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Winmostar U0 000000000 O0OO0OO0OO0OO0OOOODOOOO
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.

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
@ooooogoo)
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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
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.
‘*}l.
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/
—O0r
as part of a Larger Work; and

(fooooooo)
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(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: i) 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,,
—~Contributor

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
—is

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 1i) 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

b
e (fooooooo)

13. 000D0DODOOOOODO 5



Winmostar™ User Manual, 0 O 00O 9.0.0

(Ooo0oooooog)

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.

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

—'s
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

(fooooooo)
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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.

(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. If 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,

(fooooooo)
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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
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, Jjudicial 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

(fooooooo)
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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
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

(fooooooo)
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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
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. In 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_
I

AL

(
INIT

(fooooooo)
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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
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,,
<HOf,
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.

(fooooooo)
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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/

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. TIf 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

ooooooo)
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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

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 ither as vart of
Re+-o0Sea Heher +

FETPeE (fooooooo)
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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
—entity or other legal person for

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

call

connected to it includin
R = He—3heuaih
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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

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" 1is 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 |
—1s 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. Lf tThe SOFTWARE

1S
S
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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.

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
—") 1is 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

in ; other way. The digecl

The disclosur ooooooo)
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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.

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

(fooooooo)
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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 notified in writing of license

transfers where the company of the recipient is different to that of the_
—original licensee. If the

SOFTWARE is 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

[

(fooooooo)
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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 subiject,,
—matter of this EULA, whether

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,,
—~1in 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 waiver 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
www.steema.com
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OPTTOL OO UOO00O0OO0OO0OO00DODOOOO0DMmMOOOOD 0.0001 Hartree/Bohrd
METHOD 00000000 OCOOODOOOOOOO
HESS Hessian OO O O0O00000O000OO
Others DO O0DO0OO0OOO0O0DDOOOODO
Z-Matrix Z-Matrix D0 0000000
DFT
$DFT
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LC O00000O000000000000MBLYPR,BOPODO BYWNDOOOOODO
MU 0000000 O0DOO0DOO0O0oOoobOoobomoooog o330
Others OO0 OO0OOOOODDOOOODO
$TDDFT
NSTATE OO OOO0O0O0OO0O00O0O0OO000O)DOOoOooOooDoOO

NRAD 000000 D0O0OO0DOOODOOODOOOO0O0O0OOO00DOOo0DLDOomOuooDO
0 480

NLEB 0000000000000 O0OO0O0OOCO0O00 1100
Others D0 O0DO0OO0O0OO0O0DDOOOODO

672 D O00O0O0OOODO

000 GAMESSUOOODOOOOoOoOooboDoooooboboooooboooboooboooo

6.73 punchOOOOOOOOODO

$VEC from punch

$VECO punch 000 O0O0O0O0O0O0O0OOO

$HESS from punch

$HESSO punch OO DO ODODODODODODOOOO

6.7.4 (1) GAMESS U O, (2) GAMESS 0 J

ooooooobDbO GAMESSOOO0OO00O0O0O0D0O0000000000000o0oo0000 GAMESS
gboooooooobooobOoOobOoO0GAMESSODOOOO0O0O0O0000000 GAMESSOOO
gooo

goboobobooboboob booboboooboboo bboobboobboobbobobo
gboooaboodad

(1) GAMESS O 0O ,(2)GAMESS OO 000000000 GAMESSOOOOOOOOOOOOOO
ubobodobobo 0000 0000000 OCO0O0O00O0O000O0O0004(I)GAMESSO O
,(2)GAMESS OO OOD0FreflyOODOOOOOOO GAMESSOODOOODOOOOOODOOOO
gboooooobooooobobooooboooooo

0000000000000 D0O0O00 ($BASIS EXTFIL=.T. )0 basis.lib O GAMESS O
EXEOOOODOOOOOODODOOOOOOOOWInGAMESSOOOOO runscript.cshdO0O
setenv EXTBAS ../basis.lib0000000

oobooobooobo0ooboobboooboobooooDbo0ognD waterinp0ogooogy
gboboobooboobood
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go ao
ubodaboodgooaon

out oo

water.out

GAMESSOOOO0OO0OO0O0O0O0O00000

gogd
batOOd OO
water.inp.bat
punO OO0 0000000000 0OD0Od punchODO
water.pun goooo

6.7.5 00O OO0 (out,log)

outJO0OO0O00O00ODOO0O0O0ODOOOOOO

676 DOOOOOO

out OO OD0O0O0O0O0ODOOODOO0ODOOODOIRCOODDOOODOODOOODOOODOOOODOO
gbobogboobodabodibd Amimation 00000 ODOO0OO0OO0OOO0OO

6.7.7 0000, UV-Vis, 0 0, NMR

ot 00 O0O00OO0OO0OO0DOOOO,UV-Vis, 0O,NMROOOOOOOODOOOOO

oooooo0ooooo0 00 -000M0 =Mulliken00O OO0O00ODOOOO0ODOOOOO
oooooooooooboog

UO00000O0O0OgobononO EnergyLevel Diagram 00000 ,MO Plot0 0O O0O0O , UV-Vis Spectrum
ogoooo ,NMROODOOD ODOODODOODOO

6.7.8 IR(Hessian)/0 0000000

ot O OO0O0OD0OO0ODOO0ODOO0ODOOIRDOODDODODOOODOOODLOODOODO

RUNTYP=HESSIAN U out U0 U000 IROUODODOOO0OOO0O0O0O0O0O0O0O0O0O0O0O0400O0
RUNTYP=RAMAN [ out 000000000000 O0O0O0O0O0O00DOOOO0OOOOOCOOOOO
obooooobooooooboon

Ubooo0Ooooooond IRSpecrnm D00 00O OO0ODOOOOODOO

6.7.9 RESPO O

RESPODOOOOOOOD0 punchOOOOOOODOOOOO
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00000 punchOOOO0O0OD0 OOD0OO0O0O0O0 — EasySetup 0000 RESP/ESPUOODOODOO
oooogoooooooooooboooooooooooooOooOb0 1bDOoooooooooooo
O0000punchOO0OOO0O0OOO Antechamber 00O O DODOODODODO OO Antechamber
ooOO0oO0RESPOOOOOOODOOOO

