO
oo

Calc. Type EF (Eigen Vector Following) 0 0 00000000000 DOOOD
opt DOO0O0ODOOOODO
opt=z-matrix 000000000 0O0O0OO0O0O

opt=modredundant redundant 0 000 0000000000000 O0OOOOOOOOOO
gboooobooooboboooobooobood

opt=(ts,noeigentest,calcfc) DO 0D 000000 0DO0O0OOODODOODOOOOOOOOOOO
ooooooooooooo

irc J0000O00DOCO

irc=(maxpoint=20, stepsize=20t, calcfc) D 0 00000000000 OO0OODOOOOOOO
0o00o0ooO0o0oooooooooDooogooo

MaxCyc D000 0O0O0O0O0OO0ODOOODOOOO
Freq
freq 00O0D0OOOOOODOOOOOODO
freq=raman RO OO 000000 O0OOOOOOOO0O
freq=ved OO0 DO0O0OO0O00ODOOODOODOOODO(VCD)OOODOODOO
freq=noraman Hartree-Fock 0 000000000000 ODOOOOODOO

freq=nraman 000000000000 00D0CO0O0O00O0O0O0O0O00OO0DOOOOODO
oooooog

freq=nnraman 0 0000000000000 O0DOO0OOOOODOOOOODOOOOO
Charge 0 O0OO0O00OODOOO
Multiplicity 0000000000
Td

td 0000 (time-dependent)Hartree-Fock 0 00 DFTOO O OO0OOOOOOODOOOOO
ooooo

td=(nstates=n) nJ 000 000000000000000000000000000000O
ooooog 3o

gfinput 0000000000000 O0OOOOO0OOOOOOO
efprint 000000000000 O0O00OO

72
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nosymm JO000000D0000Zmatrix 000000000 O00O0DOODO
guess=read D00 0000000000000 ODOOOOOOODOO
geom=check 00000000000 0O000O00ODO0ODOOOOODOOOOOO
Others DO O0DO0OO0OOO0O0DODOOOODO

682 0 000OOCOODO

O00 Gaussian O OO OO000O00000O00O0DOOOOO0OOO00O00O0OO00O0O0

6.8.3 OO

000000000 Gaussian OO OOOO00O0D00O0OO0O0O0O0O0DOODOOCODOODODOODO Gaussian
0000000000000 00000Gaussian0O0000000O00O0O00OO GaussianO O OO
goo

gbboooboobooboob obooboobooboo 0o0biod ZMatrix0O0O0O XYZO0OOO
oooooonD D zMarix/ XyzZOOODOOOODOOOODOOOOOOODOOOOODO

GaussiamnO O OOOOOO0O0OO0OOO0 0000 -00000000O000O0O0O0OCODOOO

gboboobooobooobooboOooooboooboboOooD water.gjf00ooooagy/
gbooooobooooboo

oo oo
oooobooooboon

logOOOO
water.log

Gaussian 0 0 OO0 0O0O0O00O00O00O0OOOO

ugogd
batOO OO

water.gjf.bat

00 dd Winmostar Job Manager 00 D00 D00000O0OO

6.8.4 00 O0DO (log/out)

logcO0OOOD0O0OO0OOODOODOOODOODODO

685 0000000

logO0OOO0OOO0O0ODOOO0OO0OOODOOOOODOOOOOOODOOOOO0OO
Ubooooobooooboion Animation 00000 ODO0OO0OODOOOOO
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6.8.6 000D OO (IRC/modred)

logO0OOOOO0OOODOIRCOODODOOOODODOOODOODODODOO
0o0o0o0ooooo0ooobooion Animation 00000 OO0OO0O0OODOOOOO

6.8.7 0000, UV-Vis,O0O, NMR

logOD0OO0O0D0OOO0OO0DOOOO,UV-Vis,OO,NMROODOOOOOODODOOOO

oooooobooboob b0 -000/MA00 =MulliktenO0O DOODOOOODOODOOODOO
gboboobooobooboobd

0000000000000 Energy Level Diagram 0000 ,MO Plot00O 00O , UV-Vis Spectrum
ooooo ,NMROODOO ODOODOODOOOO

6.88 IRRDOOODODOOO

log00O0OOO0O0OODOO0OOODOODOOIROODOOOODODOODOOODOODOO
Ob0oO0o0Ooooo0oonog IRSpecrnm 00000 OOODOOOOODOO

6.8.9 Archive

Gaussian OO0 O DOOOO00DOOOO0O0ODOOOODODOOOOO

6.8.10 FormChk

Goowao3w O 0o OO0 0d Formechk D000 0.chk OO0 DOOO0O0OOOOO fchOOODOOODO
oooooooo

6.8.11 FchkO OO OO OO O (Cubegen)

GOOW,GO3W O O OO O0O000 Cubegen D OO0 .fchO000O00O0O0O0ODO CubeDOOCOOODO
O0O00OCubegen 0000000 Winmostar 0 0 O OpenCubegen D 00000
doooooobooobguo MoPlorDOOOD0 ODOOO0OO0DbOO0ODbDOODOO
Property

MO OOCOO

Density 0 0 00

ESP ESP

Spin OOOO0O00O«-p0

Alpha « 00000

Beta 00000

Current Density Current Density

Shielding Density Shielding Density
Type Density 000D 000000 OOOOODOOOIHE MP2, CI, QCIO
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Cube Cube DO ODOOOOODOOO

6.8.12 Cube 0 0O OO ODODO

Cube 000D O0ODOODOOOOODOODOO

GAMESS O pun OO0 00000 ODOCube DO0OOODOODODOOO
OO000oooooooooMoPlorDO0OO0 OO0O0OO0OO0OODODOOOODO

cube Manipulation File I 0 File2O0 O OO0 cube 000000000 DOODOOODOOO

map J00000000000D000000000000M0O0 Densityd ESPOODOOO
oood

subtract 200 cube 00000000 OOOODOOOODO

sub2 200 cube 00O OO0DODOOOOOODOOOODODOOO

add 200 cube DO O O0OODOOOOODOOO

Cube MapOOOOOO cube JO0DOOOO0ODODOOOODOOOODOOODOO

Cubegen Cubegen 0 00O OfchOOOODOO0OD0OD CubeD0D0DOO0O0O0O0O0O0000O0O FechkOO
000000 (Cubegen) DO DO ODOOOOODO

6.8.13 PIOC O

Paired Interacting Orbitals 1 OO0 0 00000000 prOO0O 00000 OO0O0OO0OO0OOOO

6.9 QM — NWChem OO OO

NwWChem OO OOOOOOOOO

NWChem OO DOOODOOOOOO NWChemOOOODOOOODOOODDOOOONWChem OO
gboooooboobo oobooboooboboooobogoo

691 0JO00O0OOOO
NWChem 0000000000000 DO0ODOODOODOODOODOOO0OD RenOOD0OOOD0ODO
00o00ooOOoboOoOooOobOokOOOoOoOOooOooooo
RunO000000OO0OO0D0ODOO OO OOODOOOODO
Reset 0000000 O0ODOODOOODODODO
EasySetup 00000000 O0DOOOO
UseMPI OO000O0O0OOOOMPIODODOOOOOODOOOOOOOODODOOOOOODODOO
BasicO O
Title D000 OD0OOOOOO

Basis 00000000 DODODOOcartesian/spherical 0000000000000 QOQO Exception
ooooooo

Task 0000 (theory) DO DO OO (operation) D0 OO0 OO0
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Charge 00O ODOODOOO
DFT
Multiplicity DFTO00O00O00DOCOOODOO
Exchange DFTOO0O0000OO0OO0DOOO
Correlation DFTOO0O0ODOOO0OOCODOOO
SCF
Multiplicity SCFOOODOOOOODOOO
Wave Function SCFOOOO00O0OO0O0OO
Property
Mulliken Mulliken 00000000000 OOO
Shielding NMROOOOOOOOODOOO
Dipole OO DOOO0O00ODOOO0O0OOOODOODOOODOO
NEB/String [0 0 Task [0 OperationJ nebU string 00000000000 0OO0OO0O
NBeads OO O0ODOOOOODOO
KBeads NEBOOOOOOOOODOOO
MaxIter 0000000000 DOOOODDOO
StepSize 000000000000 O0DODOOODO
NHist 000000000 0DOCO0O00ODOOOO0O0ODOOOO00O
Freezel ZTSOOOOODOOOODOOOODODOOO
FreezeN ZTSOOO00O0O00O00DOOCOOODOOOOO
Convergence [ 0 0 00O loose/default/tight 00 00000

XYZ Path 0000000000000 CDOODOOOO0CODOOOO00ODOOO Print_Shift
gboooooboooooobooood

EndGeom 000000000 DOO0O0O0OOOLead0 D0 ODOODOOOOOOODOODODO
O0OWinmostar 0 00000000000 XYZOOOOOOOOOODODOOEditODO
oooooobooooooboon

Advance 00 O
Memory 00O OO0 OOOOODOOO
Set tolguess initial guess 1 000000000
ECP ECPUOO0OO0O0OOOOODOOO
Geometry
noautoz 10000000 OODDODOOOOODOOOOO
Other Settings 0000000000000 OO

69.2 0 000OOOOODO

OO0 NWChemOOOOODOOOODOOOODOOOODOOOODOOOOO
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6.9.3 OO

ooooobobooONWChemODOOOOOOOOOOOOOODODDODOOOOODDDOOO NWChem
oboooooooobooOobO0oobOOoONWChemOOOOOOOOOOOOOO NWChemO OO
oooo

gbbooobooboooboob obooboboboobobo 0o0obiod ZMatrix0O0O0O XYZ2OOOO
oooooonD 0 zMarrix/ XyZOOODODOOOODOOOODODOOOOOODOOoOOOooDO

NwChemOOOOOOOODOOOOD - 0000 -0000000O0D0OO0O0ODOOOODOOO

obooooboobobooobOobobooboobOOobooboOonb0On water.nwOOoOoooa/
gboooboobooooboo

oo oo
oooobooooboon

outdooQ

water.out

gbobooooboboboboboo

movecs U 0 0O O

water.movecs

NwChem OOOOOOOOOOO0OOOO

ogooag
batOO QOO
water.bat
oooooooo O0o0oooooooo

water.nw_temp\

0 0O0d4d Winmostar Job Manager U0 0 O0O0OOOOOO

6.94 00000 (out)

outJO00OO0O0O0O00ODOOO0OODOODOOOO

6.9.5 0000000 (0OO0ODO)

outJ 000000 OODOO0ODOO0ODLOO0OOO0bOOoObOOobDbOODbDbOOO
gbobogboobodabodibd Amimation 00000 ODOO0OO0OO0OO0OO0OO

6.9.6 0000000 (NEB/String)

xyzOOOOOOOOONEB, Suing0D 000000000000 ODOOOO0OO
googoboooboooboond Animation 00000 DOODOODOODOO
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6.9.7 00 OO, UV-Vis,O O, 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

698 IRROODDOOODODOO

out 00000000000 OO0OO0DOO0IROOOOOO0OOOOOOOODOOOO0OO

RUNTYP=HESSIAN J ot 000000 IROODOOOO0ODOOO0OO0OO0ODOOOODOOOOOOO
RUNTYP=RAMAN [ ot 00000000000 0CO0O0O0OO0O0OO0OCOOOO0OOOO0OODOAO
obooooooooooooboon

O0oO0o0O0obooo0oonog IRSpecrnm OO0 0O0 OOODOOOOODOO

6.10 MDO OO O

obooooooboooooboooo
MDUOOOOOOOOOOODOOOMDUOOODOOOOOODOODOOO0OO0OO0D0O00O0 cygwinwmOOOODOO

6.101 OOOOO/MOOOOO

goooooooo2000bo0boobooogooo

. Jboboooboobooooooboobooooobooboooooon
2. 00000000000000
oooooooooobooooo30o0ooono
 J0O0O0OD0OODLOODLOODOOO0

mol2O00000000OO

- 000

Ub0o0bodbgobOdD _builder_tmpO0O000000O0O0O0O00DOOO0OOOODODOOO
goooon

Joododoooo MMpj-[00000AA000D0J00 PackmolDOO DOOODODODOODOOOO
000000 PackmolOOOOODOOOOODOOODOOO0O packmol.batOpackmol.logOO
0000000000000 00000000 output.pdo0000D0O00DO0O0OOOOOO0O
ooodoooooog

oooooooo Mpj-[O00O00D0AO00D00)J]00 PackmelOOD0O ODOOO0DOOOODOOO
OO000000 CygwinOOOODO gmx insert-molecules 00 gmx solvate O OO0
000000000000 generate.shllgenerate.logU0 0000000000 OOoooOnO
O000000 output.gro0000000D0O0O0O0DOOOODOOOODDOOOO
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Add Displayed Molecule OO0 000000000000 O0O0O0DCOOOO0ODOODO
gboboooooobooboobooboolooboobooooooooobog
ooboboobobooboboobobobobobobobobobobobobo
oooo

AddWater 00 000000000000 COOCOOOOOOOOOOODOODODOOOOOO
0000000004 O0ptions 000 Water Model 0000000

Add.mol2File D000 0O0O0Omo200000O00O0OO0DOOOODOOODOOODOOO
O0mo200000000D0OO0O0DOO0OOOOOOOOOODOOOODOODOO
Olodb0oooooooboooboooooobobomoROOO0OOO0OO0OOO0OOOODOO
obooooooobooooopbBOOOOOOOOOODOODOOOOOOODOO
goboobooobooobooboooQMuuooooooboOoUObOOORESPOO
oooooooMDOOOOOOOOODOOOODOODOmo200000O0O0OO
goooboobooooobobooobooooo

Delete 0000000000 OOOOOOOOOOOO
Simulation Cell

SetDensity 0000000000000 DO0O0OO0OOOODOOOOOOODOOO
00000000000000000000000000000 0.500.8 g/lcm?
ugboabooaon

Set Distance from Solute Method O Solvate D0 0000000000 O0O0OOOO
0000000000000 ooOoOo0o0o0oooooooon

SetBoxSize 0000000000 OOOOOOOODOODODOO
BoxType 00000000000 DOOOOODOOODO
Option

Water Model Add Water 00 0000000000000 000O00O0ODOOOO
OO0000000 CygwinOO Gromacs 1 OO0 00000000 OOOOOODO
ugbogboogoboogboooon

Packmol Parameters
Tolerance Packmol 0 OO0 tolerance D0 OO0 O O0O0O0OOOO

Margin Packmol 0 0000000000000 OOOCODOOODOOODOOOO
gooaon

Reset 00O DOOO00O0OO0OO0O0ODOOOOOOODOO
Buid OO000O0OO000D0OO0OO0O00DOOOO0OOOO00O0OOO000DODO00O0

6.10.2 OO OODO

mo2 00 0000000000000 0DO000DO0O00OO00DO00DbOO000O00DbO00DbAO
oboooOoobooooooooboooboooooboooOoooo ooooo/Aab booooo
obo/Aaooobboobobooobooboooog

gboboooocooooboobooboobol1oooboooooooob oboboobo booboono
oood

obooooOoooobo/Aaoboobbobonono
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6.103 O OOODOOO

Acpype 00O 0O

000000000 1000000000000000000000000AMI-BCCOOO Gasteiger
000000000000000000000000000 CygwinOO Acpype 0000000
0000000000000000000000000/A0000000000000 00000
ODmol20000000000000000C000O0O000000000000000000000
RESPOOO0OOOO0OOO0O0ODOOOOOOOOOOOOOOOOO0OOO Total charge [e] O O
00000000000000000000 _acpype_tmp000000000000000O0
00000000000000000000000 temp.shD temp.log00000000000
0000000000 input.acpypeinput_GMX.itp 0000000000 0000O0000

gbooooao

gboooboboobooboobooboboboooboobooboboobobooboboo
gboboobooooobobbobooboaon

6.104 O0OOO

MD - 0000 OO0O0O0 O0OOCODOOOO00O0

6.10.5 OO OODO

MD—-UO00O0O0OO0OOO0OOOOOOOO0O4d

6.106 O OOODODOOO

gbobooboooboooboobooobooooboboooboobooboOobooobobooooboOoboonoog
gooogooooo ooobboadobdb oboobooboobuooboooboobobooboo
Oo0o0oo0b0o0o0o0b0b0o00b0bO CygwinOO gmx genion 0O OO00OOO0

Neutral True 0 000000000000 OOODOOOODOOODODOOO Number of Cations O
Number of Anions D0 000000 False 0000 O Number of Cations O Number of Anions [
odooooOooooooooooooooo

Concentration 1 0000000000000 0O0OO
Cations/Anions 000000000000 O0O0O0OOOOOOOOOOOOOC

Number of Cations/Number of Anions 0 0 0000000000000 O0O0O0O0OO0O Neutral O
False 0000000 O0OOOOO0OO

Execute Cygwin [l gmx genion 00000000000 O0OODOOODO _genion_tmp OO
godboobbooboooobobobo0obOD0ob0ob00bUb0U00bOU0O0O temp.sh
Otemp.log000000OO00O0OO0O0OOODOOOOOODODOODOOODOODOODOOO
0000000 (temp.top)00000OOOODOOOOODOODODOOODOODOODOO
000000000000 temp_top_tmpO0O0OOOOODOO

6.10.7 Gromacs

MD — Gromacs OO0 OO00O00O0O00OO0OO
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6.10.8 LAMMPS

MD — LAMMPS DODO0O DOOO0OOOOOOO

6.10.9 Amber

MD — Amber 0000 O0OOOO0OOOOOO

6.10.10 MODYLAS

MODYLASOOOOOOOOOOOOOOoOooooooooooooooooooooooooog
ooo00 MD— Gromacs DO 00 ODODOO0O0ODOODOOOO

6.11 MD — Gromacs [ 0 0 I

Gromacs D00 O0O000ODOOOO

Winmostar O 0 Gromacs 0 Cygwin D OO O0OO0O0O0OD0OO0OOOO0ODOOOOOO0O cygwin_wm
ogooooooboooboogd

6.11.1 DOOOOOO
Gromacs 000000000000 OOOO0OO0O0OO0O0OO0O0OO00 RmOOODOOOOOO
O0o00oO0o0oo0o0obookOOOooOOoooooooo
Run 0000000000000 Gromacs 10 OOOO0OOOOO

Resete UO0DOODO0OOOO00OOO0DOO0O0OSave 0000 ForceFieldOOODODODOODOODOO
Load 0000 Saeve DO0DOO0O0OODOODOODOODO

Extending Simulation 000000000000

000 Gromacs 00 OOOO0OO0OOOO
Preset 10 0000000000000 0OO00OO0OOODOOOOOOO0OODOoOoOOOOOOOOd
#of Threads O 00000000 ODOODOO

MPI (for Remote Job) MPIO OO O O0O000O0O0O0DOOOCDOOODODOOOCOOOOOOOOOO
goo

Basic

Run Control
dt 00DO00O00OD0ODO10000000C00O00ODODO0OOO
nsteps 0000000000 O0O0OOOOODOO
integrator 1 00000000 OOOODOO

Velocity Generation
gen-vel 0O O0O0O00D0O0OO0O0DOO
Fixrandomseed OO0 000000 gen-seed 0000 OOO
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gen-seed J O 00 randomseed 1 000000

Explicitly set gen-temp 0 000000000000 ODO0ODOODOODOOOODODOOO
O00000ref-t0000000ODOODOOO

Temperature Coupling
tcoupl 0 ODOO0O00ODOOOOODOOOOOO
te-grps U O O0O0O0O0ODODODODOO0O0O0O0ODODODODOOOOUOOODODDOO
ref-t 00000000000 OOOOO0DOOOOOOOO
tau-t 000000000000 O0DOOOOODOOOOODOOOOMm
Pressure Coupling
pecoupl 00D 0D0O0D0O0O0O0OODOOODOOOO
peoupltype 0 00O O000O0O0OOOOOOOOOOO
ref-p 00000 O000O0O0OO
tav-p DO OO QOQOQOOOODOOOOO
compressibility 00 000000000000
Constraints
constraints 0000000000
Advance
Boundary Condition
pbe 00D O0OOODOOODOO
Energy Minimization
emtol 0000000000 DODOOOOO0O force00000O00OOO0O
emstep 0000000000 O0OOO0ODOOOOODOOOOOOODOOOOOOODOO
Run Control
comm-mode 0000000000000 O0OOOO0O
nstcomm 000000000000 0O0O0O00OO0O0O0O
Temperature/Pressure Coupling

nh-chain-length Nose-Hoover 0 0 0O O 0O 0O 0O 0O OO Nose-Hoover chain 0000000
ooo

nsttecouple 0000000000 0O0OOO
nstpcouple D000 O000O0O0OOOO0O

refcoord-scaling OO OO OO positionrestraint 0 0000000000 O0OO0OOOO
oooo

Constraints
constraint-algorithm O OO0 0000000 OOOOO
continuation 0 0 00000000000 DOOOOODOOODO
lincs-order LINCSO OO DO OOOOOOO
lincs-iter LINCSO O OO0 O0OODOOOOODOOO

82 Chapter6. DO OOOOOOOOOO



Winmostar™ User Manual, 0 0O O 9.4.1

shake-tol SHAKEO OO OOOOOOOOOOOOOOOOOOOOOOOOO
Misc.

print-nose-hoover-chain-variables OO0 0000000000000 DOCOOOOOOO
oooooog

define -DFLEXIBLE O OO0 flexible OO0 O0O00O0OD0OOOOOO
define -DPOSRES 00000000 0O0OOOOOODODODODODOD posres.itp [0 include

ooo
Output
Output Control
nstxout 00 0000000000000 O0OOODOOOOOO
nstvout 0000000000000 0OOODOOOOOOOO
nstenergy 0 0000000000000 O0edrD0000O0OODOOODOODOOOO
ooo0obooooboboboooooo
nstxout-compressed 0000000000000 xtcOOOODOOOOOODOODOOO
000O0bOoOooOoooo
compressed-x-grps xtc ] 0 0000000 0DO0OOOO0OOODOOOOO0OOOOOO
ooooboog
Interaction
Neighbor Searching

nstlist neighbor list 0 0 000000000000
ns-type neighborlist D0 00000000 OOOO
cutoff-shceme neighborlist 100000000000 0OOOOO0O

Use buffer-tolerance neighbor list 0000 0000000000000 OOO0OCOO
O0000000000000000ooooooOoOO0O000O0ObDO0O0ODD rlist
oooboooobooboooooboooo

rlist neighborlist D 0 00000000 OOOOO
vVaw
vdwtype 000 000000000000 0O0OOOCOOOOOOO

rvdw-switch OO0 O00O0O0000000O00OO00OOQO Switchingd O OO OO O OSwitching
ooooooDoooOOooOO0Oo

rvdw D0 0000000000000 OOOOOOO0OOOOO0OO00O00OO0
DispCorr 000000000000 0DOOOODOOOOODOOOOOODODOOOO

vdw-modifier 00000000000 0000000DOO0ODO Switching/Shift 00 O
ooooooooo

Electrostatics
coulombtype 0 00000000000 0OO0OOOOOOO

rcoulomb-switch 0 0000000000000 SwitchingOO OO O OO OSwitching O O
oooooDoDoDoOoOo

rcoulomb 0000000000000 O0O0COOO0DOOOCOOOOOOO
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coulomb-modifier OO0 00000000000 0O0O0DOO Switching/Shift 0 00000
gooooon

Ewald

Set # of grids for fourier space D OO0 OO0 0 0OODO fourier-spacing 00000000
000000 fourier-nx,ny,nzO0O0OD0OO0O

fourier-spacing Ewald, PMEO OO PPPMOOO000OODO0O0OOOOOOOOOOOOO
ooo

fourier-nx, ny,nz Ewald, PMEO OO PPPMOOODOOOOOOOO0OOODOCOCOOOO
000ob0oo00o0onxyy,zOOOOOODOOOO

pme-order PMEO OO OO0OOOOO0OOOOOODOODOO
ewald-rtol Ewald, PMEO OO PPPM OO O OOOOOOOOODOOOONO
Other
Other Parameters OO0 00000 mdp 0000000000 O0OOOOOO
Automatic

Rescale velocitiesto.. NVNEO O OOOOO0ODOOODOOOOOOOOOODOOODOOODOO
obooobooobooobooboobooobooobooobboobooboooooOooon
gbooooobooooooboooog

Rescale box sizeto.. NPTUO O DO ODODODOO0O0DOO0O00OO00OO0O00OOO0 NVEODDO
NVTOOODOOOooOoooooooboooboobooobooboooboobooobooo
gboooboaogood

Options
Make a Backup of Working Directory 0 000000 OO0DO0O0O0ODOOOOOOOOO

Restore Working Directory D 00 000000000000 0O0O0O0OO0O0OODOOODOO
gbobooboobooboo

maxwarn D 00000000 warningmessage 1 OO0 000000 O0O0OOODOOOO
ooooooog

Verbose Output D 000000000000 OOOODOOOOO

Concatenate .edr and .trrfiles D000 .edr OOO000O0O rO00O0O000O0OOOOOO0O
00000000000 0DO0 Extending Simulation 00000000 OD0OOO0OO

Unwrap Atoms (trjconv -pbcnojump) OO0 OO0 .gcro0 00000y DO0O0O0D0OOOODOO
000000 (unwrapped) 000000000

Enable Double Precision 0 0000 Gromacs 000000 MDOOOOOOOOODOCODO
oooooo

Force Field

Generate parameters 0 000 0000000000000 0O00ODO0O0OOO0OODOOODAO
gboooboooboobdwpbO0ObOOoobogooboOo

Force field

(General) 0 0000000000000 O000000O0O00OOOOOGAFF,
OPLS/AA-L 0000 acpype 0 ODreiding 0 00 0000000000000
0 00 Dreiding 0 000 polymer/dreiding.lib.txt 000000000
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Exception 00D D00000OO(Genera) 00O O0O0O0O00O0DODDOOOOOOOO
o pnjobooooobooboooobooooobooboonoooon
goooboobooobooobooboooboobo ooobooobooboooo

O0d: OOobOOobO0obOooooocoooboob woooboooboobooooon
oooobooboo

(Protein) 0 000000000000 00000OPDBO gro00000000C00O
0000000000000000000000000000000000000
00000 gmx pdb2gmx D 0000000

gb: DOobOobOobobooboooooboooobooboooobooooong
goooooo

(Water) OOO0ODOOOO0DOOOOO0 ODOOOoOA@OOOO DOOOODOOOOO
0000000000000 0000 CygwinOOODOOOOOOO Gromacs OO
gbooobOoobooooboobooooboobooon

Charge

Assign charges acpype 00000000000 00O0O0OCOCOOODOOODDODOO
Method DD DODOOO0DODOOOODOO