Obf: 00O0o0obOooboobood eygwinwmOOOOooo oDOooooo

6.7.10 PDB

PDB OO

pOBOOOOOOOOOOOOO0DOOO0DOODOODOOODOOODOOn

FMOutil

FMOuwil OO OOOOO

6.7.11 PIOC O

Paired Interacting Orbitals J OO0 0 00000000 prOoO00 00000 OO0DOOOO0ODOODO

6.8 QM — Gaussian 0 0 0O O

Gaussian D 0 OO0 O0O0OOO0O0O
Gaussian OO OOOOODOOO0OO Gaussian OO OO OOOOOOOOCOOOOO

681 0000000

GaussianOUO O O0O0O0OD0O0OO0OOO0ODOOOOOO0OO0O0O0ODOODO0O00RMODODODOOOOOO
goooooboobogokbOgbooooooooboo

RenO00O000000O0D0OO0O0OOOOOOODOOOOOO

Reset 00 00D0O0O0ODOOODOOO0OOOOSaveasDefault 00 O0O0DO0O0DOOODOOOODODOO
0000000000 Save as Default — Clear Default Settings 0 0 0000000000 0O0O0O0O
ooooooooooo

EasySetup 0O 000000 OO0ODOO
%onprocshared D OO0 0000000
Link0
#fmproc=n 0000000 0O0O0ODOCO
#Chk=file O 00000000 ODOOOOOOODOO

#Mem=n 00000000000 0000O0DOOOKB,MB,GB,KW,MB,GwOOOO0O0O
ooooooooomoooooobeMwO

Comment 00000000000
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# 0000000000 0ODODOOOODOOO
#N J000oOo0o0o0oooooomooogoo

#P OO0O000D0O0OOO00OO0OOO00OODOOOO0O0OODOOOOODODOOOOOSCFOOO
obooooobooooooon

#T 00OD0OO0O00DOOOODOOOOO0OOOO000ODODO00O0
Hamiltonian OO0 00000000000 OOOOO

hf Hartree-Fock 0000000000000 OOO00ODOOOOOOOO0O RHFOOODOOO
oboooooboOo uHFOOOoOOoOo

rhf Restricted Hartree-Fock 00 OO0 O00O0O

uhf Unrestricted Hartree-Fock 00 D0 0O OO0

aml AMIOOO0OOOO OO0OO0OODOOODOODOOOOO
pm3 PM3OO0O0OO0O0 0O0O0OO0O0OO0O0OOOO0OOOOO

pm3mm HCONOOUOODOOOOOODOOOOO PM3ODOOOOOO OO0OOODO
ooooooooo

b3lyp Becke3 OO OO LYPOOODOODOOOOODOODOOODOODOODOODODOODOOODOO
ub3lyp b3lyp O Unrestricted 0 O OO
mp2 Hartree-Fock D0 O0O0O0O00D00O0O Moller-Plesset 0 0 000000000 OOO0O
ump2 mp2 0 Unrestricted 0 0 O 0
mp4 Hartree-Fock 0000000000 Moller-Plesset 000 O0O000D0OOO0OOODOO
ump4 mp4 O Unrestricted 0 0 OO
cis 00000 CIODOO0ODOODOOOOOoOooO
cisd 0000 ClODODOOODOODOOOOOO™OCcIoOnOGd
indo  NDOOOOOODOOOOODOODOOOOODOOOOO
cndo CNDOOOOODOOODODOOOOOODOOOODOODO
gvb GVB(General Valence Bond; 0 0 000D 0O0OO0)0DO00OO0O0ODOO
oniom ONIOM O O OOODOODO
Basis 00 O0D0O0OOO0OOOODOOOO
Pop 000000 DOO0OOODOODOOOODOOODOOOOODOODOOOOO
none 000000000000 OOOOOODOOODOO
minimal 00000000000 O0O0OOCOOOOO

regular 000000000 SO000000000D0000 MullikenOOOODDOOODO
oooo

ful OODOO0O0O0OO0OOCOO0OOOCO0ODOOOO0O0ODOO MullikenOOOOOOOODO
ooo

Calc. Type EF (Eigen Vector Following) D0 OO0 O0OO0OO0OOODOODOOOO
opt 0 O00O0ODOCOOOODO
opt=z-matrix 0000000000 0OOCOO0OO
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opt=modredundant redundant J D 0 0000000000000 0O00O0DOOCOOO0ODOOO
gbooobooooboboooobooood

opt=(ts,noeigentest,calcfc) 000000 0D0O0O0OD0O0O0OOOOOOOOOOOOOO
ooooooonooooon

irc 000D0000DOO

irc=(maxpoint=20, stepsize=20t, calcfc) D0 0000000000000 OODOOOOOOO
O00o0oooooooooooooDooooooon

MaxCyc 0000000 ODOOOOCOODOODOOO
Freq
freq 0OO00OOO0OOOOODOOOOODOO
freq=raman IROODOO0O00000O00O0OOOOOOOO
freq=ved OO DOO0O0OO0OODOOODOODOOO(VCD)ODOOOODOO
freq=noraman Hartree-Fock 00 00000000000 OODOOOOO0O

freq=nraman 00 0000000000000 COO0ODOOOO0OOODOOOOOOODOO
gbooaogo

freq=nnraman OO0 00000000000 O00OOO0OO0DOOOOODOOOOOOO
Charge 00O O0OOOO0DOODO
Multiplicity D0 OO0 000000
Td

td 0000 (time-dependent)Hartree-Fock OO0 0 DFTOO0OOOOOODOOOOOODOO
ooooo

td=(nstates=n) nU 00 0000000000000 O0O0O00O0ODOO0OOOOO0OODOOOOO
ooooog 3o

gfinput 0000000000000 O00OOO0O0OOOO0OOO

gfprint 000000000000 0O0O00OO

nosymm 00000000000 ZmatrixOODOO0OOO0OO00OO00O0OODOO
guess=read D00 0000000000000 OO0OOOOOOOOO
geom=check D00 00000000000 O0O0O0ODOO0OO0O0OOODOOOCOOO
Others D0 OODOOOOODOOOOODODO

682 D0000OO0DOOO

O00 Gaussian OO OOO00O0OO0OO0O0O0O0O0O0O0OOOOODOOOOCOOODOOOO0

6.8.3 0O

O00D0O0000 GaussianOOODO0ODOOOOO0O0OOODOOO0OO0O0OOODOOO Gaussian
O000000000000000D00Gaussian0 0000000000000 GaussianOOODO
goo
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gbobooooboobobob obobobobobobobobo oooooooooooooobooooog
gooooooo

GaussimOOOOOOOO0OO0OO0O OO0 -0000 -00000000O000O0DOOODOOODOO

ooboooboooboooobooobboooooboOooboboOoonD water.gjf0o0ooooagy
gbooooobooooobooo

oo oo
oooobooooboon

logO0 OO0
water.log

Gaussian 000000000 O000OOO

oooo
batD0OOO

water.gjf.bat

6.84 00 O0O0O (log/out)

logO0OOOOO0OO0OODOOOOODOODOOOO

685 0000000

logDOO0O0ODOOOO0ODOOOODDOOOODOOOODOOOOODODOOOO
goooboooboooboobd Animation 00000 DO0ODOO0ODOODOO

6.8.6 OO 0OOOO (IRC/modred)

logO0OOO0OOO0O0OODOIRCOOODOOOOODOODOOOOODOOOOO
UooobOobooooboon Animation 00000 ODO0OO0OODOOOOO

6.8.7 0 0O O, UV-Vis, OO, NMR

logO0OOOOO0OOODOODOOO,UV-Vis, UO,NMROOOOOOODOODOOOO

obooooOoboobOob b0 -000/A80 -MullikenOO OO0O00O0O0O0O0O0OOOOOOO
gbooooOoooooobooo

0000000000000 Energy Level Diagram 00000 ,MO Plot0O0 000 , UV-Vis Spectrum
goooo ,NMRODODOO ODOODOODODOO

688 IRROODDOOOODOO

logO0O0OO0OOO0O0ODOOO0OO0ODOODOOIROODOOOO0ODOOOOOOODOOOOO
Ubooob0Oobooooong IRSpecrnm OO0 0O0O OO0ODOOOOODOO
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6.8.9 Archive

Gaussian OO OO ODOOODOOO0OOODOODOOOOODODOOO

6.8.10 FormChk

GOOW,GO3W O O DOODOOUOO Formechk 0O 0OO0OO0.chkO0O0DODOOO0OO0O0DOfchO0DODODOOO
gooooooo

6.8.11 Fchk O OO OO OO O (Cubegen)

GOOW,GO3W DO OO OOD0O0OO Cubegen OO0 O.fchO0O00OO0OOODO CubeODOOODOOO
O000Cubegen 000 0O0OO Winmostar J 0O OpenCubegen 0 00 000
oooooooooooogoMorPlorD0O0OO0O0 OO0O00O0OOO0ODODOOOODO
Property

MO O00O0OO

Density 00O 0O

ESP ESP

Spin 000000«-p80

Alpha « 00000

Beta sO00000

Current Density Current Density

Shielding Density Shielding Density
Type Density D000 D0OO0OO0O0O0O0OOOODOQOOIHE MP2, CI, QCIO
Cube Cube DO O DOOOOODOOO

6.8.12 Cube 0 0O OO ODODO

Cube 000D O0ODODOOODOODOODOO

GAMESS O pun 0000000 OO0Cube 00O0OOOOODOOO
OO000oooooooooMoPlorDO0D0O0 OO0O00OOOO0OODODOOOODO

cube Manipulation File I 0 File2O0 O OO0 cube 000000000 DOODOOODOOO

map J00000000000D000D000000000M00 Densityd ESPOODOOO
oood

subtract 200 cube 00000000 OOOODOOOODO

sub2 200 cube 00O OO0DODOOOOOODOOOODODOODO

add 200 cube DO O O0OODOO0OOOODOOO

Cube MapOOOOOO cube OO0 OOODODOOOODOOOODOOODOO

Cubegen Cubegen 0000 OfchOOOODODOOOODO CubeJ00ODOOO00O0OOOOOO FchkOD
000000 (Cubegen) OO DO OOOOOOO
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6.8.13 PIOC O

Paired Interacting Orbitals 1 OO0 0 00000000 prOO00 00000 OO0DOOOOODOOO

6.9 QM — NWChem OO OO

NWChem O OO OOOOOOOO

NWChem OO OO0OO0O0O0O0O0O0 NWChemUOOUODOOOOOOOOOOOOOONWChem OO
gbooooobooooobooboooboboooogoo

691 00000 OO
NWChem 000000000000 0OO0OOOOODOODODOOOOD RenOOD0O0OO0ODO
00o000ooooooooDokOoOOoOooooooooo
RunO000000O0O0O0DODOO OO OOODOOOODO
Reset 0000000 O0ODOODOOODOODO
EasySetup 00000000 O0ODOOO
UseMPI D000 0O0OOOOMPIDODOOOODOODOOODOOODOODOOOOOOODOOO
Basic O O
Title OOO0O0O0OOO0OOO

Basis 000000 O00OODODOcartesian/spherical D000 OO00O0OOOODOO Exception
ooooooo

Task 0000 (theory) DO D0 OO (operation) D0 OO0 OO0
Charge 00O OQO0O0OO0O
DFT
Multiplicity DFTO OO0 O00O0O0OOOOCODOOO
Exchange DFTO O ODOOOOOOODOO
Correlation DFTO 0000 O0O0O0DOCODO
SCF
Multiplicity SCFOODOODOOOOODOO
Wave Function SCFOOOO0OOOOODOOO
Property
Mulliken Mulliken 000000000 OOODOO
Shielding NMROODOOODOODOOOOO
Dipole 1000000000 0ODOODODOOOOODOO
NEB/String 0 [0 Task 0 Operationd neb O string0 0000000000 O00O0O0OO
NBeads OO O0OOOOOOOO
KBeads NEBOOOOODOOOOODOO
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Maxlter 00000000 DODOOOOOOOOO

StepSize 0000000000000 DOOOO

NHist 000000000 0DOCOO0O00DOOO0O0O0ODOOoO00OO
Freezel ZTSO0 OO OOOOOOOOOOOO0O0OOO
FreezeN ZTSOO0O0O0OO00OOOOOOOOOOOOO
Convergence [0 0 00 loose/default/tight D 0 00O OO

XYZ Path 000000000000 COOCOODOOOOOCOCOCOOOO0OO00O00O Print_Shift
oboooooboooooobooooo

EndGeom U0 0000000000000 0Lead000000O00DOOODDOOODO
O0OWinmostar 0 0000000 0OD0O0O0O XYZOOOOOOOOODODOEditODO
gboboobooboooboag