Ub: 00000000 acpype 000 onooboooooboobooonOOg
O0D00O00b00O00b00O0O0b0OoOOnn Use User-defined Charge U 0 OO O

gooobooood

Use user-defined charge 0 0000000000000 ODOOOO0ODOODOOOOO
Oooooooooooooooooo

ob: 0boboooooooooboboboboooooo oboooboobon o
OO00000000000 UserCharge D0DOOO00ODDO.mo2000000 O
gbooooobobobo oobooboooobobooo

Add [position_restraints] for protein D 000000000000 Advance 000000
-POSRES 00000000 DODODDODODO [position_restraints] ODOODOOO
0000000000000 000000O0O000000O00b00000O0o0000

Add [position_restraints] for selected atoms 00 000000000000 Advance OO
0000 -POSRESOO000O0O0ODOOOODOODN [position_restraints] OO
000000000000 0000000000D000000000O00DO0DoOO0
0oo00ooooooooo

Add [distance/angle/dihedral_restraints] for selected atoms 00 000000000000
Advance 100000 -POSRES 00 000000O00DOO0OO0DODOOOODOOOOO
00o00ooooooooo

DumpNow D0 0000000000 O0O0COOODOOOOOOO

Ooo0:
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* Load from Existing File 0 0 D0 00000000000 OO00OO00O0OODOODOOO
obooboooobobooooobooooobooobo

 J0O0O0DbOO0ODbOO0bOODODOO0ODbOLOOO0ODbODOOODbDODOODbObLODbDbOO
000000000 Load from Existing File 1 DO O0O000O0ODO0O

Load from existing file/Use parameters in displayed file OO0 00000000000 OOO
00oMDOOODOODOODOOOOOOOLAMMPSOOOOOOODOOODOOO
00000000 data00D0O00OD0OODOMDOODOOODOODOODOODODODO

Edit 0000000000 0O0OO0O00O0OOO0O0O0O0O0O000O0

Generate Simulation Cell OO0 0000000000000 00O0ODOOOOO0OODOO
gboooboooboooobooboboooboobooooboooboooobooooboooon
gobooobn Distance DO OO0 DOOO0DOO0ODOOOODOOOOOODODOOO
oooooooo

6.11.2 Gromacs (1 [J

Gromacs 0000000000 O0DOO0O0O0OOOOOOOOO

« 0000000 Extending Simulation 1 0 00 0 00 OO Force Field 1 0 — Generate parameters 1 0 00 000 0O
000000 @O000gro) 000000000 @MO0OOtep)0000OCOODOODOO
oooooogo

o Extending Simulation 0 0 OO O O O OO Force Field 0 0 — Load from existing file 1 0 OO0 00 O000O0OOO
000000000000 0D00D0D000 (DO000gro) 00 Load from existing file
0000000000 0oooooo @odbop 00000 O0OD0OO0OOODOOOO

* Extending Simulation D 000000000 O0O000OO00OOOCDOOOCODOOODOOOOO (O
O0O0gro)00O000O00DODOODOOODOOOO0OOO0O0DOOODODODODO gmx_mdrun_tmp.
gro00000D000000O0 gnx_tmp.topUO0O0O0O00OO0O0O0O0OO0O0OO

O0oooooooooooDooooo0oDb0o0oooDoO0O0D0O0 water.gro0O0ooooo/
oooooobooooobon
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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

6.11.3 0O OO0 (out)

Gromacs 000000000 0ODOODOOODOODO ».ocut0000ODOOODOODOOOODODO

6.11.4 00O OO0 (log)

gmx mdrun 0000000 »_gnx_tmp\gmx_tmp_mdrun.logO00000O0O0OOOOOO
ooo

6115 0000000

gco00000tr 0000000 O0OMDODOOOOODOODOOOOODOOOOOOODOOO
gboooboobooooboboooobooon
goooboooboooboond Animation 00000 DOODOODOODOO

6116 D 0O0OODDOO

Gromacs DO00O0O0Oedr D000 O0O0O0O0OO0O0OO0ODOOOOODOOOOODOODOOODOODOOOO
Ubo00o0O00bo0o000O gmx energy 000000000000

DO000000000000 ErnergyPlor J0DO0O0 OOO00ODDOOOODO

6.11.7 0DODOOODOOOO

*_gmx_tmp\gmx_tmp_mdrun.gro 00 g
ooboobooobooobooboobobobobobooboooog
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6.11.8 D OOODOOO

Gromacs 10000000 DO0OO0OOODOOODODOOODOOODOOOOODOOOOODOOOOOO
obobOoooboooooo oooboobo 00000 Saved D00 gmxsetDO0O0OO0OOO
oood

6119 0 0OO00ODOOO

0000000 0000000 GromacsOOOOOOOOO

61110 O DOOOODO

Gromacs U0 OO0 urn tpr, ndx U000 000000000000 O0OO0OO0ODOOOO0ODO0O gmx
dfE OO0ODOO0ODOO0DOO0O0DO00O0O0O00 Reference Group O Target Group DD OO OO OMO
gooo

Definition
Atom 0000000 OOOOOOO
Centerof geometry 0 00000000 0ODOOOOODOODOO
Centerofmass 0000 O000O0OOOO0OOODOOOO
Output
RDF 0000000 ODOOOOO
Cumulative Number RDF OO0 0O0OO00O0OOOOO

Target Group D0 DO 0000000000 DOOOOOOO0OOO0O0DOOO0ODOOOOODOO
ndxOO0ODO0O0O0000000O00O0000b0o0oooon

Reference Group 0 OO0 0000000000 OCOOOOO0OODOODOOOOOO0OODOODO Target
Group O Reference Group D OO0 DO OOOOOOODOO

CreateGroup gro0 0000000000000 OO0OODOOOODOOOODDOO

gooooboooOooooooooooooboooooooboboooooboobooOo0 Mb —
Gromacs —ndx 00000000000 OO0OOO0OOOOO

Create Group OO0 0 000 OO Extracted Atom Names 0O 0000 00O New group Name [
O00O Create 00D 0000O0Ondx 00 OD0OO0OODOO0OOODOOODOOOCIeseOO0OOOnO
O Target Group [0 Reference Group D 00D 00000 D0OODOOOODO

FirstFrame 000000000000 CO0O0DCO psOOOO0ODODOOO
Draw 00000000000 OCODOOOOCOOODOOOOO
gboooooboooobob ooboooob ooboooooan

6.11.11 O0O0O000O
Gromacs 00000 ur,tpr,ndx 000 000000000000000000000000000O
D000 gmxk msd 100000000000

Diffusion Constant gmx msd 000 00000000-0000000000O00O0O0ODOOOOO
gboooobooboooogd
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Target Group D0 OO0 000000 0CO00DOOOOOOOOOO0ODOOO0ODOOOOODOO
ndx 00 0000000000000 000O0O000DO0O0D

Reference Group 0 000 0000000000000 0OO00ODOODOOOOO00OOOO Target
Group 0 Reference Group DD 0D 0O OOOOOOODOO

CreateGroup gro0 00000000000 OOCOODOODOOOODOOOOODDOO

gobooooobooooboooobooobooobooobooobooonO MD —
Gromacs —»ndx 000000000000 O0OO0DO0OOOODOOO

Create Group 00 0 000 00O Extracted Atom Names 0 U0 00O 0O 0O O OO New group Name [
000 Create 000 00000ndx00000000ODOO0OO0ODOODOClese0DODOOO
O Target Group 00 Reference Group 0 0000000000 OOOODOO

FirstFrame D0 00000000000 ODO0OOOO psOOO0OO0ODOODOO
Draw 000000 D0O0O0O0O0OO0OODOOOOOODOOOO
gboooobooooboob ooboooobo oobobooooaoon

6.1112 OO0 O
Gromacs O OO0 urntpr,ndx DO OO DOOO0DOOOO0ODOOODOOO0OOODO0O0OO gmx saxs
gbooobooobooon

Interval 00 000000000000 O0DOO0O0OO0OOOOO0O0OO0OOO0DOOOOOOOOOO
gbooooooboooooboobooooon

Target Group D0 DO 0000000000 DOOOOOOO0OO0OO0O0DOO0O0ODOOOOODOO
ndxOODO0OD0O00OO000O0ooooooooooogoon

Reference Group 0 OO0 0000000000 OCOOOOO0OODODOOOOOO0O0ODOOO Target
Group O Reference Group D OO0 DD OOOODOOODOO

CreateGroup groJ 0000000000000 OO0DOODOOOODODOOOODDOO

gooooboooOoO0oooooooo0oooboooooooobooooobooboo0 Mb —
Gromacs —ndx 00000000000 OO0OOO0OOOOO

Create Group 00 0000 OO Extracted Atom Names 0O 00000 OO New group Name [
O00O Create 00D 0000O0Ondx 00000 ODOO0OOODOOODOOOCIeseOO0OOOO
O Target Group [0 Reference Group 0 0000000000 ODOOOOO

FirstFrame 000000000000 COO0DCO psOOOO0ODODOOO
Draw 00000000000 OCODOOOOCOOODOOOOO
gboooooboooobob ooboooob ooboooooan

61113 DD 0OO/0000O00O0O
Gromacs 0000 tr, tpr, ndx 0000000000000 0ODOO0ODOOODOOOOOOOOOO
0000000 gmx velaceOOOOODOODOODOOO
Velocity Autocorrelation OO0 OO0 000000000
Vibration Spectrum 00000000000 OO0O

Target Group D0 OO0 000000 CO00DOOOODOOOOOOODOOO0ODOOOOOODOO
ndxOOOOO0O0O00O00O0O0O00O0000O0O0000000
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Reference Group D OO0 00000000 OOCOCO0OO0OOODODOOOOOOOOODDOOD Target
Group 00 Reference Group D OO0 D000 OOO0OODOO

Create Group groU 00000000000 ODOOOOOOODOOOOODODOOO

oooboooooboooobooobooobooobooobboooooOooonO MD —
Gromacs —ndx 000000000000 O0OOO0OOO0OOOO

Create Group 1 0 00000 0O Extracted Atom Names 00 00 0000 O New group Name O
000 Create D0 D 0000 0ndx 000000000000 O0ODOOOClese000000O
O Target Group 00 Reference Group D 0 0D D ODODOODOOOOOOOO

FirstFrame 000000000000 CO0O0DOCO psOO0OO0O0DODOOO
Draw D0 0000000000 DOOOODOOOODOO
oboooooobooooobob oboboooobo booboboooobooo

6.11.14 00O O
Gromacs O OO0 ur, tpr, ndx D0 O00OO0OO0ODOODOOODO0OODODOOOOOODOO gmx
dipoles 00 0OO0OD0OODOODOO

TargetGroup D0 DO DOODOODOODODOODODOODOOOODOODOODOOOODOODODOOO
ndxOODOOO0O0O0000000O00O0000ob0oooooon

Reference Group 0 OO0 00000000 OOOCOOOOO0OODOODOOOOOO0OODOODO Target
Group O Reference Group D DO DD ODOOODOOODOO

CreateGroup groJ 0000000000000 OO0OODOOOODODOOOODDOO

goooobooo0oooooooooooobooooooobobooooobooboo0 Mb —
Gromacs —ndx 00000000000 OO0OOO0OOOOO

Create Group OO0 0 000 OO Extracted Atom Names 0O 00000 ODO New group Name [
O00O Create 00D 00000Ondx 00 OD0OOODOO0ODOODOOODOOOCIese00ODOOO
O Target Group [0 Reference Group 0 00D 00000 D0OODOOOOO

FirstFrame 000000000000 CO0O0ODCO psOOOO0ODOOOO
Draw D0 0O0O0O0O0O0O0O0O0OCODOOOOCOOODOOOOO
gboooboobooooboob ooboooob ooboooooaoon

6.11.15 OO
Gromacs OO OO0 tr, tpr, ndx OO0 DO O00O0O00O000D0O0D00O0O0OC0O0D0O0DO gmx tcaf [
oboooooooooo

Target Group D0 OO0 O000D0O0000CO00DOOOO0ODOOO0OOO0O0DOOO0ODOOOOODOO
ndx 00 0000000000000 000O0000DO00D

Reference Group 0 000 0000000000000 0OO0ODOODDOOOOO00OOOO Target
Group O Reference Group DO 0D 0D OOOODOOODONO

CreateGroup gro0 00000000000 OOCOODOODOOOODOOOOODDOO

gobooooobooooboooobooobooobooobooobooonO MD —
Gromacs —»ndx 000000000000 O0CODO0OO0OOOOO
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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
Draw 00000000000 OCODOOOOCOOODOOOOO
gboooboobooooboob ooboooob ooboooooaoon

6.11.16 OO OO
Gromacs DO OO0 wr, tpr, ndx 000000000 DODDODODODODOOODOOOO0O00 gmx
density 00 O0OO0000O0DOOO
Group D 0O00000D0OOOO0ODOOOODOOODODOOOODO

TargetGroup D0 DO OD0ODOODOODOODOODOODOOODOOOODOODOODOODOODOODODOOO
ndxOO0ODO000000000O0000000O000000D0

Reference Group D OO0 00000000 OOCOCOOO0OOODODOOOOOOOOODODOOD Target
Group O Reference Group DO O DD ODOOODOOODOO

Create Group gro U 00D 000D 0ODOO0OOODOODOOOOODOOOOODODOO

goooooooOooobooooooooooboooooooooboooooboobooOo0 Mbp —
Gromacs —ndx 00000000000 OO0OOO0OOOOO

Create Group 1 0 000 00O O Extracted Atom Names 00 00 0000 O New group Name O
O00O Create 00D 0000 0Ondx 0O OD0OO0ODOO0OOODOOODOOOCIese0OOOnO
O Target Group [0 Reference Group 0 00D 00000 DOOOOOOO

FirstFrame 000000000000 COO0DCO psOOOO0ODODOOO
Draw 00000000000 OCODOOOOCOOODOOOOO
gboooboobooooboob ooboooob ooboooooaoon

6.11.17 Hildebrand O O OO0 000 O

Gromacs 00000 edr,gro0 00000 0OHidebrand DO DO 00000000 DOOO0ODOODO
00000000000 0DOCOOCOH HidebrandDOOOO0OO0ODOOODOOOOOODOOODODOO
OO00000MDO0O000DD0O00 gmx energy 000000000000

6.11.18 y/DPDO OO0 O

Gromacs 00000 edr,gro0 000000 xO0OO0OO0OO0ODPDajO0 00 O00OD0OOOOODOO20O
obobobobobobobobob0obobob0oboO000 Hildebrand DO OODOOODO O
oboooooooooo

6.11.19 0O DOO0ODODOO0ODO

Gromacs UOOODO ur 000 xcOOODDOOOOO0O0ODODDDOOOOOO0O0O0O00O0O00O0O0
gboobooboobobooboobdiibDd gmx trjeconvUOOO0OOOO0OODOO Execute
gbooobooobooobod

Outputinterval O 00 0000000000000 OCOO0OOOOO00ODOO0OOO

6.11. MD — Gromacs U 0 0O 93



Winmostar™ User Manual, 0 OO 0O 9.4.1

Postprocess 1 0 00 00 O000O0OODODO Spatial distribution function O 0000000 gmx
spatial J00OO0O0O

Targetgroup DD D00 0OOOO0ODOOOOO

Rotate and Trans Reference group D0 OO OO0O0OO0OOODO0ODO O :guilabel:Target group O O
oo0oDoOoOoOooobooOoooDboboooooDo

Reference group Roate and Trans D0 00 refernce 0000000

Group for SDF Postprocess 0 O Spatial distribution function (SDF) 0000000000 O0O SDF
d00o00oOoOoOooOoooOoOoOoOOODOOO

6.11.20 ndxO O OODOOOOOOOO

O00000ooooooooooooooooobooob000ooooooon0 dx00000
O00o0o0o0000oo0o000o0obDboO0 dx00D0OD0O0OO0O0ODOOOO0ODOO

6.11.21 RMSD
Gromacs 00000 trr, tpr, ndx DO O OO0 O0OORMSDOOOOOOOOODOOODOOOODOO
U000 gmx rms OO00O0O0O0O0O00O0O00OO
Group OD00OODODDOOOOOOO0O0ODODOODOOOOOOOO0DODO BackboneOOOOOODO

TargetGroup D0 DO D0ODOODOODOODOODODOOODOOOODOODOODOODOODOODODOOO
ndxOO0OO00O00000000000000O00000D0

Reference Group D OO0 00000000 OOCOCOOO0OOODODOOOOOOOOODDOOD Target
Group 00 Reference Group 000D 0 O00OO0O0OODOO

Create Group gro U 00D 0O00O0ODOO0OOODOODOOOOODOOOOODODOOO

goooooooOoooooooooooobooooooooboooooobooOo0 Mp —
Gromacs —»ndx 00000000000 OO0O00O0O0OO0OO

Create Group 1 0 000 00O 0O Extracted Atom Names 00 00 0000 O New group Name O
O00O Create 00D 0000 0Ondx 0O OD0OO0ODOO0OOODOOODOOOCIeseOOOOnO
O Target Group 0 Reference Group D 00D 0D O0D0OODOODOOOOO

FirstFrame 000000000000 COO0DCO psOOOO0O0DODOOO
Draw 00000000000 OCODOOOOCOOODOOOOO
ooooooobooooboob bbb ooboboooooo

6.11.22 O OO0
Gromacs 00000 tr, tpr, ndx 00 0000000000000 O000O00C0O0O00000COO0
00000 gmx gyrate 100000000000
Group 0000000000000 00O0OOOOOOOOOCOOO00 BackboneDJOOOOO0O

TargetGroup D0 DO D0ODOOD0OODODOODOODOOOOOODOOOODOOOODOODODOOO
ndxOO0OO00O00000O000O00000DO00000D0

Reference Group D OO0 00000000 OOCOCO0OO0OOODODOOOOOOOOODODOOD Target
Group 00 Reference Group D OO0 D0 O00OOO0OODOO
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CreateGroup gro0 00000000000 OOCOODOODOOOODOOOOODDOO

googooooooobbobobobobboobobooobobooooooooooood MD —
Gromacs - ndx 000000000000 O0CODO0OO0OOOOO

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
Draw 00000000000 OCODOOOOCOOOOOOOO
gbooooobooooboob ooboooob oobobooooaon

6.11.23 Ramachandoran 0 OO O

Gromacs 00000 tr, tpr, ndx DD 000000 D0OOODODOODDO Ramachandoran O 0 0O 0O
00000o0obd0b00Ogmx rama 000 0OO00O0OOOOO

Residue 0000000000 Ramachandoran 0 0 0000000 O0OO

Target Group D0 DO 00000000 O00DOOOODOOOO0OO00ODOOO0ODOOOOODOO
ndxOOODOOD0O0OO00O0oOoooooooooboooogoo

Reference Group OO0 0000000000000 CODOO0OO0OO0OCCODOOOOOO0ODO Target
Group O Reference Group U0 0000000 O0O0OOO

CreateGroup gro0 0000000000000 OO0OODOOOODDOOOODDOO

googoooooooboboboobbbooobboooobobooooooooooood MD —
Gromacs —»ndx 000000000000 O0CODO0OO0OOOOO

Create Group 00 0 000 OO Extracted Atom Names 00 00 0O 0O OO O New group Name [
000 Create 0000000 0ndx 00000000 DOO0O0O00ODOODClese0D0OOOO
O Target Group [0 Reference Group 0 000000000 OODOOOOO

FirstFrame D0 0000000000000 0O0OO0O0 psOOO0OO0ODOOOO
Draw 00000000000 OCODOOOOCOOOOOOOO
gbooooobooooboob ooboooob oobobooooaon

6.11.24 EROO 0O

oooooobD Ep)ibobboooooooboobobooooboon

1. 000003000000 GromacsUOOOOOOOOOOOOODOODOODODOODOOO
oboooboobooooobobooobOoboooobooocoboobooooobon

A. SolutionsystemO OO 00O 1000000000
B. Solventsystem 0O OO OO0
C. Solute systemO 0 OO0 100

2. ERmod 00 ODOOOODODOOO

3. Solution 000 A.Solutionsystem U0 0000000000000 000O0O0O0O0OOOOO
O0xtc, log, top0 00000 0O0OD0OODO ..00000000DO0O00O0ODO0ODOOOOODO

4. 000 Solvent OO B.Solventsystem OO O OOOOOOOOO
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5.000 Solute 000 C.Solutesystem OO0 000000000 0xecO0O0OOO0O0DOOODO
o0o0o0oo0o0o0oobooboO0OdpdbD0O0 gro00DODOOOO0ODODOOOOODODOOO
opooooog

6. 000000 optionsDO0OOOOOOODOOOOOOOMPIDOOOOODOOOONO

7.00000000000C0O000D0O00O0O0D00O0O0 Srerr00000ODOOOOODOOO
00000000000 0000000D00CygwinO0O ermodJ00D00O0O

. DO UDOOUODbODbOO0ODbOO0ODO Clese Do ooobODOoOob DOOoOODOO OO
Program U ermod U0 0000000000 0O00OO0O00O000 ermodU 00 slvfe U
obobo seATHOOOO0O0O0OOO0OOOOOOOMDOOOOOO0OOODO0O ERmedO0O00OOO0OOO
b0 ooo0ooooboobb 0000000 O gee0O00DO0ODOO winmostar.exe
Ugbob0obO0b0obOon ermod_remote_» 00000000 OOOOOOOOOOOO
goboboooboooon

0. JOoboOoooboboooobooboOooobD0 ERUDDOOOD DODOOOODODO

6.11.25 EROOO0O00O0OO

ERUDOOO0OOODOOOOOOODOOOO0COODOO0 EROUDOD ODOOOOODOODOOOOODOO
gbooobooovunit00D000000O0O0DOO0OOOOO0OOO00O0000 LegOOOOO0OOO
ERmod O O0OOOOODOOOOODODO

6.11.26 BARO O O

Bennett Acceptance Ratio BAR) U0 OO DO O0O0O0O0OODOOOOOOOOOODOO

1. GromacsUODOOODOOOOOOO 10000000000O000O0O0DOOOOOOOOO
gbooboobooooboobooooboboobooboooooboooo

2. BARODOO OOODOOOO

3. Integration Path D 0 000000000000 O00DODOOOOOXMN=OOOOO0O0O00O0DOO
O000A=1L,FullCouplingD0 0O DODOO0O000O00ODOO0O0O0DOOOO Inset00O000O 2
gboboooobooobooboobooboooboooboobbooobooboobooo
O0DOo00D0o0oooooOooD mset DOODOODOODOOOOOODODO DeleteO0 0O
gbooooobooobooboooo

4. Procedure 10 000000000000 O0O0OCODOODOOOOCODOODOOOODOODOOOO
OO00o0ooooDoA N»=100000000000000000D000000AdODDOOOOO
00000o00oooooooooD0O00000000000 Delete00O0O0OODOOOOO
gboooboooboooboobooboooobobbooooboobooooboooooo

5.8 000000 NOMDOODOOOOODOO
6.0 N0 MDOOOOODOOOOODOOOOD BARODOODDOOUOO OODODODOOO

6.11.27 BARO OO OODOO

BAROUOOD OUODOOOODOOODOOODOOOODOOOODBARDDD DOOODDOOODOO
gboooboobooboobobiobioblDgmx barUO0O0O0O0O000000O000O0O Unit
000000000000 0b00O0b0000000 LegO 0000000 gmx barO0O0 000
ooo0oOo00ooooOOoOo0OoOoOoOoOooOooO0O0oDbOO0O0DO0ooobOOoooOooOAa=OCOOoOon
OO00oo0oOo0ooo x=100000000000DO0O00000O0O0O00O0ODbO0OO
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6.12 D —- LAMMPS 0D O 0O

LAMMPS OO OOOODOOOOO
LAMMPS O OOOOODOODOOOO OOOOOO ODOOOOOOOO0

6.121 0 O0O0ODOOO
LAMMPS OO UOOOOO0OOOO0O0O0O0OODOOO0OOO0ODOO0DOO0O0OO00O00 RenOODOOOOOO
gbooobooboooobokobooooobooooo
RenO00000000ODOOOO LAMMPSO O ODOODOOOOODO

Reset 00000000000 O0O0O0O0O0O0OSave 0000 ForceFieldOOOOOOOOOOOO
Load 0000 Save 0O0O00D0OO0O00DOOOODOO

Extending Simulation D000 000000000
000 LAMMPS DD O0OO0ODOODOOO
Preset 00000000 DODOOOO0ODOOOO0ODOOOO0ODOOOOOODOOODDOOOODOO
MPI MPIOOOOOOOODOO
Basic
Units 0O00O00ODOOOO
real D0 O000OOO0ODOOO (A, fs, Kcal/mol[T]
metal 0000000000 (A, ps, eV
j 0OO0DPDOOODOODOOO@ODCODOMO
AtomStyle OO0 000000 0ODOO0ODOOO UnsOO0OODOODOODOO
PairStyle OO0 O O000O0OD0OOOOODOODOO

Potential File 0 0D 00000000 0OO0OODOLAMMPSOOOODOOODOOODOOOO
U000 potential UOODOODOO0OOOOODODODODOOOOOOO Pair Style
oooooooooo

TimeStep OO0 000000000000 O00DOOO0OD UnieO0D0OOO0ODOO
#of TimeSteps 0000000 DODOOOOOOOODODOO
Generate Velocity D 00 0000000000000 0OO0ODOO

Ensemble 000 00000000000 nvtO000000O0O0O00O0O0O0O0O0DO0OO, npt
goboboooboobooooboo,nvebO00bOO0OO0OO0OO0OO0OO0ODOOOOOODOODOO
O0000,minimizeD0CGUOODOOO0OO0DOOOODOOOOOODODOOOODO

Temperature 0 0000000000000 00O00O0ODOO0ODO0ODOO0OOO0OOOOOO
Pressure OO0 00000000

Pressure Control D0 000000000 DOOO0ODOODOODOOO

Constrain Hydrogen 0 0000 SHAKEOOOOOOOO

Advance

6.12. MD— LAMMPS 0 0 OO 97



Winmostar™ User Manual, 0 OO 0O 9.4.1

BoundaryXYZ OODOOOO0OOODOODODO p dperiodicd, £ O non-periodic and fixedd , s
O non-periodic and shrink-wrapped] , m [ non-periodic and shrink-wrapped with a minimum
valueOOOOOO0OODOOOOO

Energy Tolerance minimize 1 00 0000000000000 0OOOO0OOOOOOO
Force Tolerance minimize 0 0000000000 0OOCOOOOOOOOO
Tdamp DO DO O0OOOOODOOOCOCODOODOOOO
Pdamp OO OO0O00D0OOOOODOOOODODOCOO
Reset COM Motion MD OO OO O0OOOOOO0DOOOOODOOOOOOOOOO
Reset Interval Reset COM Motion 0000000000 ODOOOOOO
Random Seed O 00000000000 OCO0ODOCOOOO
Tchain Nose-Hooverchain 0000000000
Pchain 00 O00O0OO0O0OOOOOOOO
box tiltlarge OO0 000000 OODOODOOOOODOOOOOODO
rigid O00000O0OOOODOO
SHAKE tolerance SHAKEO O OO OOOOOOODOOODO
Output
Dump Interval (dump) dump 00O 000000000 0ODO0OO0OOOO0ODOOOOODOO
Dump Interval (xtc) xtc 000000000000 0DOOCOO0OOOOOOOOOOO
Dump Interval (xyz) xyzOOOOOOOOOOOOOODOOODOODOOOOOODOO
LogInterval logO0 OO0 O0000OO0O00OOOOOOOODOOOODOOOOODOOODODOOOO

Calc Fluctuation Properties 0 0000 00000000000 0ODO0O on-the-flyODO O QOO
gboogd

Calculate Thermal Conductivity D 000000000000 Green-KuboOOOOOOODO
on-the-fly 00O D00OOO00ODOO

CalcInterval OO0 OO O00OODOO0OOODOODOOOODODOOODOODOO
ACFLength 000000000 OO0ODOOOOODOOOODOOODO

Calculate viscosity 0 0000000000 DODODO Green-KuboO OO O OO on-the-flyD O O
goooooo

CalcInterval OO0 0000000000 DOO0ODOODOODOOODOODOO
ACFLength OO00O0O0O00O0OOOOOOODOOODOODOODODO

Interaction
Cutoff(vdw) vdw(L)) 000000000 O0OODOOOODOO
Cutoff(Coulomb) Coulomb(D )OO0 O0O0OO00O0OO0OOODOODOODOOODOO
Neighbor Search 0 0 00000000 0D0OOOOODOOODOO
Neighbor Skin 00000000000 OOOO0ODODOOOODOO

Automatically set Nmesh Pair Style=17/cut/coul/long0 0000000 PPPMOODODO
U000 K-spaceaccuracy U0 OO0 00O oooOn

Nmesh for kx, ky, kz PPPMO0O0000000O0O00O00OO

98 Chapter6. DO OOOOOOOOOO



Winmostar™ User Manual, 0 0O O 9.4.1

PPPM Order PPPM OO Spline 00000000 ODOO

K-space accuracy PPPM 000000000000 OO0O

Enable Long Range Correction vdiw 0 0 0000000000000 OO0ODOOODOOOO
Non-equiliibrium (1)

Enable Elongation D0 0000000000 Ensemble ] minimize OO O0ODOODO
ooo

Affine Transformation O 00000000000 00DOOOOOOCCOODODODODOOOOCOO
oboooooboooooon

Eng. StrainRate D00 0000000D0000000O000O00O0O Max Eng. Strain 00O
gbooobooboooooboboooboobooooga

Preserve Volume U0 0000000000000 DOOOOO0OODOOODOOODOOOOOO
obooooobooooobooooon

Enable Simulated Annealing 00 000000000000 O0D0O0OOODOOOODOOOOO
00000 Ensemble ] nvt ,npt 0000000000 Temperature 00000000
OO0 Final Temperature 00000000000 ODOOO

Final Temperature 0 0000 0000000000000 DOO0O0O0O
AnnealingRate 000 00000000000 O00OOO0O0OOO0OOO

Enable Pulling D0 0000000000000 0O00 PullOOO0D00OO0O0DOO Ensemble
Ominimize OOOODOOOOODOOO

Pulled Atoms PullO 0000 OOOOO0O DO PullOOO00D0DOOOO0O0OODOOOO Set
oboooOoboooobOoboobopPdlOO0O0O0O000O0D000

Pulled Velocity Pull DO OO0 OPullDO0OOCOOODOO
Restraint

EnableRestraint 0 O 00 2 000000000000000OOO0ORDOOEnsemble O
minimize OOOOOOOOOOOO

Restrained Atoms 00000002000 000000 O SeeD000D0OOOOODODO
gooooooooooboooooo

Bond Length OO0 O0002000000000000000
Initial Strength OO0 00000000000 O00O0OOO0O00OOO0OOOOOOOODDOO
Final Strength OO0 0000000000000 0O0O00O00ODOO0OO0OODOOOODOO

Enable Position Restraint 000 0000000000000 0000O0O0OOO0O0O0O0OOO
000000000 logO TempFree U O OO OOOODOO

Restrained Atoms 0000000000000 OOO00OO
Automatic

Rescale velocities to.. NVEO OO DO UODOOOOO0OO0OO0O0O0OO0O0OOODOODODODOOO
obooobooobooobooboobooobooobooobboobooboooooOooon
oboooooboooooobooooo

Rescale box sizeto.. NPTO O OO ODODODOO0ODOO0O00OO00O0O0O00OOO0 NVEODDO
NvVTOOODOOOoOoOoooooooboooboobooobooboobooboooobooo
gbooobooooood

Options

6.12. MD— LAMMPS 0 0 OO
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Make a Backup of Working Directory 0 0000 000000000000 OODOOOOOOO

Restore Working Directory D 0 O 000000000000 DO0O0OOODOOOOODOOO
gboooboooboobod

Dump all files for remote Linux 0000000000000 O000O0OO0O0O0O0OD OOO
oo ooooooooo0oooobo0ooooboobooooooooon

Force Field

Generate parameters 0 0 0 0000000000000 000O000OOO0OOOODOCO
obooooOobooooobwpOOOoOOooOoOoooon

Force field

(General) D D00 OOD00DODOO0OOOOOCOODODDOOOODODODDOGAFE,
OPLS/AA-LO0ODODO acpype U0Dreiding OO0 DD ODDDODODDOOOODOOO
OO0ODreiding 0000 polymer/dreiding.lib.txt 000000000

Exception 0 00O 000000 Genera) D00 O0O0O0O0O0O0ODDOOOOOOOO
oo rnjobooooobooboooobooooobooboonoooon
oooooobooooOoobooboooboobo ooobooooboooo

O0: OO00OO0bO0obOoo0ooocobooboob wooooboooboobooooon
oooobooboo

(Protein) 000 0000000000000 0O0OPDBO gro0000000000
0000000000000000000000000000000000000
00000 gmx pdb2gmx 00000000

ob: DO00o0OobOobOoboooooooocoooocobooooobooooong
gooooao

(Water) OOO00ODOOOO0DOOOODO ODOOOODAMOOOODOOOODOOOOO
0000000000000 0000 CygwinOOODOOOOOOO Gromacs OO
gboooooboooobobooooboobooon

Charge

Assign charges acpype U0 00000000000 0O0O0COOOODOOODODOO
Method DD 0OD0OOO0ODOOOOOO

O0O: 00000000 acpype 0000000000 ODOO0OODOOOOO
0000000000000 0000000 Use User-defined Charge 0 0 00 O
ooooooooo

Use user-defined charge 0 0000000000000 OOOOOODOODOOOOO
ooooooooooobooooooo

ob: 0bobOooooooooobobobobooboooo ooooboobon o
UO0o000O0bDO00000 UserCharge DO0ODO0OO00O0OO0O.mol2000000 O
gboboooobobobo oobooboooobobooo
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Add [position_restraints] for protein D 000000000000 Advance 000000
-POSRES D00 00O0O0OO0OO0OO0OOO0O [position_restraints] OOOOOO
O00o00oOoo0o0ooo0o0ooooo00oooooooooooooooo0og

Add [position_restraints] for selected atoms 0 000000000000 O Advance O O
0000 -POSRESOO00D00OO0ODOOOODOON [position_restraints] OO
0000000000000 oo0o0ooooooonoooooooooaon
0o0o0oooooooooo

Add [distance/angle/dihedral_restraints] for selected atoms OO0 000000000000
Advance 000000 -POSRES 00000000 O00OOOOOODOOOODOOOOO
ooooooooooooo

DumpNow 000000 DOOO0O0ODOOOODOOOODOOD

Oooe:

* Load from Existing File 0 0 0000000000000 OO0O00O0OOODOODOOO
oobooboooobobooooobooooobooobo

e J0O00DbO0ODLO0ODOODODOODODOODODOODODOODODLODbDDOO
000000000 Load from Existing File 01 D0 O000000ODOO

Load from existing file/Use parameters in displayed file OO0 00000000 0OOOCOO0O
OO0OoMDOOOOOOOODOODOOODOLAMMPSODOODOOOOODODOODOOO
00000000 data0 00D O00OD0ODOMDOODOOOOOOODOODODODO

Edit 00000000000 DOOOO00OOOO0O0OOO000O

Generate Simulation Cell OO0 0000000000000 O00O0ODOOCOOOOODOO
gboooboooboooobooboboobooboooobooobooobooooboon
gobooobon Distance D0 O00O0DDOOO0ODOO0ODOOOODOO0OOOODODOOO
oooooooo

6.12.2 LAMMPS O O

LAMMPS O OOOOO0OD0OOO0O0O0O0O0DOO0O0OO0ODOODOOO

« 0000000 Extending Simulation 0 0 00 00 OO0 Force Field 0 0 — Generate parameters 1 0 00 00 00O
data 00000 0OOD00OO0DODOODOODOOODOOOOODODOOOOODOOO
ooo

* Extending Simulation 0 0 00O O 0O O OO Force Field 0 O — Use parameters in displayed file J 0 000 O00000OC
0000000000000 0D0 dataD 00000000 OODOOOODOOODO

e Extending Simulation 0 0 0000000 OODDOODDOOOODODO dataDO0O0O
000000000000 00000000 1mp_tmp_final.dataO0OO0O0OOOO
ooood

oboboooooboboboboooobooooooobOobOonn water.dataOOODOO
0/O0000000ooogooog
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go ao
LAMMPS O OOOOOOOOO

outdogoQ
water.log

batOO4dO LAMMPS OO OOOOOO0OOOOO
water.bat oooooo

ooooboooooo

gooooooono gooooooooog
water_lmp_tmp\

gobboooboooboooobooobooboooooooooobooooboooooooboon
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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

lmp_tmp.

xtc

Uo0o000 GromacsOOOOOOOOO
oono

xtcOOOOOOOOOOOODOOOOO

Ilmp_tmp.xtc

00000 GromacsOOOOOOOOO
ooad

xtceUOOOODOOODOODOOODOOOO

lmp_tmp.gro

Uo0o000 GromacsOUOOOOOOOO
ooo

6.12. MD

— LAMMPS 0 0 OO

groOUODOOOUOOOOON

o00o0obO0obo0o0obO0obOon datad O
ooooboooo

ugbooaooo
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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

- 00000000000 00O00O000oO00oO0ob0OoobOooboOooOooOoono
0000000000000 0O0D0D0000000 aaa_gmx_tmp 0000
aaa_gmx_tmpl O OOOOO

- gobooboobobobobobooboboobbooboobooo

0 0004 Winmostar Job Manager 00000000000

6.123 0 0OOODOOO

data DO OO0 dump OO O0ODOO0ODOOMDOODOOODOOOODOOODOOODOOODOODOO
gbbooboooboooboobooboaoboab
0o0oo0oobooo0oooboon Animation 00000 OO0OO0O0OODOOOOO

6.124 0 0OO0ODOOO

goobooooobbooooobboboooboooooooboobooooooooobooboooooa
thermo_style U0 000000000 DOO0OOODOOOOO

0000000000000 EnergyPlor 00000 O0OOO0O0ODOODOO

6.125 0 0OO0O0O0OOOO

*_lmp_tmp\lmp_tmp_final.gro OO QO OO0O
doo0dooooooooooDoooooooooooooog

6.126 D 0OOODODO

LAMMPS O O0OO0O0O xxcOODOODO Winmostar OO0 OO0O0 gro,ndxD0O0000O0O0O0OO
gboooooboooo

oo ooooooobooboooood
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6127 000000
LAMMPS 00000 xte 00000 Winmostar 000000 gro,ndx 00000000000
00O0000000000000000
000000000 0000000000

6.128 00O OO
LAMMPS O O0OO0O xtcOODOODO Winmostar DO OO0O0 gro,ndx D0 O000O0OOOODO
gboooboooon
oo oooooooboboooog

6.129 OO OO
LAMMPS OOUODOO xtcOOOODO Winmostar OO DO OO O gro,ndx, mdp, top 0 OO0 OO0
ooooooooooooo
o0 o0ooObOoooooooooo

6.1210 D OO O
LAMMPS OOUODOO xtcOOOODO Winmostar OO0 ODOO gro,ndx, mdp, top 0000000
ooooooooooooo
000 0oooobOoooooooooo

6.1211 000000 OO

Green-Kubo 0000000000000 O0O0OODOOO0O0OOODOOOOODOODOOO

6.1212 0 0OO0OO0OO

DPDOOOOO

oooooobooooobOobooogoboboooogoo
Monomers Available 0 00 0000000000000 O0OODOOOOOO0O
#of Monomers 000000000 0OOOOOOONO
>>Add>> 00000000O0OOOOODOO
Branch
Start 000000000 O0OO0O
End OO0O0OOD0OOODOODOOO
MonomersUsed OO0 O 0000000 OCOD0OODOOOOODOOO
Clear OO00D0O0OO00OD0OODOODODOOOOOOOO
<<Delete<< 0000000 ODOOODOODOO
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#of Polymers OO0 00O 0OO0O000O0ODOOO

>>Add>> 0000000000000 DO0ODOOO0OO0bOOooOoOoOg
PolymersUsed D0 D000 00000000 O0D0OO0OOOOOODOOOOO
<<Delete<< OO O0O00O00O0O0O0O0ODOOO

Density 0000000000 OOODDOO

Build DO00OO0OO0ODOO0OO0OOODOODOOO

Reset 000000000 O0O0OOOOOOO

Close 0O0O0O0OO00DODOOOO

goobogoooon

Winmostar 1 00 0000000000000 OOOODOOODOODOODOOODOODOO
Potential Files 0 0 00000000 ODOOO0OOOOODOOOOODOODOOO
New DOOO0O0OOD0OOOOOOCODODOOOO
Delete 0000000000 OD0OOOOODOODOOO
Mass 00 O
Species 00O O0OOO00OODOOOOODOOO
Mass 0000000 O0OO0OO0OOO
Bond 0 O
ROOODO0ODOODOOOOOOODOOOROUOOODODOOODODOOOOO
KOOOOODOoooooooooooo Kbhoooooboooooooboooo
Nonbond [0 O
Aij 0000000000000 O0 Aj0OO0O00OoDOOooooo
Reut 000000 OCOOODOOOCRatD0OODOOOODOODOODOODODOO
Set 000000000 0ODOOOOOODOOOOODOODOOO
oK 00J0000OoooOoDodoo-00b00b00oo0ooDO0DoDOoo0ooooobooDOoDOoooo
Close JO0O0DO0O0OD0OODOOOOODOODOODOO

6.13 MD — Amber 0 0 0 [

Amber DO O00O0OOOOOOO

Winmostar 0 0 AmberJ Cygwin 000000000000 000000000O0O0O cygwin_wm
gooooobooboo
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6.13.1 LEaPO OO DO OODO
tLEaP 000 0000ed 000 00pmtop0 OO0 D0 O0D0O00OO00OOODOODOODOOODOODO
gooOoooDooekjoooooooooooa
ForceField D00 0OO0O0O0D0OOODO
AddNa+ NaOOOOOOOODODOODOODOOOODOOOO
AddCl- ClO00000D0OO00OD0O0ODOO0OO0ODOODOODOO0OODO
Solvate 00000000 OOOOOO
Box/Octahedron 000000000 ODOOOO
Solvent 10000 0O0ODOOOO
Distance 0000000000000 ODOODOOO
Other LEaP Commands O OO0 LEaPOOO0OOOOOOO0O

6.13.2 LEaP O [

tLEaP 000000 0cedD 00000000000 0pmtop0 00 OD00ODOODOODOMMIOOOO
O0cdO00D00O0 leap_tmp OO0 00000D00O0O0OO0OOO0ODOOOOODOOOODOODLOOO
oooo

6.13.3 sander0 00O OO0
sander OO0 O000OO0OO0DOOO0O0OOOO0ODOOODOOOOOOODOOOODOOODOOOOKIODOOoOo
oooooog
Basic
imin 000000000000 OOODOOO
igh OO0DOO0OOODOODOOO
ntb 0000000000000 O0OO
ntt 00000000000 0O0O0OO
tempi DO0O0ODOOO0OODOO
temp) DO O00O000OOD0OOO
nstim MDOOO0OOO0OO0OOOOO
Advance
maxcyc 0000000000000
neye 0000000000000 0ODOOOOOOOOOOO0OO
gamma_In O000 0000000
dt 00O00OD0OO0O0CODOODOO
cat 0O00O0O0O0OODOODOODOOO
ntpr 000000000000 OCOOODOO0OOO0OO
ntwx 100000000000 O0ODOO0OCODOOOOOOCODOO0

6.13. MD — Amber 00 00O
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QM/MM

Use gmmm ifgnt=1 0 0 0 &gmmm namelist 0 OO0 O QM/MM/MD O DO OOODOODOOO
oooo

gm_theory QM O OO 0OOOOOOOOOOODOOO

gmcharge QM OO0 netcharge 0 00O OO0

gmshake QM OO0 HOOOO SHAKEOODODODOODOOOO
gm_ewald QMU OO0 EwaldOOODOOOOODOOO
gn_pme QM OO OO PMEOOOOODOOOOOO

gmnmask [Set] 0000000000000 0O0O0DOOOO0ODODQMODOOOOOOODOO
ooooooobobo celDO0OO0obOO0OO0O0oOOobOoOOOobDOobOOooboOoDobDo

Misc
Other Settings 0O 00O O0O00OODOOOOO
6.13.4 sander 0 [

sander 0000 0MMOO00O00 erdd 00000 _amb_tmpUOOOOOOOOODOOODOOO
goboobooobooboobooboo

U004 Winmostar Job Manager U0 0 OO0OOOOOO

6.13.5 0000000000

Amber 00 D000crdd00O00OO0OO0O0O000pmtop0 00 0000O0DDOOOODODOOOOO
ooood

6.13.6 00D O00O0OOODOOO

mderd0000 praj JO0O00 PDBOOOOOOOOOOOOOOOOODOODOOOOODOO
Uboooo0Ooboooooboon Animation 00000 ODO0O0OO0OODOOOOO

6.13.7 D 0OOODOOO

ooooo legdbOoOOOobOOobOOOODbDOObOODODO
OO0o0O0o0O0b0O000000 EnergyPlor 00000 O0OOO0OO0ODOODOO

614 MD -0 000 O00O0O

oboooobobooobobooooobooog
1. 00000booooboooobooobobooooooaoon

2. 1000000obooobocooo oboooobobo ,0oooboooobo,0o0gooo
gooobobooboobobooobo
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. goobboooobboob220b0obo0ooboobooooboboooogon

gbooooooboobooboobobobobooboboboooooooooob boboob o
gooooboooog

6.141 00O0O0ODODO

gboboooobooooboobboooboooobooboooobooobooobbobooboooboogoooag
gbobooooooooobooooooboobobooobooboobowmoOOOOOOOOODOO
O00wnoODOOODO Winmostar D 00000000000 mol20000D00OO

HpooobooooboobooooooboboooooboooooboobooooobobooooDoD

2) Head O TallO 200000000000000 0O0O0OO OO0OO0OOO0OOOOOOOOOOOO
gbooo

[Head], [Tail] D000 HeadDOOD Tall O OO OO0ODOOOODO

[Name] D0 O 0ODOO0OO0O0OO0ODOOOOODODO

[OK] OO00ODOOO0O0O0oOoO0o0o0oooo0oooooooooooboooooooo
[Cancel] OO0OO0D0ODOOODODOOOOODOOOOOO

6.142 0 O0OO0ODOOOO

goooooopobo boboboooboobooboooobo bbb obobobooboobooDoo
oboboobooooooobooooooboobobooboooooboweoOOOOOOODOODOO
O00wpoOOOOD Winmostar U000 DOO0O0O0DO0O mol20000000O0O00COOO
gbobooboooooboobooooboobooooboobooboooboooobooonoog
gboboobooboooobobooobobooooboooooboaoo

[Polymer Name] 00D 0000 0O0O0O0OOO0OOO0O0O
[Polymerization Degree] 00 OO0 000000
[Monomer List] 0000 O0000O0O0OO0O0O00O
[Display] OO0 000000 0O0DO0OOOOODOOOOODOOO
[Delete] OO0 DO ODOOO0OOO0ODOODOOODOOOOO
[Tacticity]
[Isotactic] OO OO0 OOD0OO0OOOOODOOOOOO
[Syndiotactic] 0 000000000 O0OD0OOOOOOOOO
[Atactic] 0D O0OD0O0OODOOOOOOODOO
[Racemo Ratio] 000000000 0OO0OOODOODOOODO (0<kx<1.0)OOOODOOO
[Head/Tail Configulation]
[HeadtoTail] OO OO0 HeadOODO TallOODOODOOOOOOOO

[Head to Head] DO OO0 Head OO O Head OO OO OOODOOOOOOOOOOOOO Tail
O00 TalOOOODOOOODOO

[Build] OO ODOOO0OOODOOOOOODOOOOOODOOOOOO
[Close] ODOODOOODOOOODO
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6143 D 0OO0OO0OOODOOO

gooooopoobo boboboboobooboooobooo oo oboboboobooDoo
oboooboocooooboo oooooboobobobo0oooooobD weoOOOOOOODOO
O0000wpoOODODOO Winmostar 0D O0O0O00D0OO0O00D mol2000000000COOO
oo oboobooooob oboooo

[Polymer Name] 00D 000000 0OOOOODOO0O0O
[Polymerization Degree] 0 000000000

[First Monomer] OO0 000000000 OOOOOOOODOO
[Last Monomer] O OO O000OD0OOOOODOODOOOOODOOO

[Internal Monomer] OO 00 0000000000000 0O0OOOOOMNumber]OO0OOOONO
gooooo

[Number] OO0O00OOO0OOO0OOODOODOO
[Add] OO OOO0O0O0O0O0OO000A0O Internal Monomer List DO OO0O0OO0O
[Display] 0000000000000 O0OOODOOOOODOODOOO
[Deletewmo File] 00D 0000000 OOOOOODOOO
[Delete From List] OO 00 0000000000000 O0ODOOOOOOOOO
[Build] 00D 0ODO0OO0ODOODOO0OOODOOOODOODOOOOOO
[Close] ODOOODOODOOODODO

6.144 00O0OO00O0O0OODODOO

gboboooobdobo boooboobooboooooobooooobooobo oboobooooonoo
gbobooooobooobo ooobooboboboobooboooob weolOOOODOODOO
O0000wpoOODOOD Winmostar U D OO0 ODODOODODOO mo20000OD0O0OOOODOO
ooooooooooooo obooogoo

[Polymer Name] OO0 0000000 OOOOOOOOO
[Polymerization Degree] D OO0 OO0 O0O0OO0O

[First Monomer] O 0000000000000 O0OOOOODOOO
[Last Monomer] 0000000000 OOOODOOOOODOOO

[Internal Monomer] 00 000000000000 O0O00O0O0O0OC0O0Number]COOOOOO
gbooooo

[Ratio] OO0 O0DOO0OD0OO0DOOODOODO (0<x<1.0)0DO00DOO0O0OO

[Add] COOOOOOOODOOODOOOO Internal Monomer List 00000000

[Display] OO 0000000000 OO0ODOOOOODOOOOODOO

[Delete wmo File] 0000000000000 OOOOO0O
[Sum of Ration] Internal Monomer List D 000000000 RatioOOOOOOOOOOOO
[Delete From List] Internal Monomer List 1 00000000000 ODOOO0OOOO0OODOOOO
[Definition of Ratio]
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[Probability of Each Monomer] 000 [Add] 0000000000 0OO0OOOODOOOO
gboboobooboooooboooooboobooooooboo

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

[Buid] O0O0OO0O0O0O0OO0OOOO0O0ODOOOOODODOOOODOOO
[Close] DD DODOODOOOODO

6.145 0 0O0OO0ODOOOO

ooboooboooobobbooobooobooo oooobooobooobbooobooboooboooooog
oboboobobobooooooooooooooooooobo/Aaboboo bobobobooo
gboboobooboobooooobooooboooboooobooboobooOobboobooonoag
OO0 LAMMPSOO0ODOOO0OO0O0O0OOO0O0O0O0ODOOOOO0ODODOOO0O0ODOOOOO0ODOOO0O00
oooooooooo

[Box Configulation]
[Density] 000000000

[X-Axis Length] OO0 0000 XOOOOOOOODODOOOOoOoOoooDooOooooooooo
gooooo

[Y-Axis Length] OO0 0000 YOOOODOOOOOOOOODODOOOOODODOOOOOooOoO
gooooo

[Z-Axis Length] 000000 200000000000 O0ODOOOO

[CubicCell] OOOOOODOOOOOO

[Periodic Boundary Condition]

XLIYL[Z] OOOOO0OODOOO0OOO0ODOOOO0ODOOOOO

[Polymer Available]

[Number] OO0 0ODO0DO0OO0O0OOO0OOODOOOOO

[Display] OO 0000000 DOOOOOOOOODOOOOO

[Delete] COODODDOOOO0ODOOOOOOODOOO
[Add] OO 0OD0O0O0OD0ODO PolymersUsed DD OO DOODOOOO
[Delete] OO OOOOOOO PolymersUsed OO0 OOOOOOOO
[Buid] OO0DOOOO0OO0OOOOOOOOOO
[Clese] DO DODOODOODOODO

6.146 D OOODDOOO

pepDO0OOOOOOOOOOODOOO0OOOOOOOOMDOOOOOOOOOOOn

6.14.7 0O

00000000000 00D0o0oooooonooooo
[Monomer(*-wmo)Folder] D 00000000000 OO0ODOOO0OO0OOOODOO

6.14. MD—- 0000 0000
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[Polymer(*.wpo)Folder] 0 0 DO O000D0OO0O0O0ODOOOOODOOOOO
[OK] DODOOO0O0Ooooboooobobooog
[Cancel] OOO0ODOOOOODOOOODOOOOOO

6.15 MD -0 0000 0O0OOO

oooobooooboobOoboooboobooooobo0Dmo2000 cifDOO0O0DOOODOO
obooooooboooooo

CellFiles 00000 200000Cell1 000 2000000000000000000 [Next] O
gboooobooooon

Cell1000 Cell 2

[Browse] D0 0000000 Omol2000 cif 000O00OO0O0OODOOOOOOOOOO
gooobobooobooboboooogobooo

[Lattice Constants]
[al,[bl,[c],[Alpha],[Betal,[Gamma] OO0 0000000000

Direction 0 0000000000000 O00O00OOCO00O0OODO0OO0ODOO [NextjOO
gbooooooo

Direction
[a-axis] a 000000000 OOOOOCOOOOO
[b-axis] bO OO OOOOOOOOODOOOOODODO
[caxis] cOODOO0OD0OOOOODOOOOODOODO
Order
[Normal] Cell 10 Cell20 00000
[Reverse] Cell20 Cell lOODOOODO
[Intervall OO0 0O0OO0O00O0ODO0O020000000000000000000000O00
[Scaling cells to averagesize] 0 0000 0000000000000 0ODOODOOOOOO