Advance 00 [
Memory 0000000000 DOOO
Set tolguess initial guess I 0 00000000
ECP ECPOO0ODOODOOODOOODOO
Geometry
noautoz 00000000000 OO0ODOOOOODOO
Other Settings 0000000000 O0OO0OO

69.2 0 000O0OOODO

OO0 NWChemOOOOOOOOOODODOOOODODOOOOOODOOOODOOOO

6.9.3 OO

000000000 NWChemOODOOODOOODOOODOOODOOOOO00O0O0DOO NWChem
oo00oooooo0boo0b0o0bD0OONWChemODOOOOOOOOOOOOOO NWChem OO O
gooo

gbobooooboobobob obdoboboobobobobo ooooooboooooboooboobooonoog
gooooooo

NwChemOOOOOOOOOO0 OO0 - 0000 -000D0O0O0OO0ODOOODODOOOODOO

obooooooobobobooboobobooboobooboboboobOnD water.nawO OOOoooa/
oboooooboooonbon
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go ao
ubodaboodgooaon

outd o

water.out

oobooboobooboooobooo

movecs 0 0O 0O O

water.movecs

NwWChem OO OOOOODOOOODOOO

ogoog
batODO4d0O
water.bat
oooooooo goooooooood

water.nw_temp\

6.94 00O OO0 (out)

outJO00O0OO0O00O0ODOOOOOOODOOOO

695 00O0OO0OO(M@OOOO)

outOdOooonooobouogbouooogobgobobooboaobbobbay
Ubooo0ooboooooboon Animation 00000 ODO0O0O0OODOOOOO

6.9.6 0000000 (NEB/String)

xyzOODOOOOOOO NEB, Suing0O0O0D00O00O00O0OOOOOODOOOO
0o0oO0o00bo0o0oo0bDoi0n Animation 000D 00 ODO0O00OODOOODOO

6.9.7 0000, UV-Vis, 0 0, NMR

ot 0O0O0O00O0OO0OO0DOOOO,UV-Vis, 0O,NMROOOOOOOODOOOOO

oooooo0ooooo0 00 -000M0 =Mulliken00O OO0O0D0ODOOOO0ODOOOOO
oooooooooooboog

UO000000O04gobononO EnergyLevel Diagram 00000 ,MO Plot0D 0O OO0 , UV-Vis Spectrum
ogoooo ,NMROODOOD ODODODODOODOO
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698 IRROOOODODOOO

ot O 0OO0O0O0O0O00D0O00DOO00DOOIRODOODODODOODOOODOOODO0ODO

RUNTYP=HESSIAN J ot 000000 IROODOOO0OO0OO0O0O0O0OO0OO0OOOODOOOODOOO
RUNTYP=RAMAN [ out 000000000000 OO0O0O0O0O0OO0DOOOO0OOOOOCOOOO0
gbooooobooooooboo

gooobooobooobgg IRSpecrynm U0 000 OD0OOD0OOODOOO

6.10 MDO OO O

goooogoooooooooooo
MDOOOUOOOOOOOODODOOMDOOODOOOOOOOODOOOOO0D0O00O0 cygwinwmOOOODOO

6.101 0D ODOOO/MOOCO0OO

gboooboobooo20000000000o0o0

. Jbobo0ooobooboooboooboobouoooobobobooogooboo
2. 0000000000000O0
gboocoooboooooobos30oo0ad

- J0D0O00OO0ODOODOOOOODOO

*mol20000000O0OODO

- OO0

000000000000 _builder_tmp 0000000000 O0ODOOOO0ODDOOOOOO
0000000000 CygwinOO gmx insert-molecules 00 gmx solvateO OO OO
00000000000 generate.shlgenerate.logU0000000oonoooOooOO
0000000 output.gro0000000D0OCOOODOOOODOOOODOOOO

Add Displayed Molecule OO0 000000000000 O00O0DOOCOOO0ODOOODOO
goboobobooboobooboobooloobooooooooooobooooo
boboboboboboboboboboobobobOobOobOobOoboOobo
oooo

AddWwater 0000000000000 0OO0ODOOOOOOODOOOODOOOOOOOOO
OO000OO0000O4Options 000 Water Model DO OO 0OOO

Add.mol2File 0000000 .mo2000000D0O0O0OOOO0OOOOODODDOO
O0mo200000000DOOO0DOO0OOOOOOODOOODOOOODOODOO
ol1o0boboooooobooooooooobobomoOODOOO0OD0OODOOODOO
obooooooobooooopbBOOOOOOOOOODOODOOOOODOODOO
gboboooooobooobooboooQMubooooooboOoObOOORESPOO
oooooooMDOOOOOOOOODOOOODOODO.mo20000000O0O
goooooboooooboboooooooo

Delete 00000000000 ODOOOOODOODOO

Simulation Cell
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SetDensity 00 0000000000000 O0O0O0O0ODOOO0OOOOOO0OODO
00000000000000000000000000000 0.500.8 g/lcm?
ooooooooo

Set Distance from Solute Method O Solvate 00 0000000000000 DODOO
0000000bO00bO0o0bOOoooboOoooOoooOoooon

SetBoxSize 00000000000 0O0OODODODODODODOODO
BoxType 000D 0DODODODOODOODOOOODO
Option

Water Model Add Water 00 000000000000 O0O00O0O0O0O0OODOOOO
O0000000 CygwinOO Gromacs 000 O0DODODDO0OODODOOOODOOO
oooobooooboooog