[Padding small cell to the size of largecell] OO0 00000000000 0O0OOOOOOOO
ooooOoOoOooooOooooobooooooo

Repeat 0000000000000 0ODO0OO0OO Buildl 0O0OO0O0O0O00O00OO
Number of Cell 1 0 00 0 Cell 2
[a-axis] OO0 10000020 a00000000000O00OODOOO
[b-axis] 00 10000020 b0000000000000000
[ccaxis] OO0 10000020 cOO0OOOOOOOOOOOOOO

[Suggest] Cell 1 0 Cell 200000000000 DOOOODOOODOOOODOOOO
OCORatiod 10000000000000O0O00O0O0O0O0OOCOOOOOOOOOO
OSet00000000O00O0O0O0COOOOOOOODOOO0

Lattice Constrants

[al,[b],[c],[Alpha],[Beta]l,[Gamma] 0 00 000000000000 0000
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[Buid] OO OO0OOO0OO0OOOODOOOOOOOOOOOOOOOOODOODODODODOO
goo

6.16 JOOODOO

gboooooboobooooobobooobogooo
obooooboooooobobo SedbOoonbDoooOoO

6.16.1 OO OODO

obooooobooboooboboooboobooooo
- J00O0O0O0OO0ODOODOOOODODOOODOODOOOOODOODO
s JO0DO0OD0OOOCIFOODOOOO a,bcO0ODOOOOO
0000 ooccupancy OO CIFODOOODOOOOOOOOOOOODO
File OO OO
New U0 0DDOO0OO0O0DOOODO
Open CIFOOOOODODOOODO
Save As 0000000000000 O0OO0OO0DOCIFOOOOO XYZzOODODoOOooooDO
Save AsP1CIF 000 0OO0OOO00ODO CIFOODOOOODOO PIOOOOOOO
Edit0 OO0

Exchange Axis [0 (a,b,c) 00000000 (x,y,zO0OOOOODOODOODQO International
TablesvolAOOOOOOOO

Discardsymmetry 0000000000000 PIODODOOOOODOOOOO0O0OOO
googboobooboobuooboobuoobooboog

Assign Atoms to Non-Integer Occupancy Sites OO0 000 CIFOOODOOOOOOOOOOO
OO000_atom_site_occupancyl D O OO O OOOOOOOODOOODOOOOOOOOO
0ogdoooo0o0gooooooooU0OooooooooOoooOooUooooooOog
0o00oo00ooOdoooooUooooOooooooooooooo

View O O OO

Show Multi-View D0 000000000000 O0DOOCOOOOOOO0ODOOODOOODO
ob0oooObOo00oo0OobooboobdnabcO0d0ODOOOOOOODOOOOO

Always View Center 0 00 00000000000 0OOO0OOOOO0OODODOOO
Orbit/Roll OO OO OOOOOOO

Orbit 0O0OODOOOOOO

Roll around a-, b-,c-axis a,b,c 00000000 O0O0O0O

ShowBond OO0 O0O0O0O0OO0O

Show Element Name 00000000000

Show Atoms on Boundary in Duplicate O 000000000000

Show UnitCell 000D OOOODOOO

6.16. 000000
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Make Replicated Atoms Transparent 0 00 000000000000 OO0DOOODOO
Enable 3D View OpenGL OO0 ODO0OODOOO

Crystal System 0000000000

SpaceGroup D000 O00O0ODOO Hermann-Mauguin 0000 O0OOOQO

LatticeConstant OO0 0000000000000 O00DODOOO0OO0ODOO0OOODODOOO
uom

Add 0O0O00OOO0OD0OODOODOOODOODOO

Remove 0000000000 DOOO0OOODOODOOOOODODOO
Atom 0O O00O0OO0O/0000D0O

X,Y,Z 0O0OOOOODOOOD O fractional coordinated D O OO0 O 00O
oK 0d00DoOoU0ooOOooOdbooooobooboobogooo

gbooooooooooooooooooboooouoo 00 0000 OODbDOOOOOO
goo

Cancel D0 D00 0OO0O0O0ODOOOOODOOOODOODOOOODOOO

6.16.2 JODO0ODODOOO

boooobOoboooooboooobooboboboobooboooooobon
a,b,c0000000000D OKODOOOOODOOOOOO
vViewO OODO ODOO0O0O O0O0OOO

6.16.3 0 0OO0ODODOO

000000000ooO0oooooooood
0000o00o0O00oO0o0ooO00oOOoOoOooO ODoDOoOoUbO ODooooUooooo
viewODOOQO 00000 000000
Step 1/2 Cutting
CleavePlane 0 0000000 (hkhODOODODOODO

Offset OO0 DO0OO00O0OO00O0OO0DOODODOOOOOODOOOOODOOODOODO
ooo

Next >> Step 2/2 Transform Unit Cell D 0 0 0O OO
Step 2/2 Transform Unit Cell

View Configuration 00000000000

Lattice Choice 0 00000000000
Manual 00 Ja0O0b00cO000000 S¢0000ODOODODODO
Filter (Ortho) Lattice 000000000 Lattice 000000000000 ODOOO0O
Filter (All) Lattice 0000000000
Lattice 00O O0OO0OOD0OODOODOODOOO
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Filter Lattice 00 O0O000DDOOODODDODO
oK Doooooooo

6.16.4 OO ODOODO

oboooooobooooobobooobooboooooboooo
ViewOOOO DUOOOODODOOOOO
Axis 00 0D0O000D000 X, Y, ZzO0OOoOoooooo
Bulkk OO00O00O0O0O0O0O0O0ODOOOO0ODOMODOOOOO
Vacunm 00000000000 O0O0OCOOO
Total Width Bulk O Vacuum OO D0 0DD0O0O00MMOOOOO

Automatically shifttocenter D 0 D00 00000000000 OOODO0ODOOOOOOOOOO
gboobooobobooooboooboobobooooooshiftbobooooooboooooo
ooo

Shift O O000000000000O0ODOO0OO0O00000DODOO0O000000OOODO00
gboooobooooboooo

Reference Plane D0 000000000 0O0OBase OO OOODOOOO0OOODOODOOOOODO
Center UODOOOODOOOOODOODOOOOODOO

Terminate dangling bonds with hydrogenatoms 0 00 000000000000 DOOODOOOO
goddoooooOo0oo0o00o0dooooooooooodooooooooooooog
000000000 ooooooooo 0oooooooo00ooooooooooooog

oK 00Dooooonog

6.16.5 00O O0ODOOO

gboooobooboobOobooooboon
gboobooboboooooboboooboobooboobobooooobobooo
vViewOOOO ODUOOO0O0 000000

Center 0000000000000 ODOOOOOOODOOOOOODOODOOODODOOOOOO
SetD0O0DO0OO0DOOOOOODODOOODOOODODOOODDOD ClusterRadius D000 DO
gboooobooooboobooooboon

Hydrogen 00000000000 OODOODOO
oK 00DoOoOoOoonoo

6.16.6 OO OODO

gbooooobooobobooobobooboobooooobobobo-o0obooboobooboboboobooo
ooo

6.16.7 Quantum ESPRESSO

00 — Quantum ESPRESSO 0000 OOOODOOOOOO
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6.16.8 OpenMX

U0 —=openmMXx 0000 O00O00O0DOODODOO

6.16.9 FDMNES

U0 - FDMNESOUOOO OOOOO0OODOOO0OO

6.16.10 BoltzTraP

OO0 —BoltzIraP OO DO O0OOOOODOOO

6.16.11 Phonopy

OO0 — Phonopy OO0 ODODOOOOODOO

6.17 U0 — Quantum ESPRESSO 0 00 [

Quantum ESPRESSO 00000000000
Quantum ESPRESSO 000000000000 ODO0OO0O0OO ODOOOOOODOO

6.171 0 0O0OODODOO

Quantum ESPRESSO 0000000 O0OOOOOODOO0OOOODOOODOOODOOO RvnOOQOO
gboooboobooboobobokdnoooboobooobo

RenO00O000000O0D0O0O0O0OOOOOOODOOOOOO

Resete UO0DOOO0OO0O00OO00DOO0O0O0Save 0000 ForceFieldODOODODODODOODOODOO
Load 0000 Saeve 0O0O00D0OO0O00DOOOODOO

Ooooooooob bOobO0o0obDOo0 Quantum ESPRESSOO00O0OOOOOOOODOOOOO
oboooboooboobOooboobobobooboooboobooooboobOoooobooonog
ooo

gbobooboooboobooboooooboobooooboooobooboobooboboobooonoo
oooooooooooobobooogooo

Output Directory OO0 000000000 (oudin OO0O000O0OO0O0O0O0ODOCOOOOODOOO
oboooog

Create 0O 00000000O0O000DOO00O00oudir00000D00O0OO0O0ODODODOO

Continue D 0000000 DODOOO0OOOOOOODDODO Qe0DOIOOOOOODOOoutdir
oo0oo0oo0o0o0ooob0owdirDO0OD0ODODO

Select... 10000000000 ODOOCOOOOOOODODOOOOOOOOOOODOO
OO000000000owdr 0000000 DOOO0OODOOOOOO

Preset 00O 0ODO0O00O0ODOOOOOO

UseMPI QECO O OO0 MPIODODOODOOOOOOODOODOOOOOODOODOOOO MPIOOO
obooooooo
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Basic 0 O
calculation OO0 00000 0O0O0O0O0O

Usenbnd 000000000000 0O0O0OO0OOCOOODOODOODOOOOOOOODOODOO
ooooooOooooobobooobooobbooboooooooooooboobooobobooon
gbooobOoboooNADOOOODOO

K POINTS KOODOODOOOODOOODOODODOODOODODODOODOOODO QEDDODO K
00000000gamma 0000 0000000 DOOOautomatic 10000 (kx O
O000O)GkywOODOOOO)kzOODOOO)kxDOOODODOODOOO)kyOOoOO
Oo0o0o0O)(kzOOODODODDOOODHMOODOOODDODODOOODDOOOODDOOO
00000000000 ok0OO0TIID000O01I00000D00Oo0oDkOO0Trogao
OO00o0o0ooooDoooDpwxOOOOOOOOOQEONDDOOOOOOODDOO
O doc/brillouin_zones.pdf 0 00 00D 0O OO

Setdefaultk-path 000 0000000000000 O0OD0OOOOODOOOODOODOOO
O00OibravD OODOO0ODOO kOODOO UserPref/kpath_default.txt D0 0O OO0 OO
oooad

nosym U 00000000 00O0O00DOO0O0O
noinv 00000000000 O0OOOOOO0OO

Setibrav=..andcelldm OO0 00000000000 O00DOOO0DOOOOO0OO0OOOO
0000000000000 ibravO celldmOO0O000DO00ODODOOOODODOOO
O Oibrav=0 0 O O CELL_PARAMETERS O OO O00D0OO

ecutwfc 0000000000000 ODOODOODOOOOOOODOOOO
ecutrho O 00000000 D0OOO0OOODOODOOOOODOOOOOOODOOODOODOODOO
tot_ charge 00000000 O0O0OODOOOOODOOOOODOOO
occupations [ 00O O smearing, DOSO OO DOODO tetrahedron DO OO OOO
ion_dynamics 00 0000000000000 OOODOOODOODOOOOOO
cell_ dynamics 000000000000 O0OOODOOOOODOOOODOODOO
tprfor 00000000
tstress 000000000 O0OO0O

Advance [0 [
conv_thr SCFOOODOOOOOOODOOOOODOODOOO
etot_conv_thr 00000 (elax) 0000000000000 ODOO0OOODOOO
forc_conv_thr 00000 (elax) 00000 O0O0OOOOOOODOOOO
press_conv_thr OO0 00000 (elax-ve) D00 ODOOO0OO0ODOODOOOOODOO
electron_maxstep SCFOODOOOOOOOODOOO0O
nstep D 0000 (elax) 0000000000000 MDODOOOOOODOOOOOODO
upscale 00000 (relax) JO0O0000 conv_thhr OO OOOOOO00OODODOODOOOOOOOO
diagonalozation 0 00000000 0OOO0OODOO

Ispinorb OO0 000000000000 OO000OO0O0DOOO0O0O0O0O0OO00OO0O0ODO
ooooogo

smearing 00000 (smearing) 0000000000
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degauss 100000000 OO0OOO0OOOO

mixing_beta SCFOOUOOOODOOO KSOOODOOODOOODOoDOoO1ooooooooog
gboooboobood

mixing mode OO0 KSOOOOODODOOOODOOOODOO
vdw_corr D 00000000 OOO0OOO0OOODOOOOOOOOO

Useinput_dft 0 OO0 00000000 0ODO0ODOOODOODOOOODOOOOOOODODODODOO
gboooboooboooon

cell dofree 0O OO0 O0000OO000DOOOO0OOOOOOOOOOODOOO

Usecell_factor OO DO0O0O0DO000000O0ODOOOOOOODDOODOOOOOve-relax0 O
gbooooboobooooboboooooboooboboboooboooobOoboon
ooo

Spin/DFT+U 0 O
nspin 00 0000000000000

Use tot_magnetization D OO0 0000000000000 0O0OO0ODOOODOOODOOODOOOO
000000 starting_magnetization J 0 OO0 000

starting_magnetization 0 0000000000 OCO0OO0OO

Ida_plus_u LDA+UOOOOOOOO0O

Hubbard_U/alpha OO0 000 Hubbard O UO OO alpha 0000000 OOODOO
Phonon O [

Run Phonon Calculation as Postprocess D 0 0000000000000 O000OpwxDO0O
OO000D0phxO0DO0OOOOOOOO0ODOOOOODODOOOO Caleculationd SCFOO
ODrelx00000000000phxO000D00000O0O0O0O0O0ODOD0OOODOOO
ooood

Threshold 000000000 OOOOOODOOODOO
Calc Macroscopic Dielectric Constant 0 0 0000000000 O0O0OODOOOOODOO
Calc Non-resonant Raman Raman 00 000000000 OO0O

AcousticSumRule 0000000000000 OOODOdynmatxO O Acoustic Sum Rule O
gooCoOoOOOO00000DU0DUDUODUOoOoOoOoOoOoOooooogd

Calc Phonon Dispersion D 000000000000 O0CO0OOOOOO0OOOOOOOOO
gbooobooboooooboboooboobooooga

K Points (Dispersion) 0 0000000000 KOODOOODOOOOO
Dynamics 0 O

Simulation Package MD O O OOO0O0O0O000O0O00D0OOO0DOOcpxODOO CPMD
goooogd

dte MDOODOOOOODO atomicunit U 000000

tempw MDOOOOOOOOOOOODOOOOOOOOOOOOO

press MDOOUOOOOOOOOOOOOODOOOOOOODOOO
ion_temperature MD O OO OOOODOODOOOOODOOOOOOODOOO
ion_velocities MD O O OO OO0O0OO0OOO0O00OOOOO

tolp 0O DOO0OO0OO0OOOO0OOO0DOOOO
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pot_extrapolation Born-Oppenheimer MD OO OO OOODOO0O0OODOOOOODOODOOO
wfc_extrapolation Born-OppenheimerMD OO OO O00O0OD0OO0OOODOODOOOOOO

electron_dynamics Car-Parrinello MD OO OO KSOOOOOOOOOODOOOOOOO
ooo

electron_velocities Car-ParrinelloMD OO0 000000000 O0O0OOOO
emass Car-ParrinelloMD OO0 000000 OCO0OODOOOOO
emass_cutoff Car-ParrinelloMD OO0 000000000 ODOOOOODOOOOOOOO
orthogonalization 0 000000000 OOOOOOOODOOO
ESM OO

assume_isolated=esm ESM(Effective Screening Medium, 00000 0)0000000OOO
oooooooooo

esm_ bc ESMOOOOOOOOOOOOOOODOOOOO
esm efield DO0ODOO0OO0O00OO

Ifcpopt DO ODDOODOOODO (constantmu) 0D D0 O0D0D0O0O00O0OOOOODOOO Basic
OO0 tot_chargeDOOOOODOO

fepmu 000000 0D0OO0O0O0ODOOOODOOOOODOOOODOOOODOO

Enter Relative Potential... Target Fermi Energy 0000000000 OOOOOODOOOOO
ooooooooooo0ooogoopooOObOOoO0U0U0OoOooObOOO00UObObDOoOg
00000000000 20000000 Target Fermi Energy 00 OO0 OO

RISM(1) O O

trism=.True. RISMOOOOOOOOOOESM-RISMOOOOOOOOOOOOOOOOOO
000 ESM 000 assume_isolated=esm 000 0000000000003

closure RISMOOOOOO0OO0O0O0ODOOOOOOOO
tempv RISMOOOOOO0OOOOOOO
solv RISMOODOOOO0ODOOO0O0ODOOOODOOO

solute_lj OO ODFTOODOO LJOOOODOODOODOOODO nore00O0D0OD0OOOOODOO
O solute_epsilon O solute_sigma 0 LJIO O O00O0O000O0O0O0ODOOOOO

nsolv 000000000 OOOOOO

SOLVENTS Density 0000000000000 0O000O0OOODOOOOOOOOO MOL
ooo0o0ooooooooooMoLObOOOOOO Directory for MOL Files 010 0 00O
gbboobooboobooobooboobodda

Directory for MOL Files SOLVENTS OO O0O0OO MOLOODOOOODOOOOOOOODO
goo

RISM(2) O [
laue_expand_right/left ESM-RISM 00 0000000000000 00000000000
laue_starting right/left ESM-RISMO O 00000000 000000000000O
laue_buffer_right/left ESM-RISM 0 0 0000000000000 0000000000

Runonly 1ID-RISM 000000000000 O0pwxOO0000 Idrism.xJ000OOODFT
gbgboobdobobobooobobobuobooboboboboboboooooba
gooooooo
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rism3d_conv_level SCFOUOODODOOOODOOOO 3D-RISMOOOOOOO0OOOOODO
gboooooboooooobooood

rismld/rism3d_maxstep 1D 000 3D-RISMOO0ODOO0OOOOOOOOO
rismld/rism3d_conv_thr IDO OO 3D-RISMOOODOOOOODOOOOO
mdiisld/3d_size MDIISO OO OOOOOO RISMOOOOOOOOOODOOOOODOO
mdiisld/3d_step MDIISO OO OOOO0O0O RISMOOOODOODO0ODDODOOOOO

Other U0 QEOUODOOOCOCOOOOOFORTRAND namelist 000000000 OO00O0DOOO
oobooooobooooobooooboobonog

Options
Verbosity QE0 000000 O0OODOOODODO

atomic_position unit ATOMIC_POSITIONS O 0 O CELL_PARAMETERS 00O OOOODO
oo

Usemax_seconds 000 00000000000 O0DOO0ODOO0OO0OO0OQELOOOOOODOO
ooo

Make a Backup of Working Directory Output Directory 0 Create 00 00O 00O O _ge_data
0000000000000 000U0000o00o0UOo0DU0oO0OoOoooooooOn
O00oooooooo

Dump all files for remote Linux 0 000000000000 D0D0O0OOO0OOOODOOOO0OO
000000 000ooo0oooooooooooooooooooon

Open k-pathfile ibravD 0000000000000 OOOCOOOCOODO kOOOOOOOO
0 000000 UserPref/kpath_default.txtd 0 O O O O O UserPref/kpath_default.txt 0 0 O O
00000 wmx/kpath_default.txt OO0 0O O0OOO0O

Use RISM-enabled QE RISM OO OOO0O QeEOO0O0O0ODOOODOOOOOOO
Properties 0 [

Calculate these properties after pwx pwx 0O O00O0O00O0OOO0ODOOOODODOOODOOO
0000000000000 0D00000 Parameter/Value OO0 O0000ODO

Pseudo Potentials [ [
Mass 0000000 OO0OOOOO
Default OO0 OO00OOO0OODOOO
Light 0000000 10000000000000000000O0O0O0OO0OOOOOOO0O
Manual 0 0000000000000 ODOO0ODOODOOODOOOODOOOOO

Pseudo Potential O OO0 00000000000 DOOOCOCOO0OO0O0O0O0OO0O0OOODOCOO
OO0000M™Manua) 0ODODOODOOO0OOOOO0O0O0OOOODODDOOODOOOOOO
0000000000000 DO0O00DbO0O00000000pseudo Directory 0000
O0O0000000000O0O0UserPref/ge_pseudo_priority_list.txt D 0 0000000
ooooooooooooo

Reload pseudo Files pseudo Directory D 000 0000000000000 O0ODDOOOCOO
gboooooboooo

pseudo Directory D00 0000000000000 O00DOOOOODOODOpseudo in QF’s
direc,ory U0 DOUOOQEDNINDOIDOOOODODUOODOO pseudo00ODOODOODOODO
(select..) 0000000000 0ODO0OOO0ODOODOOOODOODOO

Open Pseudo Directory pseudo Directory D0 0000000000000
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Download Pseudo Files OO0 000000000000 DODOO0O0ODOOOODOOOOOO

Open Priority List UserPref/qe_pseudo_priority.txt 0 O O O OO0 O 0O O 0O O O O
wmx/qe_pseudo_priority.txt 0 D 00000000

6.17.2 0O

Quantum ESPRESSO 000000000000 O0OO0O0COOODOOOO
CPMDOOOOUOODD ep.x00000000 pw.x000D0D00OO0O

- UDOODOO0ODO Output Directory = Create 1 0 0000000000000 O0OOO0O0OOO
gooooo

* Output Directory = Continue 0000000000000 O0O0O0OOO0DOOOCDOOOOO
outdir 000000000 OO0O00OOOO0OO

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

oobooooOooboooooooooobooboouoooobonn si.pwinOOOOOOO/00
oboooboooboooogo

oo oo
oooobooooboon

pwout 0 00 O

si.pwout

Quantum ESPRESSO 0 00O OOOOO

goooboooon
batD0OOO

si.bat

Oooooooono 0o0o0oo0ooooooo
si_ge_data\

gobbooobooooooboooboobooobooooooooboooobooooboooobooa

6.17. U U — Quantum ESPRESSO U 00 [
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oad oad
oooooooooodg ooo0oooOoOooooooooog
* . UPF 00

gbooobooobg
ESPRESSO_PSEUDO OO0 O OO
gboobooobooobooobooo

gmx_tmp .mdp 0do0oDooODoOoooooooa

pw_bands.in gb00000bandsOOOODOODOOO
ooooooooon

pw_bands.out pw_bands.in0000000O00OO

pw_dos.in 000000 dosOOOOOOODODODO
oooooood

pw_dos.out pw_dos.in0 000000000
ph.in odoobbph.x0000gooobOO
ag

gboogooooooboooon

ph.out ph.in0000000000

gbo: Oobooogo

 Jb0oobbOoobboobbobboobboobboobooobooon

ooooooboooooboon
- 0ooobOooboobooboboooogo

- 000 Gromacs 0000000 O0O0O0OO0OO0OOOOOOODODOO aaa.gro
ool _gmx_tmp 000000000 DO0OO0ODODOO aaa_gmx_tmp U

ugbogd

- J00000000O0DODOOOOOODOOOOOODbOOOOOOOOooODOOObOOOO
- 00000000 OODODOOUOOOOLOODODODODOODODOODOODO
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goboboooobooboooooooboooobooooboooooboboooooo
goo

- 000000000 DO0DO00DO0oO00DbOoO00oDOoDOo0oDOooDoOOn
000oooboO0o0o0b0bo0o0ob0Oo0obuo0oob0nD aaa_gmx_tmp 0O OO
aaa_gmx_tmpl 0O OOOO

-ooobobooobooboooobobooooboobooon

0000 Winmostar Job Manager 00000000000

6.17.3 00O OO0 (pwout)

gbooobOobooooboboooboooboon

6.174 O 0OOODOO

goooooboooboobobooosoMDUODOOOOOODODOOOOODODODODOOO
CPMD OO OO cpvDOUODOOOOO (pes) DOOOO0ODOODODO
Uboooo0Oobooooboon Animation 00000 ODOO0OO0OODOOOOO

6.17.5 SCFO OO OO QOQ

OO00000D0O0OO0Ototalenergy OO DOODOODOOOO

CPMDUOOOO cpvDOUODOOOOO (evp)UOOODOOOOODO

Draw 0000000000 CODOOOOOOOOOOCOOOOOOOOODOO
Close 0O0D0O00DDOOOO

gbooobooobooboob obuooboob obooboobobob

6.17.6 0000

oooo0OobOo eudinODOOOOO0O0OO0OOOO0OOOOOOO0
OO000000000 ppx0O0O00OcwbeD0O0ODOOOODOO
ooooooboooboooo MoOoPlorD OO0 O0OODOOOOODO

6.17.7 Lowdin O O

goQoQOQoO0Oo0 (udin 000000 O0OO0OO0OOOOOOOOOO
000000000 projwfexOOOODOO
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6.178 DO OOOOOOOOOOO
00000000 (oudin 0 SCFOOOOOOO0O0000000000000000000000

oboooooooo

SCPO0000000OO0O0O0OO0ODODDOOUOUOUOUODODbDDODDbDODDbDDbODOOOOOUODDbDObO
ggobooobobooobboobbooobbooobboooobUoobLDbOOd ppxd
averagex U 0 OO QOO

Draw 00000000000 ODOOOOODOOOOOOODOOOOODOODOOD
Close 0O00OO00ODODOOOO
gbooobooboooobob ooboooobo ooboooooaoon

6.179 O OOODO

00000000 (owdinn 0 SCFOOOODODOOOODOOOODODDOOOODOOOODOO

000 calculation=bands D 0 OO 0000000000 D0OO0OOSCFOOO0DOOOODOOOOO
ob0oooOoboo0ooobOobOo0oobOOobOoboboOon bandsxOODOOOO

Draw 0000000000 CODOOOOODOOOOOOODOOOOOOODOOOn
Close DO00DOO00DDOOOO
oboooooboooobob ooboooobo booboboobooobooon

6.1710 O DOODO

00000000 (eudin 0D SCFOOOOODODOOOOOODODOOOODOODOOOOOO

SCFrOb00O00bDOob0boOobO0obOoooobOoboboooboobbooobOobon0ong desxdO
gooo

Draw 0000000000 O0OODOOOODOODOOOOODODOOODOODOO
Close 0O00O00O0DODOOOO
gbooooobooooboob ooboooob oobobooooaon

6.17.11 JOOOODO

O0000D000 (oudin O SCFOOOOOOOOOOOOODOOOOOO®DOS)OOOODOO
SCFOO00doboOo0o0oooboooooobooooobopooobooOooon pigwfexooonoo
Draw 00000000000 ODOOOOODOOOOOOODOOOOODOODOO

Close 0O0O00O00DODOOOO

gboooooboooobob ooboooob ooboooooan

6.1712 0 O0OOO

SCFOOO bands OO0 DODOOOO0DOOOODOOOOODOOOODODOD

O0D00000000 FermiSurfer 000000 O#of K Points 0 bands OO0 kOODOOOOO
00 CalcOODOOOOOOODOOOOODOODOOOO
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6.1713 0OOODO

goboobooobooboobooboobooboobobobobn
Direction 000000000000 OOOOO

Draw 0000000000 CODOOOOODOOOOOOODOOOOODOODOOOn
Close OO DOOODOODODO

gboboobooaoboobooob obuooboob obuooboobab

6.1714 IR/OO0O0CO0O0O0O
obooooooobOobobooooo SCcFroboobooooboobrROObOOoOooOoOoOooOong

goood
goooboooboobog IRSpecrnm U0 000 OD0OOOOODOOO

6.1715 000000 OO

obooooobooooooboboooboobooooboboooooboboooo
ASR 0000 AcousticSumRule OO 00000000

KPoints 0000000000000 0DO0ODO0OO0OO0Ox,y,zOOOOOOO 2pi/ald0O0n
gboooooobobobooboboobooboboomooD 400b0b0b000O0DOn
oon

Draw 0000000000 CODOOOOODOOOOOOODOOOOOOODOOn
Close DO ODOOODOODODO
gboboobooaoboobooob obuooboob obuooboobab

6.1716 D OOODOOOO

00000o0o00oooo0ooooOooooo0oooooooDoOooooDooOo
ASR 0000 AcousticSumRule D 00O O0O0O0OO0O

KPoints 0000 DOSOODO0O KOODOODOOODOOOO

Draw 0000000 OO00OOCODOCOOODOODOOOOODODOOODOODOO
Close 0O00O000ODODOOOO

Oo0oo0oooooooooooooodoooD ooooooooog

6.17.17 0O0/0000000 (esm1)
ESM 0O O O assume_isolated=esmO OO0 0000 esml OO0 O 000000 zO0OOOOOOOOO
oooOooOobOoooobooo
200esml 00000000 OODOOOOODOODOOO
Draw 00000000000 D0OO0ODOO0ODOOODOOODDODODODDOODODDODODOOO
Close O0ODO0OODOODODO
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gbooooobooooboob ooboooob oobobooooaon

6.17.18 0000 O0OO OO (1drism)
RISMOOOtrism=True. OO0 00000 drismO00000000O RISMOOOOOOOOOO (@
ogoooO0)yooooooad
Obtain Chemical Potentials O 0 0000000000000 csvOOOOOOOOO

Draw 00000000 0DOOO0O0DOOOODOOOODOOOOODDOOOO
Close OO DOOODOODODO

oboooooboooooboob ooboooobo oobobooooon

6.17.19 0O0O00/0000000 (rism1)
RISMOOOtrism=True.OOOO0O000 risml OO00O0O0O0O0OO0OODFTOO-RISMOOOOO0OO0O
godobo0oodooooooooooooobooouoooooOon

Draw 00000000000 ODOOOODOOOOOOODOOOODOODOO
Close 0O00O0O00D0ODOOOO

gboooooboooobob ooboooob ooboooooan

6.17.20 MOLO OO OOOO

RISMOOOwism=Tree. 0000000000 MOLOODODOOOODOODODOODOOO 1000
0000000000000 00O00O0O0O0DOO0O0ODOODOLAMMPSO dataO OO O OODOO
O 00O Use parameters in displayed file 00 000 0000000OCODO

oooDoOOoDOOOMOLODOOODODDOOOOODOO0OO RISM(1)O00O Directory for MOL
FilesOODOOOOODODOOOODOODOO

6.17.21 CPMDO OO 0000 (pos)

CPMD O posO0O0O0OO celDOOOOOOOODOOOOODOODOOOOODOO
pwxO000O0OO00O0O0O0O0O0ODOOOOOO OOOOOOCOODOO
Ubooooobooooboon Animation 00000 ODO0O00O0DOOOOO

6.17.22 CPMDO O OO0 OO0 (evp)

CPMDUO evpOUOOOOOOOOOODOOOOOOODOOOOODOODOO

Draw 0000000000 CODOOOOODOOOOOCOODOOOOOOODOO0
Close DO00D0O00DDOOOO

gbooobooobooboob obuooboob obooboobobob
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6.17.23 NEBO O OO OOO

NEBOOOODOOOOOOOO
obooooOoboooooboboooboobobooobooboooooboooog

6.17.24 NEBO [

nebxOOOONEBOODOOOOODOO

6.17.25 0 00O 0O 0O NEBO

NEBOOOOOOOOoooOooboooboobooooboobooboobooboobooooo
0o0oo0oobooo0oooboon Animation 00000 OO0O0O0OODOOOOO
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OpenMXUOOOOOOOOOODO

6.181 0 OOODODOO

OpenMX UUDOOUOOOOODDOOOOO0OO0O0O0O0ODODODOOOOO0RmODDOOODOODO
ooooooboobogookbOobooooooooboo

rRenO00OO0O0O0O0OO0OOOOOO OO ODOOOOOOOOO

Reset 00000000000 DOO0O0DOOO0OOKOOOODOOODOOODOOODOOOOOOOOO
OO0 CancelDO0O0O00D00O00 Window OO OO OO

gboogbobooboooobobooboboobobooboobooobobbooboboo
gbobooboooboboboboobooob

Preset 00 O00OD0OO00OOO00OOOOO

Use MPI OpenrMX O O OO0 MPIOOOOODODOOOOOOO0O0O0ODODOOOOOOO MPLO
ooooooooooon

Use OpenMP OpenMX O OOO0O OpenrMPOODOOOOODOOOOODOOOODOODOOO
O OpenMPOODOOOOOOOOOO

SCF OO

XcType OO0 DOOOOOOO0OODOODODMMILDAOT LSDA-CALM LSDA-PWIT] GGA-
PBEDUOODODOOODODODDOOLSDA-CAOO Ceperley-Alder O DO OOO0OOOOO
OLSDA-PWOO OO0 GGAODOOOODOOOO0DOOOO0DOOO Perdew-WangOO OO OO
O0O0000MOGGA-PBEDO Perdew O OOOO GGAODOODOOO

SpinPolarization OO0 0000000000000 O0D0OOOO0O0OOO00O0O0 O0ODOODO
gboooooooNOOOOoOobOobOobobooboooobooooorFOooon
ooooo20000000000000000DFTOOODOOODOOOONCOOOO
oboooooboooooon
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EigenvalueSolver O 0000000 OO O O scf.EigenvalueSolverD O OO OO DODOOM) OO
ooogopcoMN)00O0DDoDOoOO0ODO0O0OD0KwylovD OO0O0OOODOODOOOOOO
OoON2 00000000 Chster D0 00000O0BandD OO0 OOOO

Kgrid OpenMX OO OODOOOOOOOO kOODODO1000000000000O0O00CDO
0 O J scf.EigenvalueSolverO D OO0 OO0 0O 00OBand0O0 0O OOO0OD0OKkODOOO 100
000000000000 00D0O0000O0nN1, n2,n3000scfKgridd0D0O0O00D0OO0
OO00Do00oOoO00obok0O0o00oDOOoO00DOO000O0O00000Onl 203000
ocooooooooo

ElectronicTemperature 0 000 0KOOOOOOOO

energycutoff 0 0 000000000000 DOOOOODOOOOO0OOODOOOOODOO
gboboobooboobooooboboooobooboboooooboboooooboboooon
000000000 0O0FFIOODOO Poisson OO0 OO0OOOODOOOOODODO

maxlter SCFOOOOOOOO0OO0O0OO0OOO SCFOOOO0OO0OO0OO0O0OOOoobOOooOoOonDg
oboooooobooooobobooooobooooga

ProExpn.VNA DO00O0000OO00O0O VNAOOOOOODODOODOOOOOOOoONDDOD
OO0 000000000 oFFOOO0ODOODOO0OmMmOFFO OO ODOOOOOnOOOvVNA
gobooboooboobooboobooboobooboboobon

Mixing.Type SCFOOOOO0OOOO0ODOOOOOOOODOOO@OOOODOO)ODO
0000000000 0DO00D0O0O0D0DDOOD OO SimpleTT Guaranteed-Reduction
Pulay O 0O GR-Pulay(0 RMM-DIIS O OO0 RM-DIISOO0  Kerker O 00 KerkerOOO O O O
O RMM-DIISK O (0 RMM-DIISKTT] RMM-DIISH 00 [ RM-DIISHOO OO OO OOO
OO00ooODooOoooDopenMXOOODOOODOODOODOOODODODOODDOO
000000000000 0O0DO GR-Pulaydd O RMM- DIISOO O Kerkerd 0 0O O O
ORMM-DISKOOOOOOOOOOOOO0OOOO0DOOOO SCcFOoOOoOoOoooOogd
OO0D*Pulay0000000000O0ODDOODDOOOOOOOOOOOOO0OOOOO
000000000 scf.Mixing.StartPulay0 O 0 0 0 0O O O O O O scf.Mixing.StartPulay O [0
oooo0o og30000*0000000 000 scf.ElectronicTemperature ] 0 0 0 0O 0O O
0 00 O sef.ElectronicTemperature D 0 OO0 00000000000 DOOOOOOODOOO*
Oscf.MixingHistoryD OO0 000000000 00OODO OO I sef.Mixing.History=300 O
oo0bDOo0oo0O0DOO0o00O0000b000O00O0O00bO0o0O000OdRMM-DISKO
ooo

Init.Mixing.Weight [0 [0 O 0 GR-Pulay O, RMM-DIIS 0O O Kerker 0 00 RMM-DIISK 0
Oodod RMM-DIISH 00000000 DDODDOOOOOOO0 ODODODOOO
O<Init.Mixing.Weight<1 O O O

Min.Mixing.Weight OO0 000 Kerker D0 0000000000000 O0OO00OO
Max.Mixing.Weight DO OO0 Kerker 00000000000 OD0OOOOOOOO

Mixing.History GR-Pulay 0 0 RMM-DIIS O O Kerker 0 0 RMM- DIISK O [0 0 RMM-DIISH
oobO0 SCFPOO0O00O0O0O0OO0OO0DODOOODOOOOOOOObOOOOOOODbOOnn
OSCFOO0OO0O0DO0O0ODOOO0OO0DOD0O0O0O0O0O0OO0DOn O scf.Mixing.Historyd
ooooboo0obOOoo0oo0ooOoOooboobOo SCcrO0DO0ObOOOOoObOODOOOODOO
OMixing HistoryO O 3000000000006000 SCFOOUODODOOODO 504030
oboooooboooobooboon

Mixing.StartPulay GR-Pulay 0 O RMM-DIIS 0O O Kerker 0 0 RMM-DIISK 0 O O O RMM-
DOISHOOOODOO SCFrOoOoboboooooobO Obooboobooboobg SCF
OO000000000D00 KerkerOOOODOOOOOODO

criterion SCFOOOOOOOOOODODOOOHartree 00O SCFO OO dUele < scf.criterion
00000000000 000000b0b000 dUeled 00000 SCFOOOOOOAO
0000000000000 0b00O0000 0000000 1.0e-60Hartree0 00000
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SCE.Hubbard 0 O
Hubbard.U LDA+U OO0 GGA+U LD ODOODOMMoONODOOOOoooo

Hubbard.Occupation LDA+U 0 0 0 [ onsiteI 0 full D00 00 dvalD 0 300000000
obooooobooooooon

OrderN O O

HoppingRanges 0 000000000000 (AE0OOOOOODCOOOD ON)OO O
0000000000000000000000000000000000000000
oooooo

KrylovH.oorder DO 0O OD0O0OO0O0OO00OO0O0O0O0O0O0OO0OO0OODOOOODOODOODOOOOO
goooogd

KrylovS.order 0000000 DO OO ExactInverse.S=off 000000000000 0O0O0ODOO
o0 O0oooooOooOooOoOoOOOOODOOO0O COOOOOOOODOOODOODODOO
goooooOoOoOoOoOoOODODODOOOODOOOOOOOCO

ExactInverse.S Don0 00 0000000000000 O00OO0O00ODDO0OODOOOOODO
O0000D00O0 ODoffi DODOODODOUODODOODODOOOKrylovS.orderD 0000
gooobood

Recalc.Buffer Don0 000 000000000000 SCFOOODOOOOOOOOO Ooffm
gbooobooboooooboo SCcruboonoooooboonboo ScrOOonDOonon
goood

Expand.Core DonD 00000000 DOOO0O0OODO 12%x ry, DOODOODOOODOOODOO
ugbooduitibmpyooobodboobuooboabobooauoobobooboooa
obooobooboooboobo 1o0oboboobooooboooobooboobomoffOO
gbooobOoboooobooooboobooon

MD OO

Type DO000O0O00O0OO0ODOOO0ODOOODOOODOOODOOODOOOOOOODOOODOODO
ooo0ooooooMDOOMNomdd I OOOOOOOOODOMIOptOOOOOO
0000000000000 0ORFCSOONVEOODOOOO MDOONVEOID OOO
Uboo0ooooooONYTOOOODOO MDOI NVT_VSITI Nose-Hoover O 1 O O NVT
goooO0d MDOONVT_NHII

maxlter MDOOOOOOODOO0O0OO0OO0O0OOODOOOO0OOODOOOO
TimeStep D 0O O0O0O00GO00000000O

Opt.criterion O TypeD D 0 000000000 OO0O0OO0OO0OO0ODOOOOODOODOOOO
OOpt.criteriond OO0 DO ODOOO0OODOODOHartree/Bohrl OO ODOODOOOODOOOO
o0o0o0o0o0o0o0ooo0oOoOooooOooobooooOooooooooooooooooog

Opt.DIIS.History 0O DISOM EFOMRFOOOOODOODO OO O O O Opt.DIIS.History
gboboobOoobooooobooooooboooooboooobobooo

Opt.StartDIIS U DIISOD EFOD RFOOOOO0O0D0O0000000DOOD OO Opt.StartDIISO
oboboboobogoooobnostbobooboobooobooooooooooooogoon
gboobooaogood

NH.Mass.HeatBath 0 TypeD OO0 OOO0OOOONVT_NHOOOOOOOOOOOOOOO
boboooboooobooobooooboooboobooboooboooboobooon
O1roooooom

TempControl MD OO0 NVIT OOOOOOOOOOOOOOOOOOOCOOODOO
ONVT_VSOUOOOOOooOooooobooooooooboooooboobooooooo:
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<MD.TempControl
3
100 2 1000.0
400 10 700.0
700 40 500.0
MD.TempControl>

o O O
N D O

000 0<MD.TempControlD O 0 O O M MD. TempControl>0 O OO O0OOOODOOODO
Oo300000b00o0oo0oobooooobob0 boo30000000oo0oooDooD 100
MDOOOOOOOOOO20000000000000MDOOOODODOOCOOOOO
ooboobobooobbooboboobobo200000001000400000000 1000000
goo40007000000004000000000000000000000 O 3040
OO00o0o0000KOOOoooOoOoooDoOo0 «0oobO0oOob0bboooobobbooog
00000000000 O0OD0ONVINHOOOOODOOOOOODOOOODODDOOO
oooo:

<MD.TempControl
4
1 1000.
100 1000.
400 700.
700 600.0
MD.TempControl>

o O O

0000 <MD.TempControld O 00 O O [ MD. TempControl>O0 0 0 DO OO0 ODOOODO
0400000000000O0000O0DOOOOOD40000D0O00O0OODOODO 10
20000000MDOOOOOOOOODODOOCOOO0OO0OO0O0OO0OOOOOMDOOO
Ooo0oo0oooDo0oooDo

File 0 O

levelofsstdout D OO0 0000000000000 OOODOMDoOODOOOODOOOOOOOOg
oobooooboboomioboooooooboooobooooooooooooooobom2no
obooooOooooooboooo

level.offileout OO 0000000000000 O0O00DOODOODoOODODOOOOOODOO
O000000000D00Gaussiancube OO0 O0O00O0OODOOOOOOOD 1000
gobooooobooobm200b0boobobooooooooooboooboooooon

Bands/DOS 0 O
Band
dispersion 000000000000 DOONODODOOOOO
DOS

fileout JO0O00O0DOSOOOOOO0OO0ODOOOOOODOPDOSODOOOOOODOOOOND
ooooboo

Erange DOSOUOO0O0O0OOOODOOODOODOOODOOOODODODOOOOOODOODO
ugbogd

Kgrid DOSOOO0OO0O0O0OO1000000000000000D00 (n1,n2,n3)00
ooooboooboo

MoOO
fileout 000000000 O0DOOOO0OOOOOONODOOODOOD
num_ HOMOs OO00000000O0O0O0O0HOMOODOOODOOOOOO
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num LUMOs 000000000000 LUMODOOOO0ODOOOO

Nkpoint [ fileoutDD 0 O ONO O O O SCF O O OO EigenvalueSolverDO D0 BandOD O O O OO O
ODO0OMMNkpointD OO OOO0OO0OMOUODOOOO KOOOOOODOOOO

Species 0 O
Atom 0000000 ODOOOO
Basis 0000000000000 ODOOOOODOOOOOOODOO
PAO OO0D0OODOOOOODOODOODOOODOOOODOODO
VPS 0000000000000 O0ODOO0ObO0OO0OO0DbOoon
Atoms.Coord.Unit OO O0OOOOOOOOOO

6.18.2 OO

OpenMX OO OOOOO

0o0bOo00bO0o0oo0obooobbo0ob0ooobo00ob000d dia.mxinOSystem.Name O
wmOOOOOOOO/d0000000000000

oo oo
OpenMX OUOOOOOOOOOO0ODOO

O000Ocygwin_wm OO0 diashOOO
bat0Od OO 0000

dia.bat

OpenMX D ODOODOODOODOODODOO
gboooboooon

shOoooOd
dia.sh
diashO0OOOOoooono
logO0 OO0
dia.log
00oo00dooboooobooboooooon
00 wmoutO0oogogogg
mxoutd O OO

dia.mxout

ooogoooono doooooooooa
dia_mx_data\

goboooobooboooobooooboooboo0obooooooooooobooooooooog
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00 00

tmp.dat 00000000oooboooooo
diamxinOOOOOO0O

tmp.std OpenMX O DOODOOODOODOOOOOO
0o0oooon

wm.out SCFOOOOOOOOoOoOooooaoa
Mulliken OO00O0OO0O0O0OOOOOOO
00o0o00o00ooooooboooo

WM. XyZ MDOOOOOOOOOOOOOODOO

gbooobuooboobooobood

wm.bulk.xyz

O scf.EigenvalueSolver=BandO O 0 O O
ooooooooOoOoOoOoOoOoOoOoOO
oooooooOo

wm . md

UMDOOOOOOOOOOOOOOO
gooo

wm.md?2

ooMDOOOOOOOOOOOOOO
oooboboooooboooogoboo
ooooboooooboooo

wm.ene

MDOOOOOOOOOOOOOOOO
ooobooboooooooboooon
Oiterout.cd ODOOODOOOODOODO

wm.Band

oooobOobooobooboooooonod
googd

wm.Dos.val

gbogboobooboaoboabod
oooooo

wm.Dos . vec eEsicieReicizieieicistatsiztitatzts
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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

6.18.3 00O OO (mxout)...

gobooboobooboobooboooDn

6.184 0O OO OOO (md)...

mdJOO0OO00O0O0OO0O0O0O0O0O0OO0O0O0O0OCOO000O0O00O00000O000O000000~0
Ub0ooo0oobooooboon Animation 00000 ODOO0OO0OO0OODOOOOO

6.185 00O O/O0O0OODO/MO0ODOOO...

cobeJ0 0000000 DOOOODOODOODOODOOOODODOOOOO
oboooooboooobo MOPlotDODOOO O0OOOOOOODOO

6.186 OO ODO...

00000000 dia_mx_data\)DODOOOOODOODOOOOODOO
Band.dispersion=on 0 00000000000 O0OOOO0O

6.18.7 0O ODO...

Do0oO0o00o0o0 (diamx_data\)JO0O0000000O00O0O000O0O
Dosfileout=on 00000000000 OO0O0O0DOOO
gboooboobooooboob ooboooob ooboooooaoon
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6.188 DO OODODO..

O0000000 (dia_mx_data\)DODOOOOOOODOO @EDOS)DOOOODOO
Dosfileout=on OO0 000000000000 ODOO0O
gboooooboooobob ooboooob ooboooooan

6.189 O DOOODO..

O0000000 diamx_data\)DODOOO0OO0ODOOOOOOODOO

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

6.199 00O — FDMNES O O OO

FDMNESOOOOOOOOOOOd
FDMNESOODOOOODOOOO0O O0OOOO0O0 oooooooog

6.191 0 0OO0ODOO
FDMNES O OOOOO0OOO0OO0D0ODO00000000000b0b0b00D RenOODO0OOODO
oboooooboobooobOokOobOooooooooon
rRenO0000000O0D0OOO0O0OOOOOOODOOOOOO
Reset UO DO ODODOODOOODOODOODODO

Target Atom XAFSOOOOOOOOOOOODO (Absorber) 00O D0 OOOSer Atfom 00000
obobooobooboooooboboooooboboooboobooobooom

Edge DU DO0O0O XAFSOOOOOOOOOOOoOOOoOO
Range 00000 XAFSOODOOOOOODODODOOOOOO

Cluster Radius FDMNES O OO0 0000000 0OOO00ODOOOO0DOOO0ODOOO0ODOOO0ODO
gbooobooobooobooooooboooboobooooboooboobboobooboooobooon
gbooooo

Method DD 0ODOO0D0OOOODO
Convolution 00O 0000000000 OOO0OOOOOOODOOOOODODOOOO

CalcLDOS OOOO0ODOOLDOSODOOOOOODOOOD sd*xtOOOOODOODOOOODOODO
gbooog

Definition for Energy XAFSO OO UODOOOOODOOOOODOOOOOOODOOOOODOODOOO

6.19.2 0[O

FDMNESOOOOOOO

gbobobOobooboboboboooomuobobooboboboboobobooboooboono
cu.fdmnes 0000000/ 000000D0O0OO0DOO
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oo OO
gooooooooooo
logO0 OO0
cu.log
FODMNESOOOOOOOOOOOOO0O
oooag
batOOo0O
cu.bat
XANESOOOOOOOOOOOOOOoOO
ogodooooooooooo
convdOooad
cu_conv.txt

0000 Winmostar Job Manager 00000000000

6.19.3 00000 (log)

gobooboobooboobooboooDn

6.19.4 XAFSO OO OO

convOOOODO +x_conv.txt OOOOOOXAFSOOOOOOOOOOOO

6.20 000 — BoltzTraP 0 0 0O 0O

BoltzTraP OO OO OO OOOOO

6.20.1 OO

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

6.20.2 DO OOOOOOOO

BoltzTraP O O OO 0OOOOOO0OOOOOOOO0OO0OOOOOOOOO0OOOOO0O00O0O00O
Create .intrans 1 000 OO0

Quantum ESPRESSO 0 nscf O 00000000 OOO00O (pwout) 00 00O OBoltzTraP
000000 .inransHUO0 000000000000 O0OO0O0ODOO mg2si_nscf.pwoutd 00
0000000 mg2si_nscf 000000000000 DOOOOONDODOOmg2si_nscf.intrans
Omg2sinscf000O00O00OOONO

intrans 000000000000 O0OOO0O0DOO0O0OO0O0ODOOOOOO0O0ODAO
gboooooaoo
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Fermilevel Ry) pwout 0 0000000000 O0OOOOOOODOOOODOODOOO
energygrid 000000 0O0OOOOODOODOO

energyspan 0 000000000000 0OO0OOO0OOOODOOOOODOODOOOOOOOOO
number of electrons 0000000000000 ODOOOO

Ipfac 00 O000O0ODOOO0OCOODOODOOOOCODOOOOOOODOOOODODO

efcut 00000000000 DOOO0OOOOODOOODOOOO

Tmax 000000000 ODOOOOCO

temperaturegrid O OO0 0000000 O0OOO

energy of bands DOS O 00000 0O0D0OOODOOODOODOOODOOOO

Calculate expansion coeff 0 00 0000000000000 0OOODOOODOOOO0O
Start BoltzTraP 0 0 O

0000000 inrans 00000000 DBoltzTraPO OO OO0O0O0D00O0ODOODOO
goboooooobooooooooo

ob0000ooobooobO0oobo0oooboboo0dOmg2sinscf0 0000000 OOOOO
ooo

go ao
BoltzTraP OO OO OD0OOO0O0ODOOO

intffans0 00O

mg2si_nscf.intrans

BolzTraP 00O OO OOOOOOOODO
D00000000O0OO000000O0O
trace U U U D 000000000 BoltzTraP 00000
mg2si_nscf.trace 0..0000000000000000
0000000000

Cancel0 O 0O
Jdo00oOoOoOOo0Oo00ooooobobOobOOoooOooooa

6.20.3 BoltzTraPO O OO0 O O...

BoltzTraP OO OO ODOODOOOOODOODOOODOODOOOODOODOOOO
« 00D 0O0ODOOD Seebek coefficient[ ]
« JOOODO (Electrical conductivity),
e 0ODO0O (Electrical thermal conductivity),
e 0O OO (Power factor)
» 000 0O 0O Figure of meritl

goboooboooooobooobooboooobooooooboooooooooO  TKIOOOOO
gbobooboooobooboooobooooobooobooboobooboooboooobooonoo
0000000000 EEfleVIDO0ODOOOODOOOODOOOODODOOODOO
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6.21 00O — Phonopy 00 00O

Phonopy 00000000000

6.21.1 00O

Phonopy 00O OO0 300000000000O00OO

1. 00000 Quantum ESPRESSO D 000000000 O0O00O0O00OOOOOOOO (OO
oo)

2. 000000000000000000Quantum ESPRESSO0OOOONO

3. Quantum ESPRESSO 0000000000 OOO OForceSets 1000000 O OPhonon OO
goposOooOoonooboooooo@ooon)

6.21.2 0 O0O00OOOOO

Phonopy OO0 D ODOOOOODOOOOODOODOOOOODOODOOOOODOOOODODO
Open 000 Quantum ESPRESSOO0O0O0O0O0OOONO (*in,*.pwin) 00O 0O OO O O O Phonopy O

obOo0o0ooo0o0oo0o0o0o0oo0o0ob0o0o0oooo0o0ooo0obooonoOn tprofor, tstress
UobO0O00o0000000b00O0dddPhonopy O Quantum ESPRESSOOO0OOOODONO

00 00 Quantum ESPRESSO OO0 OO0 OOOO Preset=Phonopy 0O DOOOOOOO0OO
ooo

DIM 000000 x,y,zOOOOODOOOOOOODOOOOOOODOOOODOO

MP Phonopy 0 Phonon DOSOODODODOODODODODDODDODDDOODODDODDOOOODODDOOODOO

ATOM_NAME 000000000 O0000O0O00O00O000DOO0O00DOO0Open0000O0OO
goooooboboboooboobooooobooogoo

Start 00 0O

0000000 phonopy0 00 0000000000000 0OOOOODODODODODODODO
gbooooboooboobooboooobobooa

oo oo
Phonopy 000 OO00DOOOOOO0OO
ooooboog

batOOoO0O
si.bat
Phonopy D0 OO O DOOODOOODOOOO
goodboooooooooo
shoonood
si.sh

ooooboooooboobooon

si_ph_ dataCd0 00O
si_ph_data

Obob00odoOsiph data0 00000 0ODOOOOODOODOOO
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go ao
Phonopy DO OO OODOOOOOOOOO
oooobooooooboooogoo

mesh.conf 0 0 0 O

mesh.conf

Phonopy 00 OO ODODOOOO0ODOOO

O0ooooooobooonoo
band.confO 0O OO

band.conf

headerO O OO s,pwin 000000000000 O0OO
header.in gbooobooobooobooon
supercell D 0 OO Phonopy 00O O0OO0OD0OODOOODOO
supercell-0 .in 0000 Quantum ESPRESSO OO0 O

gooooobooboobooboog

obooobobooobooboooooonod
oooobooooonb L2,000000

oooog
tmpOOODO header.in O supercell-*.in 0000000
tmp—*.1in gooogd

Cancel0 0O 0O
doooooooOoo0ooooooobOobooooooooa

6.21.3 confO OO O 0O0O...

conf0O0000D00OO0OO0O0O0DODOOOOO0OOOO0ODODOOOOOODOOOOOODODOOO
gooooooooo

6.21.4 Quantum ESPRESSOC 000

0o0o00o0obob0DO00b000b0o000b000b00b00000 0Quantum ESPRESSO 000
ob0o0oOobOO000000b0000Quantum ESPRESSOOO000OO0O0OOO0OOOOOOO

6.21.5 Phonopy O 0 O ...

Phonopy DO OO DODOOOODODOODO
O00000D0000 filersiph data 00000 O0O00O00ODOO0O0OODODO
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go ao
Phonopy 0O OO OODOOODOOOOO
ooooboooogon

shoood
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

6.21.6 D OO0O0O..

OO0000000000 bandesvO OOOOODODOOOODOOODO

6.21.7 00O 0ODO..