Reset D000 O0O00O00O0D0ODOOOOODODOOO
Buid OOO000O0OO0O00DOOOO0O0DOOOOO0OOOOO0OODO0O00ODODO0O0OO0

6.10.2 OO OODO

mo2 00000000000 DOOOOO0ODOO0OO0OO00DOOOoOO00oDOoOobOooooDOoODO
gboobooboboooobobooboboboboobobob oboobaooob obo
obo/Aaooobooboboooboobobooog

gboboooocoooobooboooboobol1ooooooooooobo oboboooobooobooono
good

gooob ooobobo/Aagoboobobboo

6.10.3 DO ODOO0O
Acpype 0 0 O

odoboooo01gbobboboo00oobbboboo0o0ooooboooAMI-BCCO OO Gasteiger
000000 b00O0b0O00b0o0bOb0O0O0b0ObOO0n CygwinOO Acpype 0O DO0O
gooooboboooOoooO0OoOo0oooOoo oo uobo oob bbobo ooooo
Omo2O0000000OO0ODOOOOODOOOOODOOODOOOOOOOODOODOODOOODOO
RESPOO0O0DODOODOO0ODOOOOODODO0ODOODOOODOODON Total charge [e] OO
000000000 0o0b0o0ob0obDboOn _acpype_tmp 00000 OOO0OODOO0ODOODOOO
0000b0b0b0000oU0b0bO0bU0O0bUOl0U temp.shd temp.logOOOOOOOODOOO
JO000d0oboO0oD0O0O0 input.acpypeinput_GMX.itpOOODOOOOOOOODOOOOOOO

gbooooao

gbogboboobgooboboobobuoouoobobooboboobobbooboboa
oboooooboooooobooooboobon

6.104 O0OOO

MD—-0O0OUOO0OOODOOODOODOOOODOODOO
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6.10.5 OO OODO

MD—-U0O00O00 0000 OODOOOOOOOO

6.106 D OOODODOOO

oboocobOooooooboooboOooooboobooobOobooobOooboooboobooooOobonoag
gboocoooboooboobooAaobboo oboobobooooboboooobooooonoo
OO000000000000000D0000 CygwinOO gmx genionO0 000000

Neutral True 0 00D O000O0000O00O0O00O0000OO0DOO0O0ODOOO Number of Cations [
Number of Anions 1 0 0000 OO False 000 OO Number of Cations 1 Number of Anions [
oooboooOoooooOooooboooooDo

Concentration 00000000000 O0OO00O0O0O
Cations/Anions U 0 0000000000000 0OO00OOOOOOOOOOO

Number of Cations/Number of Anions 0 0 00 0000000000000 O0OO0O Neutral O
False 00 00O0O0ODOOODOOOODO

Execute Cygwin[0 [0 gmx genion 00000000000 00OO0O0ODDODO _genion_tmpOO
gbobooobobooboobobobooboboboob0b0o00bO0olD temp.sh
Utemp.logOO00odbooobooooboobooaobboaobboaboaoboabooann
0000000 (temp.top)0O0O00O0O0O0O0OO0O0O0ODOOOODOOOOODOOODOOO
Uboo00oonoobo0n temp_top_tmpO0OO0OO0O0O0OODOO

6.10.7 Gromacs

MD — Gromacs DU U0 ODO0DO0DOOO

6.10.8 LAMMPS

MD — LAMMPSOO0OO O0OOOOOOOOO

6.10.9 Amber

MD — Amber 0000 O0OO0OO0OOOOOO

6.10.10 MODYLAS

MODYLASOOOOOOOOOOOOOOOOOOoOOoOoooooooooooooooooooao
O0o000 MD— Gromacs D000 OO00O0O0O00O0OOOO

6.11 MD — Gromacs [ [0 [ [

Gromacs OO OO0OO0OOOO

Winmostar J [0 Gromacs 0 CygwinO OO OOOO00OD0O0OO000O0OOOCODOOODOOO cygwin_wm
ooooooobooobooo
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6111 0000000
Gromacs U0 O00O0O0O0OODOODOOODOOOODOOODOOOOOOO0 RenODOOO0OOOOO
obooooobooooookbOobooooooooono
RenO00000000D000O0O Gromacs O OO00OO0O0OO0OO

Resete UODOODO0ODOOO0O0OOO0DOO0O0OSave 0000 ForceFieldOODODODOOODOODOO
Load D000 Save D0 OO0 OO0OD0OODOOOODOO

Extending Simulation 000000000000

ool Gomacs OO OOODOOODOOOO
Preset 00000000 DODOOOO0ODOOO0ODOO0OOODODOOOOOODOOODOOOODOO
#of Threads 00000000 OODOODOO

MPI (for Remote Job) MPIO OO O O0O000O0O0O0DOOOOCDOOODODOOOOOOOOOOOOO
goo

Basic

Run Control
dt 0O000O0O0OODO 100000000O00DOOOODOO
nsteps 00000000000 OCODOODOOOOO
integrator 1 000000000 OOODOO

Velocity Generation
gen-vel 00000000 ODOOODOO
Fixrandomseed D OO 000000 gen-seed 0000 OO0
gen-seed ] 00 randomseed DO OO0 OO

Explicitly set gen-temp OO0 0000000000000 DOOO0ODOOOOOOOOO
O000D00reft000000DOOOODOO

Temperature Coupling
tcoupl 00O O0OO0OOO0ODOO0ODOOODOO
tc-grps 0000000000 D0ODOO0ODOOOOOOOOOOODOOOOOOI
ref-t 00000000000 00CO0O0ODODOOOODOOOM
tau-t 1000000 0O0O0OO0OOOOO0O0OO0OODODO0OOO0OOOOn
Pressure Coupling
pecoupl OO0 O00D0ODOOOODOOOODOO
peoupltype 000000000 0OO00O0ODOOOOODOOO
ref-p 00000000 O0OO
tav-p OO0 OO0 O0DOOOCOODOOO
compressibility 00000000000 0O0O0O
Constraints
constraints 10000000000

Advance
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Boundary Condition
pbe 00D ODODODOODOODOO
Energy Minimization
emtol 0000000000000 O0O0O0O force0000ODODOOOOO
emstep 0000000000000 0DO0OO0O00ODOO0OODOOOOODOOOOODOO
Run Control
comm-mode 00000000000 OOOOOOOO
nstcomm 00 0000000000000 O0OOOOO
Temperature/Pressure Coupling

nh-chain-length Nose-Hoover U 0 O 0O 0O O 0O 0O OO Nose-Hoover chain 0 0 O 00O OO
ooo

nsttcouple 0 000000 0OD0OOOO0OO
nstpcouple 00 DO O00O00OO0O0ODOOO

refcoord-scaling 0 00 000 positionrestraint 0 0 000000000000 OOOO
oooOd

Constraints

constraint-algorithm 000000000 00O0OOO

continuation 0000000000000 OOOOOODOOO

lincs-order LINCSO OO ODODOOOOOO

lincs-iter LINCSO OO OO0OO0OODOOOOODOOO

shake-tol SHAKEO O OO DOOOO0OO0OODO0ODODOOOODOODOOODOO
Misc.

print-nose-hoover-chain-variables 0 0 0000000000000 D0OOOOOOOOO
ooooooo

define -DFLEXIBLE 0000 flexible U0 O0O00O0D0OOO0OOO
define-DPOSRES 00000000 O0DOOOODOQOOOOMOI posres.itp O include

oono
Output
Output Control
nstxout 00000000000 O0ODOOOO0OOODOOOOOO
nstvout 0000000000000 0OOOODOOOOODOOO
nstenergy 000 0000000000000 edr 000000000 OODOODOOOO
00o00ooOoooooDoooooooo
nstxout-compressed 000000000000 xtcOOODOOOOOOODOOOODOO
O0O00obOoOoboOoDoon
compressed-x-grps xtc 0 0 0000000000000 0OOODOODOOOOOOOO
oooooood
Interaction
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Neighbor Searching
nstlist neighborlist D 0 00000000 OOO0O
ns-type neighborlist 0 0000000000 OO0O
cutoff-shceme neighbor list 00 0000000000 O00O0OOO

Use buffer-tolerance neighbor list 0 0 000000000 OO0D0OOO0OO0OODOOODOOO
0000000000000 000000D00D0ODO0O0O0C0C0C0O00DO000O0ODO rlist
O0o000D0O0ODODOO0OOO0OO0OO0O0O0O00O0O0

rlist neighbor list 0 0 000000000 O00DOO
VdW
vawtype 0 OO0 0000000000 DOOOOODOOOOOOODOO

rvdw-switch 0000000000000 O000O0OO Switchingd O OO OO0 OSwitching
ooooobooooooooo

rvdw OO00000000O0O00COOOOCOOODOOOOCOOODOO0O0
DispCorr DO 00D ODODOODOO0OOODOODOOODOODODOOODOODOOOODD

vdw-modifier 000 0000000000000 0O0O0DO0OCOODO Switching/Shift 00O
oooooooboon

Electrostatics
coulombtype 0O 000000000000 ODOODOOOOOO

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

rcoulomb 0000000000000 DOOOOO0ODOOOOODOOOODOO

coulomb-modifier OO0 0000000000 O0D0O0DOODO Switching/Shift 000000
oooooo

Ewald

Set # of grids for fourier space D 0000000000 fourier-spacing 00000000
000000 fourier-nx,ny, nzO0 000000

fourier-spacing Ewald, PMEO OO PPPMOO0O0OOOOOOCOOCOOOCOOCOOOOOO
ooo

fourier-nx, ny,nz Ewald, PMEO OO PPPMOOODOOOO0OO0O00O0OODOOOOO
gbogbooboib x,y,zOOO0OODOOODOO

pme-order PMEO OO OOOOOOODOOOOODODODO
ewald-rtol Ewald, PMEO OO PPPMOO0ODO0OCOO0ODOOOOODOO
Other
Other Parameters D0 DO OO0 mdpO OO0 O0O00OODOOOOODOODOO
Automatic

Rescale velocitiesto. NNEO O OOOOO0ODOODOOOOOOO0OOODOOODOOODO
gbooobooboobboobooboobooboobboobooboooooboooon
oboooooboooooobobooog
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Rescale box sizeto.. NPTO O OO ODOOODOO0ODOOOO0OOOOOOO0OOO NVEODDO
NVTOOOOOOOOoOooooooOoooobooooboooooooooooooo
ooooooooooo

Options
Make a Backup of Working Directory 0 000000 OO0DO0OD0OO0D0OOOOOOOOOO

Restore Working Directory D O 000 0000000000000 OOOOD ODOOOOOO
oo0ooooooooooon

maxwarn 000000000 wamningmessage 10000000000 00ODO0OO0O0OO
ooooooog

Verbose Output 00 0000000000000 0OOOODOO

Concatenate .edr and .trrfiles OO0 00 .edr OO0 0000 tr000000O00O00O0OCOOOOCOO
0000000000000 0O0 Extending Simulation 0000000000 O0O0OO

Unwrap Atoms (trjeconv -pbecnojump) OO0 000 .gcro0 00000y DO0O0ODOOOODOO
000000 (unwrapped) DO OO0 OO0ODOO

Enable Double Precision OO0 00 Gromacs OO O OO0 MDOOOOOOOOOOOOO
oooooo

Force Field

Generate parameters 0 000 0000000000000 DOOOOOOOOOOOOOOO
0000ooooooodtpD0OO0OoOoooooOoo

Force field

(General) DO 0000000 DODOOOOODOOOOODODOOODODOOOOGAFFE,
OPLS/AA- L0000 acpype 00Dreiding 0000000 ODOODOODOOO
O00Dreiding0 000 polymer/dreiding.lib.txt 000000000

Exception DD 0000000 Generah) OO DOODOOODOOOOOODOOO
oo Lnjobooooobooobbooooooobooobooboonoooon
obooobOobooooooboobooooobowboooboooobooon

gb: bogboobboobooboobobo boobooobooboo
ubooboooon

(Protein) 000 000000000000000OPDBO gro0000000000
0000000000000000000000000000000000000
00000 gmx pdb2gmx J 0000000

go:. dboooobooboobbooboobboobooboboooboo
ooooooo

(Water) OO0 DUODOO0O0OO0OODODO DODOOOAMOOOD ODOOODOOOOO
0b00o0bo0oobo00oDbobO0o0DbDO CygwinOOOOODOODOO Gromacs OO
obooooobooooboobobooobooboon

Charge

Assign charges acpype 0000000 O0O0O0OOOODOOODODOOOOOODOO
Method DO O DO0OO0O0OODOOOOO
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O0: 00000000 acpype 00 0000DO0OOODOODOOOODOO
000000000000 00D0D0O0O00O Use User-defined Charge 0 0 OO O
ocoooooooo

Use user-defined charge 000 0000000000000 O00OODOOOOOOOO
gboooboobooooobooooon

gb:. DoOooboobooobooboobooboboobboo boobooboo o
O0000O0b0O00000 UserCharge OO DOOO0O0O0OO0O.mol2000000 O
gbobooooboboo ooooboooobobooo

Add [position_restraints] for protein D0 00000000000 Advance 000000
-POSRES 00 0000O0O0DODODODODODO [position_restraints] OOOOONO
O00o0oooooooooooooo0ooooooobooooobooooooooon