00000000000 teal doscsvO0ODOOOOOD0OODOOODOOO

6.21.8 00ODO...

00000000000 Od thermal_properties.csv0 000000000 OOOO

622 NO00OO0O0OO

6.221 0000

gbooooobooooboobooob 00b —-000boobooboooobobo

6.222 0 OO0O0O0OOODO/NCOO

obooooooo

gbooobobooboobobooboobobooboobobooobobbooboboo
gooobobooboobooboobooo
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Jodd0oDodooooooooooooooooad oooooooo

oboooooooo

6.22.3 00 0 00O (Balloon)

Balloon OO O0ODOOO00DOOO0O Search 00000000000 ODOOOOOODOOO

6.224 00O 0ODO

obooooooooooooboboooboooo
gbooooobooooooboboooo
(hOboooobooobooooobooobooboo

@ boboobooboooboobobooooobooboobOomobooDo
3 00bb0-0000000000000O0

gboboobooboooobooboooooooboooboobooboobooboboboobooonoo
goo

gboboobooobooobooobooboobooon
Analyze 00000000000

Accuracy 0000000000000 O0O0O0O0DOOODOOOODOOODOOOODOODOOO
gboooobooooon

Shoenflies 0 0O 0000 Shoenflies0 00000000
igooooooooooooooo
CnAxis 00 0D00OO000DO0OOOODODODO
SnAxis 00000000 ODOOOOODODO
Mirror 000000000 OO0O0OOOOO
Select 00 DOO0000DOOO0O0ODOOOOODOOOODDOOOOOOOOOOO
Deselect 00 OO OD000D0O0O00DO0OO0O0ODOOOO0ODOOOOOOODOOOODOOOO
Select Al OO0 O0O000O0O0O0O0ODOOO0OO0ODOOOODOOOOOO
Deselect Al D0 OO0 O000O0OO0O0O0DOOOOODOOOOOODOOOOODOO

gbobooboobooooboooooboooobooboobooobooboobobboobooonoo
ooooooooogocioooooooobooooooooooo

Symmetrize O OO0 0000000000000 COOOO0OOOCOODOOOO0OOODOOOOOO

Show Symmetric Unit 0 000 000000000000 CCOOODDOAsymmetric UnitDO0O00O
o0o0ooooooooo0o0oooooobDm@oooDbODOOobO0o000ooooDO GAMESS
goobooooobooooboooobobooooobooboooooboooom

gbooobooboo oboboboob Xyzooooooboood
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6.225 0 0O00O0O,00

goboobooobooboobooboo

obooobooooooobooboooooboooboooooboooboooboobooomoobon,d
gboboobOoboooobobooooo,ooooboooooboob,o 270, plll-120, 1993.0

(1) van der Waals Moleuclar Surface (VMS): OO0 vander Waals 00 000000 O0OO00OOOO0O
(2) Accessible Molecular Surface: VMS O OO OO ODO0D0O0O0OOODODOOOOOOODOOOOO

(3) Molecular Surface: VMS O OO ODO0O0OO0OODO0OOOOOODOODOOODOOOO Solvent-excluded
surfacel] 0 0 O O Connolly surface 0 0 0 000 O

ODO000OvaltyDODDOOOODOOOODOO

00000/00000 =SArGV/AT*2/3) 00000 =4r@V/AD)*Q/A3) (000000000
ooooo)

6.226 O OOODOO

gbbooboooboobooooooobooboooboooboooobooboobooboooLoa
OboOO0OLDbOO00OOooooogooon

6.22.7 00O ODO

obooooobooooobooo

6.22.8 Sterimol 0000

000000000000 0O0000b00000DOb0O0OSeerimol 0ODOO0OODODODOO
Calculate 00 0000000000 ODOOOODDOO

6.229 00OODODOOO

000000000000 Winmostar JobManager 1 0 OO0 OO

6.2210 JOOOODODOOO

gboobooobooobooboobooboooooooogon SubmitJobOOOOOOOOO
gooooooooo

6.22.11 Cygwin

cygwin_wm 0O UO0OO0O0O0O00O0O0O0O0O0O0O0O000O0

6.2212 J OO OO

gbooobOoooboooooboooobooboooogoo
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6.2213 0 OO0OOO

ooooboob0oobooboooobobobooboobog ExeelDOODODODOOODODOOODOO
ooo

6.2214 batO OO OO OOO

Gaussian 0 GAMESS O bat OO O O0O0OOOO0O0D0ODOOO

1. 00000000000 Gaussiand GAMESSOOOODOOOOOODOOOOOODODODOS
gbooboboboboboobooboboboboboboboboxpooobobobob
oboooooooooon

2. 0000000000000000000O0ODODOOCOD 1.ODO00C000000batOOO
gbooooooon

.2bat00 0000000 =>0000000000000000D00DOOOOODOODOO

4. Rvn0000000D0O0O0COOCOOOOOOOOCODODODOOOOO0O0O0OO0ORumarOO0O0O
gboboOoobooooobooobobo0oo0oobbooobbinn winmos_batjobx.bat
00000000 Save00D0 Load DO OO0OO0O0O0OO0O0O0DOOOODODOOODOO

6.2215 DO OOODOOOOO

goboobooobooboobooon

1. 000Add 000000000000 0O0ODO0O0O0O0O00O0O00OO0O0O00O0O0O00O00O0000
Winmostar 000000000000 DDOO MOPACO GAMESSONWChemO Gaussian O O O
gbbooboooooboooboooooboobooooobooobooobooboobooboon
oo0oobooobooobOoobogd Import From Main Window D00 00000O0D0OOO
gbooooooboooooboboooooboon

2. 000000000000 0O0O0O0O0OO0DbOO0OOODbOObOOOOObO0Onn
. Delete 0000000000000 Clear000D0O0O00ODDOOOODDOO

JAlignAllOOD0ODOO0ODOOODOOODOODOOODOOO0OODODOODOODOO3000bO
ooobooooooobioobooooobo2000000003000xy000000D0O00O0

5. 000000b0o0buoo Xx,y,z000b0o0ob0ooboobobobooboobooa
. Open Viewer 1 00 00000 0O Winmostar Viewer 0000000000000

~ W

)}

623 D00 —-0000 0000

Winmostar J 0 0000000000
oood
ob ooooboooood
gboooobo ocoboboooobooobooo

OO0 UNIXOO O0O0OO0O000O UNIXODOO cygwin OO O0ODOO Windows Subsystem for
Linux(Bash on Ubuntu on Windows) 0 0 0 00O OO O0OOO
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[COoO0O0l-ooboooooo0og]joobooooobo0ooDbobo0 boooooogooo
o000 000 - 00o0ooboooob0 oooooobooooveUonDOo 0o
—- 0000 0o0obooobobooobobobobooo0o0 oo -00D0DOO0ODO O
Editor 000 D0O0OD0OO0O00OODOOOOOO

ZipOOODOOO(VSOO)OODOOOD ODOoOoOoOoobooODbDbOOOOOObOObODDbOoO
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gboboobOoboobooboMBOOOOOOOOOOOOODOOOO

oood
oboboo0O0o obobooboobooooboooboobooboooooboooooon

0000 zZz-Matrix 0000000 O00D000O0O0O0O0000OOO0DOO0ODOO0O Z-Matrix
gboboobooboooooboooooo

MOLOOOOODOOO+4+000000D MOLOOOOODOOOODOOODOOOODO
obooooobooooooboobobooooooo

gbooooobo boooobobooboobooboobooboooobooboooooboon
O0000000000b Ad00 000000000000 DOO0ODODOO020000
ooooooooooobooooo200b0b00boboob Appyd0ogooonooon
obOoobobobooboooooobobobobooooboboooooboooon
U0o0O00O0bO0000bO0b0o0o0o0obOon0ooOn Delete0O0OOO0O0OOO

gbooooooboooobobooonbo boboboobooboooboobooboboboo
goboobooboooooboooobobooooooo

gobopooboboobooboob bbobooboobooboobobooboboon
ooo

Z-Matrix 000000000000 Z-Marix O0OO0OO00D0ODOOOODOOOODOO

gbooooboobooooobo ooboboooooobobooooooboboooooooboo
ooo

MDI-[OO0D0O0/00000]00 PackmolOO0O OO0OOO0O0O0OO0O0O0O0OOOOOO
0400000 0000 packmol 0OOO0OO0O00O00DO0O0O0O0O0DO0O0OOGromacsOO0O0O
goo

googd

MOPACOODOODOODOODOD ODDOODODOODOODOOOOMOPACOODOODODOO
Winmostar Job Manager 0 00000000 0O0ODOOOOOMOPACOOOOODOOO
OO0 Winmostar 0 0 OO0 OO0OOOMOPACODOOODOOODOOOOODOOOOOOOO
oooooo

gobgbooobooob obbooboobooboobn

goboobobobooboooboooboobo MoPACODDODOOODODOOOODDOO Win-
mostar Job Manager 000000000000

gboooobdo ooboobooooboooboooooboboooobooa

gobopoobob obooboobobbobooboobooboobobobooboon
oboooooboooon

Gnuplot 00000000000 O0O0OOOCDOOOCDOOODODODOOODOO Gnuplot
0000000000 0000D00000 GraceODODOOOOVOOOOOGracedOO
Gnuplot DO DO OO0O0ODOODO Winmostar OO0 OO OO0OOOOODOOOOOOO
O0000000Gnuplotd000000Winmostar O DO OODODOOOODODOO Export
obooooobooooooobooo

6.23. 000 -0000 0000 143



Winmostar™ User Manual, 0 OO 0O 9.4.1

gboooooobooooob booboboboboboooooooooobooooooon
gooooooo

gbobooooooooogoboboo(v9uonb voooooooooooobooooooo
gbooobooadaogd

GAMESSOOO00OO0OO0OO0OO00ODOOO ODOOoDOOoOoOoDoOoOoooobooDbDOboO0oOooo
GAMESS 00 000000DOO0OD0OO0O00O0O0O0DOODOO0O0DOO00O00O00D00ODO
oooooooboooooboboooooo

good

000 0O000Winmostard GaussViewd Jmoll RasmolOd0 0 WinmostarOD O O O OO OO0 Q004
oogooooa

oood
o000 obobooobobooooobobobooboo
o0 oboobooooboo
U0 obobooooboo
00 @D 3boooooooobooboood
o0 ooOooooooboboboooooon

gbooovbwioo oooooooboboboboobooooooobobovbwono
goooogd

gbooooobo oAb ooooboobboboboooooooobooboooboooooo
00 —-00000000000O000b000o00
gbooooboooobobono gobboooboboooobooooboooobooOooboboooa

gobopobobooboo boobobboboobooboobooboooboobooon
goooooo

obob0 oboobooooobooooobooboooboobooboooo
U0 -00000000000000b00o0O

goboobobooboobdoo gbobobobobobo oboooobo bobbooon
gboogd

3IDO0 DO0O0000ODOCOO0O000ODOODOO0O0O0O0O0penGLOOOODOOOOODOO
gbooooboboooooboov/ioobooooboboooooo

gooooboooboo booboooboboboobooboboobooobooo

6.24 0O 00O0OODOODO

O00000D00000000D00Animationd O O000O0 EnergyPlot 0000000000
goboboboobooboobooboobooboboboobobobooboo
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625 D O0OOOO0O

6.251 0 OOODO

goooboobooobooboobooboon

6.25.2 000D O0O0OOOOO

oboooooboooooobooooboobooooooboooo

6.25.3 WinmostarO O OO0 OO

OO0000000D000 Winmostar D HPOOOOD OO

6.25.4 OO O

Winmostar H O OO0 0000000000000 O000 mlOOO0OOO0OO0DOOO

6.25.5 cygwin_wm [ 0

CheckNow OO0 OO00D00O00OO0O0Dceygwin wmOOOODODOOOOOODOOOOOOO0OOOOOO
0000dooooooobooobobbdobooobonbodn Successfully finished. Close
this window. OO QOOOOOO

000oooDobooo0oooooooobbDDOcygwin wmOOOOOOOOO0O0OOcygwin_wm
obooooooboboooboobOoboo0ooooboboboooobobooboooooonoo
goooogd

6.25.6 D OOOOOOODOOO

Winmostar U000 000O00O0O000DO00O UserPref000O0O0OO00OOO

6.25.7 0 0OOODODOO

oboooooooooobooo

6.26 AnimationO 0 0000

obooboooooboboboooooboooooboooooooobOooooboooooooo
gboobOobooooboboooooboooobOoobooooobobooooboOoobooon

oo00oo0oo00ooo0oooboD ColwumnOOOO0ODOOOOO0ODOOOOODOOOODOODOOOO
gooo

oboooboooboooooooooboooboooobooobooooboooboOobooboobooonoog
obooO00 TeolsDOOOODOOOOODOODOO

File OO OO
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Realod 0000000000 DOOOODOOOOODODOOO
Reload DO DOOOOOOODOOO

Export GIF Animation GIFO OO OOO0O0O0O0OOOOOOODOOO
Export.. 000000000 DOOOO

Export JPEGImages OO JPEGOODOOOOOOODOO
Export... 000000 O0OODOOOO

Export Animated GROFile 0 000000 groOO0O000O0O0DOCOOVMDOOOODO
U0O0000 Export.. OO O0O0OOOOOOODOO

Close OO0U00D0O0O0O0D0OOO0O0OO0OOOOODO ODOODODOOODOO — Animation 00 0O
oooo

Close0O00O0O0ODOODOODOOO
Control 0O OO
GotoFirstFrame 0000000000 ODOOO
00oooooooooooboooooo
Play/Pause 00000000 OO0/0000000O0O
oooooobooooobobooogooo
GotoLastFrame 0 0000000000000
0o0ooodooooooobooogoo
Tools D OO O

Invert Trajectory D OO0 0000000000000 D0O0OOO0OO0OO0IRCOOOOOODO
googobooboobooboobooboobooobo

SkipFrames 00 0000000000000 CCOODOOO0O0OOOOOOOOODOOCOO
obooooobooooboobooooboobooooooboooo

Distance/Angle Change OO0 0000000000000 0DOOOODOODOOOOODOO
gooo

1. Bond/Angle Change D0 O D000 Tipe OO DO OO OO

2. Target Aroms 000000000000 O0O0OCOOODOOOOOOOOOOOOO
obobdboSe0O00oOo0oOoOoooOoOoOoOoOoOoOoOoobOOoOoOooobooooon
uoooboooobooboooogo

3. Plot 000000 ODOO Time Change D00 00D OO0D0OO HistogramD OO OO
ooooooooooo

4. Daw 00O 0O0OO0OO0O0O0ODOOO

Mean Square Displacement/Diffusion Constant 0 0 0 0000000000000 DOOOO
00000 000000 00000000 dO0Gromacs 100000000 O00OODODODO
000000000000 0oDoo00oooo00oooo0ooDoODoDooDoooDOoooOg

Radial Distribution Function 000 0000000000000 OO0O0OOO OODOOO
UO00OO0Gromacs O DOOO0OO0O0OOOO00OO0DOOOODOOOOODOOOOOODOOO
gboooboobooooobobooooboobooooga

Extract Trajectory for Selected Group 0 0000000000000 O0OOOOOOOOOO
gooooOoOoOooOoOoOODOOOOOOO0OO0
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Loop UO0OOOD0OO0O OOO0ODODOOOOODOOOODOODOOO
Dynamics Bond D 0000000 OO0OO00O0ODODCOOODOOOOOOOOOODOO

ooooo0obDOoO0o0oMDOOOOOOO MDO CPMDO ReaxFFO DCDFTBMD O 0O 00 O
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OpenViewer U100 OD0OO0O0OOD0ODOODOOODOOO Winmostar Viewer 1000000000
Excel D00 ODOO0O0OODOcsvOODOOOOExcelOODOODOODOOOOOO

Custom Plot D00 0000000000000 0O0O0O0ODOOOOO0ODOOOOOODOOOOOO
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obooo0on0O booooboobooooobooboooogoo
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. Draw 0000000 «_den.cube 00000000 0ODOODOOO
. Quantity  ESPOODOOONO

.Draw 0000000 «_esp.cube 00000000000 OO0O0DOOOODOODOOO
gbooooood

5. «_den.cube  Winmostar U D 00 OO0 OOOOODOO Cube Plor DO DOODOODOO
gooo

AOwWoN

6. File200O0 .. 0000000000 *_esp.cubedDOOO
7. Draw OO00O0OOO0OOOOOO

O00: Windows O GaussianO O OO OO0O0O Cubegen DO OO0OOOOOOOODOO ESP
O00000ooDoo00CubeD0DDOODOOOOO0O00OO CubegenOODOOODOOOOO
Use Gaussian’s cubegen 0 00 000000000000 OOOOOO0O

Selected MO DO 000000000 0OO00O00ODOO Energy Level Diagram 10000 00000
ooooooooooooopoooooDoDOoDO

Show Diagram 0 0 O Energy Level Diagram OO0 000 O0D00OODO0OO

alpha/beta 000 ODODOOODOODOOO

Draw Syle 000D 00000 OO0OD0OO0O Mesh)OOODOOODO SelidyOOODOOODOODOO
Transparency D000 00000OJ0:00001: 000

Isosurface Value 000000000000 OOOO

Points 00D O000DO0O0ODOODODOOO

Scale OO0 00000 D0O0O0ODOODOODOOODOODODODOO

Draw boundary 00000000 cube OO OOOODOOOODODOOOOQuantum ESPRESSO,
OpenrMX O OODOOOOODOOOODOODO

Draw contour Map 0 00 00000 O0O0O0OO0ODOOOOOOODOOOODODO

Dump cubefile OO0 00000 DrewOD0OD0OO0OOO000O0DOOODODDO cubeDDOODOODO
gooo

Draw 000 O0O0O00O00O0O0O Winmostar Viewer 1 0000000000
Draw 2D) 000 ODDOD0OODOOOOOODO0ODOODODDOOMI deprecated
Close 000 ODOOOOOOOOOOOO

6.29 IR Spectrum 0 0000

IRROODOOOODOOOOOOOOOOOOOO0OOOOOO0OOO0OOO0O0OO0O0O0O00IROOOOOO0
gbooobOobooooobooooooboooooboooobobooo

GAMESSOOO0OOO0OIROODOOO0OOO0OOOO0DOOO0OO0O0ODOOOO0OOOOO00OOOO00O0O0OO
gbooogbooobooboobooboboobboboobooboboobobooboboo
gbobooboobooboobooo
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Freq.Scaling OO DO0O0O0O0O0OOO0O0O000O0O0O0O0OODODODOOODDODODODOOOOOODOO
0o00o0o0o0oooooooooooooooooo0o0o000oooo0 0000000
gobooooboboooooboooobobooogooo

Raman Raman Activity / Depolar (P) / Depolar (U) D O OO O OO

IRROODODOOOODOODOOO

Animation O 0000000000000 OOOOODOOOOOOOO

Vector 10000000000 DOO0O0OODODOODOOOOO

Magnitude 0000000000000 O0ODOODOODOODOOODOODOOOOODOODOO

XRange 00 OOOO0OOODOODOO

Reverse D 000000000 OOOO

YScale OO0O0O0O0OODOOOOO

Reverse 00O 0000OOOO0OOODOOOO

Broadening 0 00000000 O0OOODOODOOO

Export 0000000 0O0ODOO0ODOOODOO
OpenExcel csvO0 000000 ODOOOOOO
SaveImage D000 GIFOOO JPEGOOODOODOO
Copylmage 000000000 0O0OODOOODOOOO

Close JO0O0DO0OO0ODODOODOODO

6.30 UV-Vis SpectrumJ 0000

gboobobdobobooboboobodobobouoboboobooboooobobooooba
oboooooboooooooboboooo

View OO OO
DrawPeak 1000 O000ODO0ODOODOOOOOODOODOODOOOOO
Draw Curve 0000 OO0ODOODOOOOOODOOOODOODOODOOO
Export 0000000000 OOOODOOO
OpenExcel csvO0 DO O0D0O0OOO0OODOOOO
Copylmage 0000000000 DOOOOODOOOO
Broadening 0000000000 OOOOOO
Close JO0ODO0OODOODOO

6.31 NMROOODODO

NMROOOOOODOOOOOO
Element NMRO DO OOO0D0O0OO0O00DOOOODOOOOO

6.30. UV-Vis Spectrum 00000 149
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Reference 0000000000 D0O0O0CDOODDOO0OCOCO0O0OOElementD AIDOOOOOOO
O000o0oD0O00000000D0 UserPref D000 w_nmrref 0000000000
U00O0Er00000000D0O00O00OD0O0OO0ODOODbOOOOODO

Shielding Reference 0 00000000000 OOOOOODOO
Selected OO0 O O0O0O00O0ODOOO0OODOODOOOOODOOOOODOODOODOODOO
Degeneracy Tolerance 0 0 00000000000 0OO0OOOOOOOOOOOOOOODOO
Export 00000000 ODOODOODOOO
OpenExcel csvO0 000000 ODOOOOOO
Copylmage 0000000000 DOOOODOOOOO
Close 00O O0OD0OODOOO

6.32 PIOOCODOOOO

GAMESS 0 O 0O Gaussian O O O PIO (Paired Interacting Orbitals) D D OO0 O O0O0OOOO0OOO
(1) Click the fragment...