Add [position_restraints] for selected atoms OO0 000000000000 Advance 00O
dodd -POSRESOUOUOUOOOOOODODODODOO [position_restraints] OO
0000000000000 0000O0o0bOO00b00o0bOO0o0bOO0oboo0DOOoooa
0ooo0ooooooooo

Add [distance/angle/dihedral_restraints] for selected atoms OO0 OO0 0000000000
Advance 000000 -POSRES 0000000000 OOOODODOOOODOOOOO
o0o0ooooooooo

DumpNow D0 000000 OD0OOOOOOCODOODOOOOODODO

O0e:

* Load from Existing File 0 0 DD 00000000000O0O00O0O00OODOODOOO
oooobooooboOoboooooboooooobo

- J0000D00O0OOO0OODOOODDOOOOODOOOOOOOODbOOODbOOObOOn
000000000 Load from Existing File 00000000000

Load from existing file/Use parameters in displayed file OO0 000000000 0O0O0O0OO
ocooMbOOOOOOOODOODOOODOOLAMMPSOOOOOOOOODODOO
gOo0OCOOO0O0O0 data0000O00OOooMDODODOODODODOODODDODDDDO

Edit 00000000000 DOO0OO0O00O0O0OO0O0O0O0OO0000O0

Generate Simulation Cell 0000000000000 O0DODOOODODOOOOOOOOODOO
000000000000b00b000b000O0o0o00bO0o0o0obooooO0oonoOoooa
J000d00dOddd pDisance 000D O0ODODODODOOODODODODODOOOOOOOOOO
ooooooon

6.11.2 Gromacs [ [J

Gromacs 1000000000000 DOOOODOOOOO

« 00000ODOO Extending Simulation 0 0 00 0 00 OO Force Field 1 0 — Generate parameters 1 0 00 0 00 0O
000000 {@dU000gro)00000000O((@OO0Otp)000O0O0ODOOOOOO
oooooooo
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* Extending Simulation 0 0 00 0 00 OO Force Field 0 0 — Load from existing file 0 0 00 000000000
000000000000 D0D00DO0000D0 (0D0O0dgro) 00 Load from existing file
0000000000000 oooo @odotp 00000000 0OOODOOOO

* Extending Simulation D O 00000000 O0O00OO0OOO0ODOOOOOOOOOOOOO (@
O0O0gro)00O00000O0OOCDOOODOOOO0OOO0O0DOOODODODODO gmx_mdrun_tmp.
gro00000D00000DO0 gnx_tmp.topU0OO0O0O00OOOO0O0OOOOO

ooboooboooboo0ooboobbo0o0ob0oboo0o0DboUo0n water.groogooogy
gobooboobooboog

oo oo
water.shOOOOOOOOOOOOO
ugogd

outgm

water.out

shOoooagd Gromacs OO0 O000O0O0OOOOOOO
water.sh oOoooa
ooooooooooo

water.shQOQOOOOOOOOODOO

googod
batoOd OO
water.gro.bat
goodooobooboo gogooobobogogo

water_gmx_tmp\

gobbooobooooooboooboobooobooooooooboooobooooboooobooa
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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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- J0000O00O0OOO0OO0OO0OOOOOOOOOODODODODOOOODOODODO
gbooobooboooooboo

-goboobobbobooboobod

- 000 Gromacs OO0 OO O0O0D0O0D0OODOODODODOOODOOOOOOO aaa.gro
000000 _gmx_tmp 00000000000 0O0ODODOO aaa_gmx_tmp O
ooooad

- J0O00b00b0oobooboooobooboobooboobobobooboo

- 00000000 OODOODOOOOODOODODODOOODODbDODbOODO
ooboboooobooobooboooooboooooboobooooboooooobooboooooo
goo

- 000000000 DO0D0o0DO0o0oDOOo0o00DOooDoOooDoooOon
0000000000000 oobuo0oibn aaa_gmx_tmp 0O OO
aaa_gmx_tmpl 0O OOOO

-ooobobooobooboooobOobooooboobooon

6.11.3 00000 (out)

Gromacs 00000000 0O0OOO0OOOO0ODO ».cutU000OO00O0ODOO0ODOODODOOO

6.11.4 00O OO0 (log)

gnx mdrun D0 000000 »_gmx_tmp\gmx_tmp_mdrun.logO00000000OO0OOOO
ooo

6115 0000000

go 0000 urO00000D00O0OMDOOOOOODOOODOOO0DOODOODODOODDOOO
oboocooobooooboboooooboooon
UbooooOobooooboon Animation 00000 ODO0OO0OODOOOOO

6116 DOOODDOO

Gromacs 0000 edr D000 ODOOO0ODOODOODOODOOOODODOODODOOO
ugboboobooboobdl gmx energy UUOOOOOOO0OO0O0

Ub0oO0o0O0bO000000 EnergyPlor 00000 ODOOO0OO0ODOODOO

6.11.,7 0ODOOODOOOO

*_gmx_tmp\gmx_tmp_mdrun.gro g dgdgg
dooobooobooobooboobuoboboboboooooog
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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 DO 0D DOODOOODOOODOO

CreateGroup gro0 0000000000000 OO0OODOOOODOOOODDOO

goo0oooo0oooooooooooooooboooooboooooooooboodg Mp —
Gromacs —ndx 00000000000 OO0OOO0OOOOO

Create Group OO0 0000 OO Extracted Atom Names 0O 00000 OO 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 0OO0ODOODOOOOO0O0O0OOO Target
Group 0 Reference Group D00 DO OOOOOOODONO

CreateGroup gro0 00000000000 OOCOODOODOOOODOOOOODDOO

gobooobooobooobooobobooobboooboooboooboodg Mb —
Gromacs —»ndx 000000000000 O0OO0DO0OOOODOOO

Create Group 00 0 00 00O Extracted Atom Names 00 00 0O 0O OO O New group Name [
000 Create 0000000 0Ondx 00 0000ODOO0ODOODOOODOOOCIese0O0ODOOO
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 OCOOOOO0OODOODOOOOOO0OODOODO Target
Group O Reference Group D OO0 DO OOOOOOODOO

CreateGroup groJ 0000000000000 OO0DOODOOOODODOOOODDOO

goo0oooo0ooooooooooooooobooooooboooooooooboog Mmp —
Gromacs —ndx 00000000000 OO0OOO0OOOOO