Set 00000000 0DOODAOOOODOOOODOOBOOOOOOOISet]O
gbooooobooon

Reset 0000000000 DODOOOO
(2) Save ab.inp ...
Save OO0 A-BOOOOOD AOBOOOODOOOOODOOOOODOOOOO
Edit OO0OO0OOOOOOODOOOO
(3) Gamess/GAMESS Exec
Gauss/GAMESS Gaussiao/GAMESS OO OO0 0000000
GenG D00D0D0ODOOOODDOOOOO
GenP PIOOO000DOOCOOODOCOOOODOO
(4) PIO
PIO PIOOCOOOODOOOO

ISPC D000ODOOO0O0O0O0ODOOOO0ODOOOOO0O0ODOODOO0O0O0DOOOO00MOooO
ooooo

0 AABOOODOOOOODOOOOODOOOPIOOOOODOO

1ABOOOO0OOOOOOOOOOOOOOCCOP PIOOOOOOOOOOODOO
00000000000 (overlap repulsion, closed-shell repulsion) D 0O 0 OO0

2 A0 0000000 BOOOOOOOOOOOOPIOOOODOOOOADDOBO
00000000 (electron delocalization) O O O O 0O OO

3A000000O0BOOOOODOOODOOOOPIOODODOOOOOBOO AO
O0O0O0O0D00OD0O0O (electron delocalization) D OO O OO0

Edit PIOODO0O00O0O0O0OD0 (00O oy O OODOOO
Sum. 0000000000
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Edit PIOOO00O0O0OO000D0 @O0 loggOO0O0O0DOO

MO ODO000ODOO0OOO0OO0OOoDOOobOOoOobOOoboOobooboobDOooboooooDo
oooobooboo MoPlrDOUODOOOOOOODODOO

Close 0O00OO0O00DOOOODOO

6.33 Energy PlotO 0 00O

goobobooboobooboobooboooboobooboboobooboooboon
gboboobooaoboodabvviooboooon

Energy Terms 00000000 Draw OO DO O0OO0OODOOO0OCODOODOOOOODOOO
gbooobooboooobob ooboooobo ooboooooaoon

Block Average Size U0 00000000 0DOO00OODO0ODOOOOODOOOOOODOOOOO
ggbgoboobooboboobooboag

Normalizeby Nmol 00000000000 DO0OOO0OCODOOOO0OOOOOODOOODOOOOO
gbooooog

CalcAve D00 0O0ODOOOOODOODOOOODOODOOO

Gromacs U0 OO0 gmx energy 000000 Obulkmodulus OO0 O0O00OO0O0O0O0OO0O
ooooooooo

Draw O O0O0OO0O0O0O00O0O
Gromacs 0O 00O gmx energy 0O 0000
Close DO0O0OO0O0DODOOOO

634 D00 OD0OODOO

ooooooooooooo
00000 DOooooooooboog
Refresh 00O 0OODOODOOOO
00000 DOobOoOooooboo
Refresh 00O 0O0DOOOOOO
X/Y Axis
Autoscale 0000000000 ODOO
Min/Max Autoscale 000000000 ODOOO0OOCODOODOOOOODOO
Logarithm 0 0000000000000 O0OD0ODOOODOODOODOO
Refresh 000 00O0OOOOOOOOO
Options
Copylmage 000000000000 0ODOODOOOOODOOOO
Open Excel csv0 0000000 ExcelOODOOOO
Export Gnuplot File Gnuplot 0 0000000000

6.33. Energy Plot0 OO OO
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6.35 Winmostar Viewer

Winmostar Viewer 0 D0 O 00000000000 O00OO00O0 Winmostar D0 O0O0O0OOOO0ODOO
MDOOOOOOOOOOOOOOOOOOOOOOO0O0O0O0O000O0

6.351 0 0O0O0ODODOO

obooo+0000

ooooboooooo
gbogbugooobbooboaoboabaong

ooo
oooo+00oooon oooobooooo
obooo+0000+400000 OO0pe000o0ooooon

6.35.2 0 0OO0OOO

FileOOODO

Open gld00000 MOLDAODOOOOOODOOOOOODO

SaveGLD O 000000 GLDOOOODOOOOODOODOOOODOODOO
Save MOLDA 00O 0O0000OOOOOOODOOOMOLDAODOODOOOOOO
Save JPEG 000 0O0O0O0O0OOOOO0ODOOOJPEGUODOODDODODODOODOOO
Save JPEG (Stereo) 0D 0000000 ODOOJPEGOOOOOOOODOOODOO
StereoPhoto Maker StereoPhotomaker 0 0O OO OO

Exit Winmsotar Viewer 1 0 00000

Viewdo O QOO

Representations 000000000000 Representations 10000 0000000
Perspective OO0 OO0 000000
Background Color 0 000 OO O0OOOO
Winmeostar Viewer 0000000000000
Winmeostar D0 000 Winmostar 0 0 OO0 OO0OO0O0O0OODOOOODO
Black OOOOOOCOOOOO
White 00000000000
Model OO0 O0OO0O0OOODOOOO
Ball-and-Stick Model O OO DO O0OOOOODOO
Space-FillingModel OO0 000000000 0ODOO
Stick Model DO O OOOOOODOO
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WireModel OO0 000000 DOOODOOO

Show SPace-Filling Model Overlapping D 000 0000000000000 OOODOO
Show Animation Control Panel [ I OO0 0000000 0000000
Copylmage 000 0000000000000 OOOOOOOOOOOOOOO

HelpO O OO

Help 00O O0OO0OOOOO0ODOOO
About Winmostar Viewer 0 00000000000
Debug 000000 0O0OOCO0OODOOOOOOOCOOOOOO

6353 D O0O0OOOOODOOO

Winmostar 3D 0 0000000000000 O0Wmmostar 3D OD0DODO00OO00OO0O00OO0O0ODOODODOO
vlgoodgoogd

gboobo boooobobooo

Once 000000 DO0ODO0OODODODOOOODOOOODDOOODO

Loop D0ODOOO0OOODOODOOOOODODOOODOODOOOODODOOOODOO

Round O O0OO0OO0O0O0O0O0O0OO

JPEG 0000000000000 0D0OD0O000DOO0O00ODOOJPEGOODOOOODODOD

GIF JO00O0D0OO00oO0ooobobooobobooooobobo eIFoooooooon

Close OOO0O0OOOOOO

6.35.4 Representations 0 0000

Orbit/Rotation 0 00000000 0OO0O0OODOOOOODOOOOODOODOO
Orbit OODOOOOOOOO
X,YorZ 0000O00ODOODOOODOODOODOODODOOOOODOODOOODOODOODOOO
Periodic Boundary Condition O 000000000000 OOOCOOODOOOO
None 00O O0OOOOOODOOO
Atom 0000000000000 DOOODOODOOOOO
Mol OO00OODOOOOODOOOOODOODOODOODOO
Molecule 000000000 /00 9000000000000
Composition 000000000 /00 9000000000D0OOO00O0ODOOOOODOOODO

1-9000000000000DO00DLO0DOO0bOO00DO0O BS,SF,ST,WwIOODOOO Ball-stickD OO0
00000000000 Space fillingDOO0O000O00O0O0SuckdO0O0000000O0O000O0OODOO
goo

Rainbow 0000000000 0DOOOO
Gold DODOODOODOODODO
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Stereo O OOOO0OOOO
Enantiomer 0000000000000 DOODOO
Para 0000 O0OOODOO
Cross O0ODOOOOODODO
Anag 00000000000 OCOOODOOOOD
Shift 0000000000000
Rot 00 O00OO0OD0OODOOOOODOODOO
HOOOODOOOOOODOOoOoOOoooboooooo
Dummy OOO00OO0O00OOD0OOO0OO0ODOODOOOOODODOOO
Backbone 0000 0D0O0D0OOOOOOODOOODODODODOODOODMIOOODOOOOO
Atom 00O 0O00O00OOOOOOOO
Bond O00O0O0OOOOODOODOOO
Z-Clip ZzZ0000DO0OO0ODOODOODOOOO
Surface Style 0 00000000000 ODOOOOOOOOO
Mesh O O000O0OD0OO0OOOOOOOODOOOODOO
Solid D00 UODOOO0OOODOODOOOOO
SmoothSolid OO0 000000000 D0OOODOOOOOOOO
Trans 0000000000 OOODO O0O:ODOOO1:O000

XY,z O0O0Oooooobooooooobooooobooobooooobooooboooobooboooo
gbobooboboooobobooooboooobobooooobooooboOooboon

6.36 Winmostar Job Manager

O Winmostar U0 OO0 D000 OO0 Winmostar/JMO OO OOOOODO WindowsPCODOOODOOODOOOOO
opooooog

O Winmostar U0 OO0 O0000D00O000D0OCWmmostar 00000000 PCOODOOOODODOO
00 GAMESSO Gaussian U OO0 OO0 O000ODO0OO0OO0OOODOOO0OOODO0ODOOOOODODOOO

6.36.1 0 OOO

OWnmmostar U0 O0DOO0OO00D0OOO0O0ODODOOOODOODOOOODOOOODOOOOODOOOOO
MOOOODODOOOODODOOO1000000000O00O0000O000ODODO0OOODOO0O00 StatusDO O
wat U0 000000000000 PrieriyJ00 core 00000000 un 0000000 OOOOODOO
obooobDobo0ooooDbo00og Status end 000000000

OMO Winmostar U D 00D O0D000O0O0OO0OO0ODOOO0ODO0OODOOODOOO0OOOO0OOOO0OOoOooOoooDO
ob00oob0o0 x0b0oooooonD File—Exit 00000 O0OMMOOODOOODODOO0OOO waeitOOO
obooooooooooon
goooMOOoooooooMOOOOOoDOoDOOoooOooDOoo0oO0O0OOWinmostar OO0 OO0 —
goboboaobobooboooon
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O MaxCores 0 IMODOOOOODOOO0OOOOODOOO0OOODOOOOOOOOOOOODOOOOOODOOOO
gbooobooboboooooboooobobooobooobooboooobobooobooboooooboOoboo
goooon

O00: WindowsOOOOOOOOOODOOOO OOOOODODO DOOOOODOOODDOOOOOOOD O
gboobooboooboobobooooobooogoo

oboboobobobOOwer00O00O000O0D0OO0O0OO0O0O0DOOODOODOOO Prieriey000000O00O0CODOOO
gbooooboboob pPrioriy000000000CODOOOOCOOODOOOGO
Ub00Ocorel00000DO0O0OOO0OOODOOOOODOODOOOODOODOOOODOODOGO3WODOO

O %nproc=0 OO GAMESS O OO0 NCPUS O OOODOODOGO3WODOOOOOOOOO0O0O0040000
gboobooooo

OoMODOOOOO0OO0O0ODOOOO0OO0O000O0D0O0OWIMmostar 0000000000000 0OOOIMO0OO
gbooooooo
gMOOoOOoOOooOobooooobobooooobobo22p00b000boocoboobooooboboonoo
gboooobobooooboobooooboboooobobooobOoboooobOoboboobooboOoooon

File Help

MaxCores 2w 4:49 Winmostar/JM Job Manager \1.00

Rundobs 0 RunGores 0 [ ] futoS ;Pﬁar;::g%%?ﬁﬁhmﬂaﬂrehasﬂﬂ

Jobname 20130302_110301
Status Priority  StartTime
w5 v 2018 W03 W02 w11 V03 | Open |E¥homet¥winmostartesidata

4 20130328 144801 2013/03/28 14:48 000000700 00:00 . .ome¥winmostari¥releasedd ¥iit.
1 20130302 110801 Hﬂ13,f|]d_|]-‘ 1| 08 2013508702 11:03 ..home¥winmostar?¥testdataiitt. i
= el - hu-a'immuslnrﬂtestd-atai'ttl.'

i R ¥relcascia¥tits. |
Fﬂﬁﬁﬂ D OFETBSR [lovre aseizvitis. i
9: har?¥released2dtit. |

J02722_17:44 2013702722 _17:45 | ¥wirmostar?¥re|eased?¥st hes, |
S02 /22 _ 1742 ?DIS.I'I]E,"?? 17:43 .. ¥wirmostar?¥re|sased? st npl.
/02/13713:38 2013/02/13713:37 .. irmostar2¥re sased2het {3df1.|

An PN T 1% A AN A M0 A0 1A LUEUAT Y T o

O0: MOPACODOOOOOWmmostar 000D 0OO0O0 IMUOODODOOOODOOOOOOIMODOOOOO
OO0 MOPACOODOODOOOODODOOO Winmostar 00O O0DDOO0O0DOOODOOOOOOIMODOOO
oo0DoO0o0ooo0o0oo0oDOo0o00DoO000 winmostar 0000000000 0ODOOOO

6.36.2 0000000 DODO0ODOOODOO

O0n00000000000O0O0DOO0O0OODOODOOODODODODOOOOOODOSOOODODOOO xO4d
goooooooooooJMOO0 runO0000000000O0DODOO Status0 end 0000000000
00000000000 OOMOPAC200 00000000000 0D0ODOOODOOOOO

OMO 0000000000000 OODODODODOOOOODOSOOODODOOOOOOOODOODOO
Owar 0OOODO0O0O00OD0DOO0OO0OO00O000OO0ODODOOOOOOODO IMOOOOO Edit— Delete Job 1 OO
0000 pelete 00000000 DODOOOOODDOODOOODOOOOOODOOOOOODDOO Status Od
wait 00 end DO 00000
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6.36.3 D0 O0O0DOOOODOOOOOOO

goooboobgooboboobobdwaer 0000000 DOODOO0O0OODOODO0O0OD mnODOODODOO
obooooooooon

gobgbooobooboobooboobobboobooobooboobb b0 mmDbO0DOO0ODODOO
oboooooooooobooboboobooboo obobooobooboboboobOoboooog Status O
wait 00000000000 ODOO0O0OOCOOO0O0OO0O0O0ODOOO0O0O0O0O00O0O00O0000000AO0
gbooooboooooobooooboom

6364 DO 000O0ODOODOOODOO

OwaitOOO0000DO0 Starws0 ren 0000000000000 OOOOCODOOCODOOODOOODOOOOOO
obobooboob0end0000000 mnO0O000O0O0ODOOOOCOOODOO

6.36.5 DO OOODOOOO
oMiOODOoooooooooooooooboooooboooooooooobooooooooboMODbDOOo

oboooboobooooobobooobooboboooobooboooooboooooobobooooboOoobooon
gboooooobooooooo

O AutoShutdown OO0 0000000000000 00O0 endOO0000O0OO0OO0OOCOCOOO0OOOODOOOO
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Jooboboon

ooooboobooboobooboODWmmostar 00000000000 O0DO0O0O LinuxOOOO OOOO
obooboooooboboooboobobooooboobono

71 0000000O0O0OODOOO0O

voz22000 Winmostar U0 OO O0O00000D0OO0O0O0O0O0OO0DOO0OO0OO0O0O0O0OO0O0OODOODO Winmostar
foryonOOOOOOO0OO0OO0OOOOOOOOOOOOOO0DOOOOODOOOOO

* 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
0O00O000o0OOob0OO0b0o0o00000d 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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TSUBAMEO FOCUSOUODODOO SSHO OO OOODO https://winmostar.com/jp/manual_jp.html O 0 0O O O
ooooo

6. 00OSSHOOOOODOODOODO Edit Profile 1000 ODOO Test Connection 00000000
oo

UobOo00bO0o000bo0o00ob0o000000 store key in cache? (y/n) 00000000O0
gooobOyooooobooo

onCE, Wi -|-|--.||.-.I J.t

eturn to don the

0000000000 00000 Submit Remote Job OO0 OO0 OO0 Connection test
succeeded. O0OOOOO0OOO

Edit Profile... - m| ® E

Profile Name |testserver |

Conneckion File  Profile  Connection  Jok
Hostname (152.168.1,100 | Fort Timeout profie [pbsgmabe

Username |userElDDl | Password |u""" | Shiow > LSernameEo .S
S5H Ky | |

Remate Directary:

Quele & Solver
Send & Submik l= cat gn
Queue PES LY

qstat -a  gdel  gstak-s gst

{=ftp test>
Salver gamess v Connect ion test succeeded.

Remate Directary | %wWM_UISER_TD% WM _SOLYER S /% WH_PREFTN:/

shell Scripk (®) Use: Default

(JUse Template  gamess.foc2, bxk

Options e |

Prefix For Subrnission Commands |

Clear 0K Cancel

0oo0doooooboodoooboubodbbdbDOdnd Access denied ##+@+%%'s password:
0000000000000 b0o0b0o0b00oooooDbOoDD EditProfile 010000 O0OO
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gbooooobooooogon

0000 Submit Remote Job D000 O00O00DO ERROR: Connection timed out or an error
occurred. 0000000000 DOODOOOOOOODOOOOO

7. Edit Profile 00 000000000000 OODOOOOOO

10.

¢ Queue & Solver
— Queue
Solver
Shell Script
Optionsd gqgsub 0 000000000000 OCOOOOOOO

Queue 2 Solver

Queue PES o

Remate Directory | %Wh_USER_ID%/% W _SOLYER %/ % Wh_PREFT:S:]

Solver quantumespresso o
Shell Scripk () Use Default
@ Idze Template | quantummespressao.l.bxk -
Add... Edit... Rermove, ..
Cptions |-|:| L0 -l nodes=1:ppn=2WM_MNUM_PaRALLEL:| R |

Prefix For Submission Commands |

Clear Test Conneckian I oK Cancel

000o000000O0D0b0ob0O0000O0OD0ObDO0Ob0b0O0ODO Quewe DOOODOOODOODODO
0000 SolverDODOOODODOONO Shell Script O Use Template 0 0 00000000 OODOOODOO
0oo0oOoDOOooDooDOoo0ooDooooDdoOd0oo0oo0ooO0oo0oooOoo00DOO0ODOoDOoDOoDOoDOo
0000000000 UseTemplate 000 0000O0OD0O0O0ODO0O0OODOO0ODOO0OOOOODOOO
00000000 Edie.. OODO0OO0OODOODOOOOODOODOOODOODOOOODOODOODOOO
0000000000000 module load ... [ source ... export PATH=... 00O0O0O0O
O000mpiruvn 00000000000 COC0ODOOOOODOOOOOOODOOOODOODOO

gboooboobobooboboobobobd optiens 000000000000 OO0O0ODOODOOO
gbobooboobodoboobboobooboobbooboooboobooobobboob ooo
gbobooooboooooboboooboobooboooboobooon

oKUOODOOOO EditProfile DODDOOODODDOOODO

Submit Remote Job 1 0 0 0 00O O Queue — Show Usage of Each Queues 10 00000000000 ONO
O00000o00ooo0o0oDoooooDooooDooooog

0000000000000 Manage... — Edit Profile. 000000 0O0OO

O00000D00000 Send & Submir 0000000000000 O0O00ODOO0OOOO0ODODOO
oooooooooo
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Send & Submit [:

oooboooobooooooooooooooO ID0oobooooooIb0oooooooobdkld
gbooooooboooo

0000000000000 000000000D0O0 Profile — Edit Profile 0 Remote Directory
00000000000 0O00oo0o0o0ooO0on Submit Remote Job 00 0O OO Remote Directory
ooooooooo

obbdo0oobooobo0o0oobooob0odobOodn winmos.oOOOOOOO winmos.e U
gbobooboobooooobooooon

11. 0000000000000 00 Queue — List Submitted Jobs 000D O00O0OO0OODOOODOOOOO

oooobo ---0booogoo
ooboooooboooooboooboobobooooooboooobooooboooboooon ---000
goood

12. 0000000000000 0O00ODOO0O0OO0O0OO0O0ODOO0DOO0O0DOODOOODoOOoOO
e« sO0ODO
e car 000
e grep 100
e tail 00O O
* Get & Open .. 000

ik s cat  grep tai Get & OpenlogFile - | G
I L . . o

UO0O0O0000000 Remote Directory 000000000000 O0ODOOOOODOOOOODOO
gboobogbgoobobooboooboboobobooboboboobobooboobobonooo
gooobooobooo

13. 0000000000000 00000000000000000000000000 Get All Files O O
goooogooooo

* | Get Al Files

Nivark mankeal -

ubodabOododd Remote Directory DU U DOUDOOOOO0OO0O0OOOOOOO0O0OOOOO
oboboobooobooooboooobooboooboobooooobooboobooboooboOoooog
gbooooooooon

4. 00000000000DOOO00O0DOOO0OO0OOO000DOOOO0ODOOOODOOOOn

7.3 SubmitJdob O OO OO0 ODOOO

File OO OO
Revert All Changes 0 00000000 OOOOOOOOOODODODODDO
Save Setting File 0 00 00O0O0OOOOOOOOOOOOO
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Import Setting File O 0000000000000 0000O0OO0O0O0OODODOOOODOOOOODDOOO

gboooobooocooooo

Restore Setting File O 0000 000000COO00DOCOO0OOO
Close 0O00OO000DOOOODOO

Profile 0 O OO

Add Profile, Duplicate Profile, Remove Profile 00 0000000000000 OOODOOODODOOOOO

gobo0o0 Manage DD O 00000000 0ODODOODODO

EditProfile OO0 0000000000000 O0DOCOO0OODOD SubmitJobODODOOOOOODDOO

gbooog

Profile name SubmitJobO OO DOOODOO0O0O0OO0O0000OO0OO0DOOOOOOO
Hostname J OO0 O000O0ODOOO00OO0OD0OIPOOODOOOOOOOO

Port OO00O0OO0OO0O0OO0O0OODOOOOOOOO

Timeout OO0 00000000000 DOOOO0O0O0ODODOOOOOOD [ODOOD]ODOOO
ooo

Username 0000000000000 IDODOOOODOOOOOOOO

Password OO 00 IDOOOODODOOOOOOO[View]ODOOOOOOOODOODOOOOOO
goooogo

SSHKey ODODOOODO SSHOODOOOOOOO

Queve JO0O0O000O0DOOOODOOOODOOOODOOOODOOOODOOOOO

Selver OO0 00000000 DODOCOOOODOOOOODOOOODO
gboooboooooooboog

Shell Seript 0000000000000 0O0DO0O00ODO0O0O0OODOO0O0O UseDefault 0O 0O
O00000D00b0bO000004 UseTemplate 0 OO00O0O0OODO Use Template 0 0 OO
oobooooOoooboooooboobooooooooobooooboooooooooboboOon
00000000000 0000O00000 Add, Edit Remove 0D 0000000000

goooodbobobooboobooooooboboooobobooobob oboo
gooo

00000000000 Winmostar OO D0D0OO0OO00OO0O0OOO UserPref0000000O0O0O0O
gbooobOooooooboog

Options OO0 O0O0O0OO0OO (gubO0)OOOODOOOOOODODOOOODO
bbb obobobboboobooboobooboob obooboaa
obooooOoooooobooo

Remote Directory OO0 0000000000000 0O0DOOOOOO0O0OO0OOOODOODOOO
000 (Local User ID/(O DD OO0/ OOOODO)ODODOODODOODOODODOOOLocal User
IDOOOOO WindowsOODOODOOODOOOSubmitRemoteJob DO DO DO OODOODOOODO
OO000OLocal UserIDOOOOOOOOOODOOOOODOOOOODOOOODOOOOOOOO
OO00D0O0O000O0O0o00DOoO00oboOoOoog/work/dir' JO0O0OO0O0OOOOODO
UooobooooboboooobbOoonn (Local User ID)/(ODOOOODO)/(ODOOO
0O)O00ooooooooD ' /work/dir'' J0D0DD0O0O0OO0O0O0O0DOODOOOO 200000
O000O@CocalUserID) DO ODOODOOOOODOODOODO

obooobOooooboooooboooooobobooboobooobooooooono
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Prefix for Queueing Commands qsub 0 00 0000000000000 0DOO0ODOOCODOOOO
goooooooooOo0OO0O0O0OoOoOooOoogo

Test Connection SSHO OO ODOODODODOODOOOOOOOOOOOOOODOODOODODOO
gbooabood

Connection 0 0 O O
Test Connection Using SFTP SSHO DO OODODOOOOOO
0000000 Test Connection U000 O000OO0OOO0OOOOO

Share SSH Connection Once Established SSHO OO OO OOOOOOOOODOOOSSHOODOO
gbooooOobooooboboooobooooooboooooon

OpenPutty Puty D 0 00 000000000000 O0O0O00OO0O00OO0O0O0O0OO

Do Not Use Putty for Connection(experimental) Putty O 00 Putty 0000000000000
000000000000 00000000O00o00U0ooO00DoooOoUooo

JobOOQOO

Send Local Files & Submit Job O 00000000000 O0OO0OOSFIPOOOOOOODOOO
gbooobooooboobobobooboboboobooboboboboo Iboooan
gon

OO000000 Send & Submit OO OOO00O0O0O0000O0O0OO

Submit Job 000000000000 OO0OOOSFTPOOO0ODOOOODOOOOO

List Files at Remote Directory Remote Directory 000 00000000000
goooOoOoO sOoOoOoOOOODODOODDDOO

Display Remote File Remote Directory 0 0 0 0000000000000 O0O0OO
OO00o0o000d0 ce0O0O00DOOOO0ODODOOODOO

Display Last Part of Remote Log File Remote Directory 0 000000000000 OCOO0O
gooOoO0O00 lOOODODOODODODODDODODODOOO

Search String in Remote Log File Remote Directory U0 0000000000 OCOO0ODOOOODOOO
OO000000O grep000000O0DO0O0OODODOODO

Restert Terminated Job 00 0000000000000 OCOCOO0O0OOOOOODOCOOOOO
obooooobooooon

Force Job Finalization 00 000000000000 00000000O0DOO Get All Remote Files [
O00o00o0o0o0o0ooooooDob0bD0obO0bOobOobOoO00OOg GetAll Remote Files
gboboobooboobodd

Get Remote File and ... Remote Directory 000000000 get0O0O0O0O0O0DOOO
OOO0O0O00Q0 GetFile&..0O00OOO0OOOOOOOOOOOO

Queve U000 OOO0ODOOOODOOODOODOODOODOODOODOOOODOODOOO
gogbgbooaon

List Submitted Jobs OO0 0000000000000 O0O0OOCOO0ODOOOOODOO
gboboobobooooboooobobooooobooooobon

Kill Submitted Job OO0 0000000000 OO0ODOOO0ODOOODOOOOOOODODOODODOO
gboboogbooobooibobodgboooboooogd

gboboobOoboooobobooobooboooooboooonoaon
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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

voz20 0000000000 wWindowsPCOODOOOOODODOOOOODODODOOOOODODOOOOOODO
gooaon

- 00000000 OpenSSHOOOOOODOOOOOODOOOOOODODO SSHOOOOOOOOOOOOO
« 00000000 Winmostar OO D00 O0O0 Winmostar 1 00000000000 DO0OOCOOOOO
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obooooooooog
e Profile 0 0 000 Queue 0 IM(Windows) 00O OO0 O0
e Winmostar Path D 0 00O 00000 O0O0DOO0OOO0OO Winmostar O OO0 O ODOOOO

- 0J0000000D0OO0O0DO000000000DOUseTemplate 0000000000000 OOCOOO
OD0Windows DO DODDOOO0O0ODOOOO0ODOOOODOOD

goboooobooboobooboobooboobooboa
» Test Connection U 0 000000000000 OCODOODOOOOODOOOOOOOODOOOO

 ListJobsUOOOOOOOOOODOOOO0OOOOOOO0OOO0OOOOOOODOOOO0OOO0OO0OOO0ODOOn
Umbbooooboboooboobooooboooo

* Delete Job OO DOUOOOOOODOOOOODOODOO IDOOOODOOO
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Chapter 8

HRERERE

8.1 CONFLEX

CONFLEX O OOOOOOOOoooooo

8.2 Frangment ER

Fragment ERO 00000000 0-0000000O0O00O0O0O0O0O0OO0OCOOOOO
gbooobOoboooobooooboboon
oooooobooooooboo NAMDOOODOOO

8.2.1 Fragment ER 0

File OO OO
NewProject 00D O0O000O0O00DOODO
Open Project 00000 0O0O00O0O0OO
SaveProject 00000000000 OOODOO
Save Project As 000000000000 OOOODOOO
Close Fragment ERO 0 OO0OODOO
MDOOOO
NAMD Keywords Setup NAMD O O OO OOOOO O0OOOOO
Run NAMD NAMDOOOOOOOOOOO

Run NAMD On Remote Server NAMD O OO UOOO0O0ODOD0OOOO0O0000000O00O0O0ODOO
goood

Edit .log File NAMD O OO OOO0OOODOOOOOOODOODOOOOODOO
Energy Plot NAMD OO OOOUODOOOO0OOOOO0OOOOOOOOOOODOOODO
Import NAMD Trajectory MDO OO DO OOODOOOOOOOO
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Clear NAMD Output Files NAMD 0 0 00 0OOOO0ODOOOO0OOOOORunNAMD.bat, Run-
NAMD.log, O O dcd, log, coor, namd, vel, xsc,xst 00 OO O0O0O00OOOO0O

Analysis 0 00O O
Calculate Free Energy 0 0000000000000
Edit.logFile 0000000000000 DOOO0O0ODOOOOODOOOOODOOD
ImportResult OO0 00000000000 0ODOO0OO0OOOOO0O0 OODOOOO

Clear Analysis Output Files 0 0 000 0000000000000 OOOQDODODO OO FreeEnergy.sh,
FreeEnergy.log, calc_PdP_kai2.out, parameters_fe J O O O, refs,soln D000 00000 0O0O0O0O

Tools 0 O OO
Preference 0000 O000O00O00O0O

Solution ... 0 O0O0O00ODOCOOO0ODOOCOOPDBODOOOODOOOODOOOODOOODOOOODODOOODDOO
oboooOoboooobobooobobooobOoboooooboon

SetCore D00 DDOOO0DOOO0OO0ODOOOODOOODOOODDOOSetCore00000OO0O0OOODODO
ooooooboooooooboog

Add OOD0O0OOO0OO0OO0000OOO0O0ODODOOODOO00AOOOODODOOODODOOOODODOODOOOO
obooooOobooooobobooobooboooogobooon

Configure Fragment ERO 000 DO0OD0O0O0O

Check D0 O0D0O0ODOOODOODOOOOODOODOODOOOODOODOOODDOODODOODODOOO
gooo

Setup NAMDOOOOOOO (PDB,PSFOOOO)OODOOOODO
Close Fragment ERO O 0O00OODOO

8.2.2 FragmentER O O O[O

Fragment ERO 0000000 0OO0OODOOOO0OO0O0O0OOOOOOO0O0OODODODDO
Solvation

Drop water and solvate for In-protein In-protein 0 0 0000000000 ODOOODOOOODOOOO
0jooooooooooodOoDoO00oDo00oDo0oUoDooUooooOoOOoooDoOooDOo
ooooooooooooooooooooooo

Drop water and solvate for In-aqua In-aqua0 0000000000000 O00OOCODOOOOODOOOO
0000000oo00oo0ooDoO00Do00ooo0ooooooooDooooooooDn
000ooooOooooooooooooooo

Distance from solute to cell boundary D0 000000000 D0OOO0OOODOOOOOO
Forcefield for Ligands 00 000000000000 OOO0ODOOO
N-terminal modification OO0 OO0 NODOOOOOOOOOO
C-terminal modification OO0 000 COOOOOODOOOOO
Import trajectory Interval 0 000 0000000000000 O0OOC0O0ODOCOO0OODOOOOODO
ERmod

# of bins for bindingenergy 0 0 000000000 OO0O0OODOO

# of insersions for solute (maxins) ermod D000 maxins OO0 O OO0 OO
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# of division of the simulation (engdiv) ermod D OO0 engdivO OO O0ODOO
# of OpenMP threads (for local run) ermod D 0000000 OpenMPO O OO OOOOODOOO
# of MPI processes (for remote run) ermod D D O OO0 OO0 MPIDOOOODOOCOOODOO
oK 000poOooooooooooo
Cancel 000 O0O0O0O0O0O0O0O0O0O0O0O

823 NAMDO O DODOOCODOOO
NAMDUOODO MDOOODOOODOOOOODOOOOODOOOOOOOOOOOODOOODObODOO
oboooooboooooboooooon
Conf 0O NAMDOOODOOOOOODDOOODODDODO
numded 000000000000D0O0O0O0ODOO
numlog U0 0000000000 ODOO0OOO

temperature D00 O0O0O00OOn-protein0 000000000000 O0O0O0OCOOOCOOOOODOOO

timestep MDO 1000000000000 O0O0OO
numstep MDOOOOOOOOOOOOO
Number of Therad NAMD O OO OO0 O0OOOOOOODOO
Generate ConfFiles 000000 mamd 00O O0)0000O0O0OO
Run 00000000 COONAMDOODOOOOODOOOO
Close NAMD O OO DOODOODOODOODOOO
LoadDefault 000000000 ODOOODOODODO
SaveDefault 0O O0OO000O0OOOO0OOCODOODOOOOODOO
ResetDefault 0000000000000 ODOO0O0OO

824 IDOOOOO
Summary U0 0000000000000 O0OO0O0OO0OOO0O0OO0O0OO0O0OO00O00O0000
obooooobooooooobon

log OOO0OO0D0OO0OOOO0OODOOOODOOOO

Excel DO0O0O0OD0O0ODO0OODOODOCSVOOOOOOOODOoOOOooOoboooooboooo

Close OOOO0O0DOOOOODO

825 000000

NAMD Path NAMDOOODOOOOOOODOOOOOO
Protein Topology Path 00 000000000 0O0O0DO0OODOOOOO
Protein parameter Path 0 0 00000000000 0OOCODOOOOO
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8.3 DCDFTBMD

goboobooboobooboobooboobooboobodg
gbobobooboooboobooboaon
DCDFTBMD O OO0OO0O0O00O0O0O0O0O0 000000 ODO0OO0O0O0O00O0

831 00O0OOOO

DCDFITBMD O OO OOOODOOOODOODOO okOOOOOoDOooooog

Reset 0000000000 OO00O00D00OO0Save000000D00O0D000O0Load 0000 Save
obooooobooooooobon

Extending Simulation O 0000 O0O0D0OOOO0 DOOODO RESTART=TRUE OO 0000
restart U0 O0OO000OO0O00O00OOO

00000 oooooooooo
# of Threads OpenMP O OO DO OOOODOODO
Use MPI MPIO O OOOOOOOODOOMPIODOOOOOOOOO
Basic

Charge 000000 ODOOODOO

Multiplicity OO0 00000000000 O0OOO

Parameter Set 0000 000000000000 OOWmmostarDOOOODOOOODOO
00000000 c:\winmos9\OODOO DFTRParam 00000000000 OOOOO
0000000000 00prTRParam 000 00000000000 OskfOO0OOOOO
0000000000000 0b000000dCcCc:\winmos9\DFTBParam\mio-1-1\C-C.
skf 000000000000 DO0

Open Directory for Parameter Set (1 0 [0 DFTBParam 0 000000000

Reload Parameter Set 00 0 0 DFTBParam 00000000000 OO Parameter Set 0 0 0 0O
ooooooo

Executable 0 OO0 OO0O DCOFTBMD DO OO0O0OOO0OO0OOO0OOOMPIOOOOOOOO
dftb_mpiomp_mpich.00.x 000 MPIOOOUOOOO0O0OOO0O0O0OO0O0OO0O0OOOO
oooooobooooboobooooboob0 PATHOOODOODODOOOODO

Advance

Method SCCO OO NCCOOOOOOO
THIRDFULL SCCOOOU0OO0OOOO0OOO30000000000O
DAMPXH X-HOOOOOO SCcCOOOOODOOOODODOOODOODOODOO
MAXITER SCCOOOQOODOODOOOOODOO
ECONV 0000000 0DO0OOODOODOOOO (atomic unit)
DCONV 00000000000 DOODODOOO (atomic unit)
DISP OO0DO0OOOOOOOOOOO

DISPTYPE 00 00OD0OO0OOODOOOOODOODOO
DC OOOOOODOOOOOd
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SUBTYPE 00000000000 OOO
BUFRAD 0 0000000000000 00 00 (angstrom)
DELTAR SUBTYPE=AUTOO OO ODDO0O0O0OOODOO00O0ODD (angstrom)
OPT/FREQ
OPT 00OOODO0DOO0OOOOO
MAXITER 00000000000000000000
DCONV 0000000000000 00D000D (atomic unit)
FREQ U00OODOODDOOOOO
MD 00000000000000

NSTEP 000000000000 Extending Simulation 0 0 00000000000
oobOoboooboooboobooobooooboooboooobooboOoooo
oooobooooog

DELTAT D OOO00D00O00OO00O0 (second)

BATHTEMP NVTO OO NPTOOOOOOOOODODODOOODODODOOOOOOO
00 (Kelvin)

Ensemble 000 0000000000000
NVTTYPE 000000000000

INITTEMP 00000000000 (Kelvin)

PRINT 0000000000000 00000C0000000000000

CALCPRESSURE 00 0000000000000 O0DODOOOOO0OODDOOO
oboobooooboboooooboooooboobooobooono

Properties
PRINT
MO 0000OO0OU0O0DOO0O00DMDOOoOOooD1gooood
ATOME 000000000000 0O0OOOODOOOO0OOOOO0
HS 0000000000000 DO00D000000moooooo 1goooooo
FORCE 00000000 O0O0O0O0O0O0OO
STRESS 00000000000 DO0OOO0OOOOOOoOOO
Options

Restore Working Directory 0 0 0 0000000000000 O0OCO0OODOOOOOODOO
ooooooooooooon

8.3.2 0
DCDFITBMD O OO OOOODOO ODOOOOOO oOooOooooboooooobo oooooon
gooobooobooo
oboooooboooooobooo

- 0D0D0U0OO00OD Extending Simulation DO 0O0000000 O00ODOOOOOOOOOOO
oooooooooobdeiDO0O00D0OODOOO0OOODOOOODOOOO
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* Extending Simulation D 000000000 O0000O000OOOOOOOOOOOODODOO
boboobooooboooooboobooooboooboobooooboooboooboOoooon
O0000o0oD0o00oOoD dftb.inp00000OD0O0OO0OOOOODOOOOODOODOO

obobooobooobooobooobooobooboooDoboOo0n water.dei OOOOOOO/

oboooooboooonbon

go

g

decoO OO0
water.dco

DCDFTMD OO O0OO0O0OO0oooono

Uboobdd dftb.outdoogn
ugbooood

gooooood

water.sh

DCDFTBMD OO OOOOOOOOOO
goooogo

ooooboooooo

conf0O0ODO
water_conf.sh

obooobobooobooboooooonod
oooono

ugbooabooo

gooooood

water_dc_data\

uooobooogooo

gobooobooooooboooobooboooboooooooobooooboooooooboooa

8.3. DCDFTBMD
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00 00

dftb.inp 000 DCOFTMD O OO0O0O0OOOOO
oo

dftb.out Oo0o0ooooo

dftb.dat 0o0o0ooooo

traject MDOOOOOOOOOOOOODOO
0o

restart O00o00o0oooo

ggb: ODoaooadaod

- 00000000 OOOOOOOOOOOOOOOODOOOOODOODOODO
gbooooobooooboo

- gogboobobbobooboobog

- 000 Gromacs OO0 0O0000000O0O0OOOOOOODOOOONO aaa.gro
000000 _gnx_tmp 000000000 D000O0OODOO aaa_gmx_tmp O
ooooo

- J0000000ooobbbOboOooobObObOOooobooboOoboooooooboObooOogn

- JO0000O00O0OOO0ObO0ODbOObOOLOObOODODODODODODODODO
ooboooooboooboobooooobobooooboooooboooooobooboooooo
goo

- gogboobboboooobooooobbooooboboooobobbOooo
gooobo0ooboooboooboobDobUd aaa_gmx_tmp OO OO
aaa_gnx_tmpl 000000

-0oooboboooboobooooboOoboooobobooono

8.3.3 DO OO0 (deco)

decDODODOODOOO0OOODOODOOOODODOOOOO

834 00000000000 (dat)

oboooooboooobOooboooobooboon
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8.3.5 OPTO OO OO DD (dco)

deceOOOOO0ODOOOOODOODOOOODODOOOOODODLOOODODOOOOO
0o0o0o0ooooo0ooobooion Animation 00000 OO0OO0O0OODOOOOO

8.3.6 IO IO DOODO (traject)

dei00000 traject 000 000000OMDOOODOOOO0OODOOOOOODOOOOODOO
goooooboooooboboooooboooo
0o0oo0ooooo0ooobooion Animation 00000 OOO0O0OODOOOOO

Animation 000 O OO Tools — Mean Square Displacement/Diffusion Constant 0 Tools — Radial
Distribution Function 1 0 0 00000000000 CO000ODOOOO0ODOOOO0OOOOOOOO
00000000 ooooooodn oooooooooon

8370000000

oboooooboboooobooboooobobooooobooooboobooooooo
Ub0oo0o0O0bDO0o00000 EnergyPlor 00000 OD0OOO0O0ODOODOO

8.4 Hansen SP & QSPRU 0 O

gbbooobooobooobooobooobooolsSpO0oobOoooooooooan
o000 QSPRODOIOIODOOOODOOOODOOOODOOOOO

gobooobobobooboobobooboboobn

oboboobobooboooobobobobOoboboboobobooboooooo
gbooooboobomobooo

1. HSpO 0000000000000 O0OO00DOO00OO0OO0DOOOO0ODODO
gooobooooboooboooooooooooooobooooboooooboooooo
obobobooboobooboooooboooooboooboooboobD 200000000000
obooooOooboooooboooobOobooooobooooooobon

2. 000000 Calc Hansen SPOO000O0000ODOODOO Calc Hansen SP for Polymer
ooooooogoooo

3.HSPODOOOOODOOD esvODODOODOOODOODOesvOOOODOODOO
oooooOoboboooobobooobooboesvOOOoOoonbOOoOOoOoOOO
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ooad OO

totHSP
Sqrt((dD14)A2+(dP14)"2+(dH14)72)
OHildebrand OO OOOOOOOOOOO

dD14 HSPO OO

dP14 HSPO OO

dH14 HSPOOOOO

dHdo14 HSPOOOOOOOOOO

dHac14 HSPOOOOOOOOOODOOO

polym_totHSP

Sqrt((polym_dD14)*2+(polym_dP14)*2+(po
OHildebrand OO 0000000 O0OO0O

polym_dD14 HSPOOOOOODOOOOO
polym_dP14 HSPOOOGOOOOOOOO
polym_dH14 HSpOOOOOOODODOOOOO

polym_dHdo14

HSpPOODOOOOODDOOmMODOOOODO

polym_dHac14

HSpOOOoOoOOOoOoOoOOOOomOoo
ooogono

Boiling Point od
Melting point oo
Log10(Viscosity) oooo

Standard enthalpy of formation

oooobooogon

Standard Gibbs free energy of formation

gbooobooobgon

Surface tension

oood

Thermal conductivity

good

gooooHSPOOOODOODOOOODOOOODOOOODODODODOOODOO
gbooooboobo oo oobobooobboboobooboo2oc0ooooboo
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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.
oono
00 WARNING O Putty 0 HostName OO0 0O OO0000O00O0O0OO0O0O0OO

Putty UO OO Windows DO OO ODO0O0OO00O0OO0OOOWinmostar OO0 OO0 Putty 0 00O O HostName
oo0ooooOooooooobooooDbooOooooboogo

goo

000000000000 PuttyD0OOO0O Putty I 000D OO Default Settings 0 HostName D D OO0 OO0
goboboobooboo

O00D0000000 Default Settings 0O 000000 Save 00000000000 DOOOO
@oO0portdbOOO0OO0OOD0ODOOOOODOONO)

11.7 MOPAC, CNDO/S, GAMESS, NWChem, Gaussian 0 0 0 O

11.7.1 Q. MOPACO OO O ATOMS **, **, AND ** ARE WITHIN .**** ANGSTROMS OF
ASTRAIGHTLINE OO ODOODOODOODOODOOO

oood
gboooogos3gboboooobobobooooboooooobooo
CALCULATION ABANDONED AT THIS POINT

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.
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THE FAULTY ATOM IS ATOM NUMBER 69

ooog

ATOMS 68, 57, AND 54 ARE WITHIN .0134 ANGSTROMS OF A STRAIGHT LINE
goood

A.
oboo1eo°ooboobogD zMarixUOOOOOOOOOoODOOOOOO

o00oOO0oO000O0o00o0oO0o00oODOb0O000ODOO000DZ-Marixd0O 180° 0000000000
gbooogooooo

Z-Marix 0000000000000 OOOO0O0OO0O0O00O0OO0O0XYZOOoOoOoooobooooooo
gbooooboooogo

obooo300000000b00000b0b000bO0bOo XXoooooooooooooobooooo
Z-Marix 000000000 OOOOO,

obooooooboooooboooo

11.7.2 Q.MOPACC 0 0 00U O OO OO UNRECOGNIZED KEY-WORDS: (PM6C O O O
OoO00o0oOo)yYygoboooooobobooobooood

A.MOPACOUODOODOOODO Hamiltonian=AM1 0 0000000000000 OO0 MOPACODOODOODOO
gobgoboboobooboobooboooboobooboobooboobod

Winmostar O OO OO MOPACO O D ODODDOOODODOOODODOOODODOODOOODODODODOOODOOODOO
goboboooboooboobaon

00000000000 0000000 0000000000000
11.7.3 Q. CNDO/S O Method=INDOO OO DO O0OO0O0O0DOO0O0O0O0DOOO
AFOOO0000O0000000 Method=INDOOOOOOOOO0O0O0OOO

Method=CNDO O OO ODOGAMESSOO0OO0OO0OODOOOOOOODOOO

11.7.4 Q.GAMESSUO NMRO OO OOOOOOOO

AdD0ODO0DU0DOOoOOOoDDOobDoooooboooooon
OO0OOS$SCFO DIRSCF=FE 000000000000 OOOOONCPUS=1000000000O0OO
obooooobooboooooboooobooboooooomm

INCOMPATIBLE OPTION CHOSEN WITH RUNTYP=NMR **%*

NMR MAY BE COMPUTED ONLY FOR SCFTYP=RHF,

NO CORRELATION OPTION (DFTTYP, CITYP, CCTYP, MPLEVL) MAY BE CHOSEN
NO SEMI-EMPIRICAL OPTION (GBASIS=AM1/PM3/MNDO) MAY BE CHOSEN
DIRECT AO INTEGRAL CALCULATION (DIRSCF) IS NOT ENABLED,

AND/OR PARALLEL EXECUTION IS NOT ENABLED.
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11.7.5 Q. GAMESS 0 0 0 0 0O O* ERROR: MEMORY REQUEST EXCEEDS AVAIL-
ABLEMEMORYO O OOOODOUOOOODOOODODDODOOODOOOO

A.GAMESSOUOOOOOOOOOOOoOOobOOoOooOOobobooooooboooooobooo
gbooooboooo MWORDS=OUOOOOOOOOOOODOO0OOOoOO0bO000

11.7.6 Q.GAMESSO OO0 OO100000000CDOOO0WARNING. NUMBER OF INTER-
NAL COORDINATES IS GREATER THAN (3N-6), BUT NO SYMMETRY COOR-
DINATES AREGIVEN.O O 00000000000 0OO

A0D0O0 1000000000 Zmatrix OOO0D000OO0O0O0OODO0OOOCODOODOOOOODOO
00000000000 0OCOORD=UNIQUEOODOOODOOOOODOO
Wimostar 0 GAMESS OO 000000000 O0O0OOOCOORDO UNIQUEOOOODOOOOO

11.7.7 Q.GAMESS O OO0 OO ****ERROR *** PCM SPHERE(S) MUST HAVE A POS-
ITTVERADIUS DD DD OODOOOODOOOO

A.Cavity 000 GAMESS 0000000000000 0000O0OCOOO0O000OOO
Cavity 00O OODODOOOOOSPCMOIONOOOOOODOONODOOOOOOO0OOOOODO
$PCMCAV RIN(13)=1.55, RIN(15)=1.55 $SEND

00000 13000 15000000 CavityD0ODODOOO00O0O

11.7.8 Q. GAMESS U 0 0 0 O U ERROR: BAD DELOCALIZED COORDINATES GEN-
ERATED!'D 00 DODODODOODOOOOODODODO

A.Wimostar 0 GAMESS O OO0 0000000000000ZMatixO0OOOO —>$ZMATOODOOODO
googobood

11.7.9 Q. NWChem 0 0 0 0 0 O OO Please specify an authentication passphrase for
smpd: 000000000000 OOOOOO

A MPICHR2O0000O00000O000O0O0DOpassphrase0 000000000000 DO0O0OO0ODOOOOOO
oooog

ooooooooooboooooMPICHR200000000D0O0000DOOOOO0OODOOOODOOOOOO
oboooooooo

oo0ooOoOMPICH200000000000 smpdO000000OMPICH20000000000 smpd0O
gboobooboooooboooo

11.7.10 Q. GaussianD outJ 0000 000000000000 (@MO)0000O0O0O0OO
goobooood

A. 0000 Gaussian OO O OOODODO pop=full0 00 pop=regular 00 OO0 0000000000000
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11.7.11 Q. GaussianU chk OO0 000 0000000000000 O0OO0O0OOOQOOOO

A OD0DO0OO0O0OODOOO0OO0O SubmitJob O OO OO [Advance] O 0000 OO OO [Delete *.chk] 0 0000 O
OO0 chkOOOOOOO0ODOO0O0O0O0 chkOOO0OOOD0OOOO0O0OO0O0DOO0DOO0OOODO0O0O0 chkODOOO
obooooobooboooogo

-Linkl-0000000000000O00DOO00O00DO0DOO00O0DO00O000D0OO

11.8 Gromacs, LAMMPS O 0 O O

11.81 Q. 00000000000 O0ODDOOOOO00OOUOOODOODOOOO

AJ00oo0oogoobooboooooboooboooboobooooobobooooDoboboboobDoboooobobo
gbooboobdoboooooboooobobooooboboooooboooooboan
gboooobooooobOoobooooboboooboobooooono

goboboboobooboobooboobobboboobooboobuoobobooobboaoboanoa
obooooboooooooobono

gooooooboooooboobooboboooooboooooboboooobooooooD c0obobobooboo
oboooooog

gobgoooboobooboobooboobooobooboobooboooboboboboobooboo
gobgbobobbooboobooboobooboobooon

gobobooboobooboobooboobobbobooboobooboobooboobooboboobooba
gobooogoooooooboobooooobooboooobogoboooooboobooooboboboooDboooboo
oboboooooboooooobooboooooon

gobgoooobooboobooboobooboooboooboobbobooboobooboon

11.8.2 Q.GromacsJ ERO 0000000000 0O0O0ODOOOOOOOOOOOOOOO
0o

A ERO0O0O00O00O0O0O0O0O0DOO0O0OODOO0O0O0O0O00D000 ermodoutd0000000O0O000OO0

ermod.out 0 00 O O The minimum of the energy coordinate is too large; the ecdmin parameter needs to be smaller]
0000DO0O0OCOODOEROOODOOODOOD [Options] 0000 OO O [For Solution System] 0 O [minimum
value of the solute-solvent energy (ecdmin)] D0 OO0 OO0OO0OOODOO

Ub0o0o00o0o0O0bO0000b000 ERmod 0 wikid FAQOOOOOOODOOO

000000 ermodoutd 000 ERmod O wikid FAQU U OD0OO0DOO0OOO0OermodIO0D0OODOONO
00000 EROOOOOOOODO [Options]DOOOO0O0O0OOO

11.9 Quantum ESPRESSO, OpenMX [ 000 O

11.9.1 Q. Quantum ESPRESSO 0 0 00000000000 COCOO0ODOOOOOOO
good

AD0OD0D0DOOoOooOOobDbDOobooboooboooooon

OO00OWmmostar U0 QEODDOOOODDOOODODDDOOO0ODOOOODDOOO Winmostar 0 000D bat
obooooobooooooobobooshobooboobOoooooobooboobooboboobooboboooo
gobobobooboodbOUpwoutd 0D ot ODOOOOOOOOOOOOOOOO

ooo0ooopDooooodD phxO OO0 OphowtD O OOOODOOOOO
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OO0ODOErorinroutine .. 000000000000 DOOOO0O0ODOOOO00ODOO0OOODOOOODOOOO
obooooboooooooboooobooboooobob booboboo boboobOobooon
obooo0QelODObOOoooo ooonDUnD rFAQUOODODODbOononoD

11.9.2 Q. Quantum ESPRESSO, OpenMX O SCFO OO O0O0OO0OOOOO0OOOODOO
0oo

A00OO00OO0O0obOO0bOoooobooon
oboooooooo

gobobobooboobooboobooboobooboobooobooboboboboobobobooboaoonoo
ooo

orboooooobo booooboon

gbooooboooobobooobooobooon

OQEDOO Estimated accuracy O SCFOOO00O000OOO0OOO0OOOOOOO0OOODOOOOOOOO
gboooboobooooboobooogoon

Oup/down 0 0O0OO00DDOOOODODO

gbooooboooooobooog

oboooooobooboooogo

oboooooboobooboobooooDboo

gbooobooboboooooboooooXbooooooobooooboobooooboooooboooboo
obooooooooog

gboooobooboobOoboooobobooobooboooboobobooooboobooboOoobooon
goo

ooooooo

O mixing_ mode D 0O OO0
oooooooooooooooo
goooooOoooooOoooboOoooOooooogoo

gobooogooboobooooobobooooboobooboooobooooobobooboobobobooobDOoboo
obooooooboobooooobobooobooboboboobooboooooboboooobooboboooobon
oon

obooooboobooboobooooboboboOoscFOoboobooboooobooboom
gboooobooboobobooooboboooboobooooon

obooooooboobooooobobooobooboboboobooboooooboboooobooboboooobon
gbooooog

go0ooooOooooooooooooooo
oooooooooooooboooo
oKODOOOoooo

Osmearing0 00 000000ODOMM
O00D00000D000OQED U mixing betaDO OO DDOOO

gobogboboaoboaobodaoad
goSscFrOb0opoooooooooDn
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11.9.3 Q. Quantum ESPRESSOU SCFO O OO O0D0OO0OOO ..pwoutl 00 .outd 00 too
fewbandsO OO OO O0OO0O0OO0OO0OOOnbnd 00000000 ODOOOO

A OOOQEIDOOIDODOUOD nbndDID ODODOOOODOO

nbnd 00000000000 0OQEONDNOND nbndOOO0OOOO0DDOOOOO0OOWInmostar 10D ODOOO
O0000Usenbnd0 0D O0OOOO0O0O0ODOOOODO

nbnd 000000000 Onbnd0000000O000O0O0O pwoutOOD0 owt0OO0D0OODOOODO "number of
Kohn-Sham states"D 0 0 0000000 nbnd D00 0OO0OO0D0O0ODO

O0O0OWmmostar O O0O000O0O0O0O0O0OOUsenbnd0O0O0O00O0O0O0OOO0O#valencebands: D O0OO0OO
00000000000 Winmostar OO0 O0O0OMM

11.9.4 Q. Quantum ESPRESSO D 000000000 OO0OOOOepsilonx 000
(eps.out)0 O bad band numberD OO OO0 O0O0O000O0O0O0OCOOOO

A SCFOOO0OO0O0O0O0O0OnbndD00O0OO0OOO0OOOOODOOO

11.9.5 Q. Quantum ESPRESSO 0 0000000000 OOO0OOepsilon.x 000
(eps.out) 0 0 USPP are not implemented 0 0 00000000000 O0OOO
HEN

A.SCFOO00O0O000DOO0OO000DOOOoO0ooooooooooooDoooD

11.9.6 Q. Quantum ESPRESSO U 000 Phonon D0 0O 0000 OOphx OO0
(ph.out) O O The phonon code with US-PP and raman or elop not yet avail-
ableD D0 DOO0D0OO0ODOOO0OOOOOOOOOO

A 0000OO0OO0OOO0bOOoOoOoooOOoobooOoboOoboOoOooooOoo

1110 0000000000

11101 Q. 0000000 MHSP)OOODOODOOOODOODODDODODODODODOoOoDOooOooon
O *_hsp_tmp\temp.out 00 ... undefined .. 00000000

A00000OO0DOO0OoOoOoDOoooooOoOoboooOoDboOoooboooOoo2s000b00bDOobObOODO
012o0000boobooooboobooooboobooobooboboooboobooooboobobooooobon
gbooooooboooooboboooooboon
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