Create Group 00 0000 OO Extracted Atom Names 0000000 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 0 OO0 00000000 OCOOCOOO0OOODODOOOOOOOOODDOOD Target
Group 00 Reference Group D OO0 D000 0OOO0OODOO

Create Group groU 00000000000 ODOOOOOOODOOOOODODOOO

ooboooobooobooobooboboooobobOooboboooboooboon0 Mb —
Gromacs —ndx 000000000000 O0OOO0OOO0OOOO

Create Group 0 0 000000 Extracted Atom Names 0 0 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 0000000000 OOOOO0OODOODOOOOOO0O0ODOODO Target
Group O Reference Group D OO0 DD ODOOODOOODOO

CreateGroup groJ 0000000000000 OO0OODOOOODODOOOODDOO

goo0oooo0oooooooooooooooboooooboooooboooooboodg Mp —
Gromacs —ndx 00000000000 OO0OOO0OOOOO

Create Group OO0 0000 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 DO OO 00000000000 0O0O0C0OD0O0DO gmx tcaf
oboooooooooo

Target Group D0 OO0 O000D0O0000CO00DOOOO0ODOOO0OOO0O0DOOO0ODOOOOODOO
ndx 00 0000000000000 000O0000DO00D

Reference Group 0 000 0000000000000 0OO0ODOODOOOOO0O0OOOO Target
Group O Reference Group DO 0D D OOOODOOODONO

CreateGroup gro0 00000000000 OOCOODOODOOOODOOOOODDOO

gobooobooobooobooobobooobboooboooboooboodg Mb —
Gromacs —»ndx 000000000000 O0CODO0OO0OOOOO
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Create Group OO0 0000 OO Extracted Atom Names 0O 00000 OO 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 OOCOCO0OO0OOODODOOOOOOOOODDOOD Target
Group O Reference Group D OO0 DD ODOOODOOODOO

Create Group gro U 00D 000D 0ODOO0OOODOODOOOOODOOOOODODOO

goooooOo0ooooooooooooooobooooooboooooboooooboodg Mp —
Gromacs —ndx 00000000000 OO0OOO0OOOOO

Create Group 1 0 000 00O 0O Extracted Atom Names 0 000 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 xO0OD0OO0OO0ODPDajO0 00 O00OD00OOOODODO20O
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
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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

O00oooooooooooooooooooDooODoO0O000000000000 ndx00000
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 0 OO0 00000000 OOCOCOOO0OOODODOOOOOOOOODODOOD Target
Group 00 Reference Group 000D 0 O00O0OO0DO0OODOO

Create Group gro U 00D 0O00O0ODOO0OOODOODOOOOODOOOOODODOOO

goooooOo0ooooooooooooooobooooooboooooboooooboodg Mp —
Gromacs —»ndx 00000000000 OO0O00O0O0OO0OO

Create Group 0 0 000 0O 00O Extracted Atom Names 0000 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 OOCOOOO0OOODODOOOOOOOOODDOOD Target
Group 00 Reference Group D OO0 D000 OOO0OODOO
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CreateGroup gro0 00000000000 OOCOODOODOOOODOOOOODDOO

oo ooooooooboboboobbbobbbbbbbbb MD —
Gromacs - ndx 000000000000 O0CODO0OO0OOOOO

Create Group 00 0 00 0O OO Extracted Atom Names 0 0 00O 0O 0O OO O 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 CODOO0OO0O0OOCCODOOOOO0ODO Target
Group O Reference Group U0 0000000 OO00OOO

CreateGroup gro0 0000000000000 OO0OODOOOODDOOOODDOO

goodooooooooooooooooooobbobobobbobbbbbbbbb MD —
Gromacs —»ndx 000000000000 O0CODO0OO0OOOOO

Create Group 00 0 00 0O OO Extracted Atom Names 00 00O 0O 0O O OO 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) SolutionsystemOd 0000 1000000000
(b) Solventsystemd 0 0O OO 0O
(c) SolutesystemO OO OO 100

2. ERmod00 OOOOOODOOO

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 OO0 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

6.11. MD — Gromacs U 0 0O
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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

RenO0DOD0DOOD0OODOOD LAMMPSO O ODODOOODOOODOO

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 0 0000000000000 nvtO000000O0O0O0O0O0O0O0O0ODO0OO, npt
goboboooboobooooboo,nvebO00bOO0OO0OO0OO0OO0OO0ODOOOOOODOODOO
O0000,minimizeD0CGUOODOOO0OO0DOOOODOOOOOODODOOOODO

Temperature 0 0000000000000 00O00O0ODOO0ODO0ODOO0OOO0OOOOOO
Pressure OO0 00000000

Pressure Control D0 000000000 DOOO0ODOODOODOOO

Constrain Hydrogen 0 0000 SHAKEOOOOOOOO

Advance
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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 O0000OO0OO00OOOOOOOODOOOODOOOOODOOOODOOOO

Calculate Thermal Conductivity 0 000 0000000000000 0OOOOOOOOO
oo

CalcInterval OO0 0O O000OOD0OO0OOCODOODOODOODODOOODOODOO

ACFLength 00000000000 DOOOO0ODOOOODOOOO
Interaction

Cutoff(vdw) vdaw(L)) OO OO ODOOOOODOODOOOOCODOODOO

Cutoff(Coulomb) Coulomb(C 0 )OO0 OOO0OOODOODOOODOODOOOO

Neighbor Search 00 00000000000 0O0OODOOOOO

Neighbor Skin 0 0000000000000 OOOODOODOO

Automatically set Nmesh Pair Style=17j/cut/coul/long00000000 PPPMOOO0O
U000 K-spaceaccuracy U0 D OO0 O0OUOOOOOO

Nmesh for kx,ky, kz PPPM O 0000000000 OO0O

PPPM Order PPPM O 0O Spline 00000 O0O0O0ODOO

K-space accuracy PPPM 0 000000000 0OOO0OO

Enable Long Range Correction vdaw O 000 000000000000 D0OODOOODOOO0O
Non-equiliibrium (1)

Enable Elongation 000000000000 Ensemble 0 minimize OO0 0000000
goo

6.12. MD— LAMMPS 0 0 OO 91



Winmostar™ User Manual, 0 O 00O 9.0.0

Affine Transformation OO0 0000000000000 DOOODOOOODODODDODOOOOOO
gbooooobooooon

Eng. StrainRate U000 0000000000000 00000OQO Max Eng. Strain 0 0 0
gbboobooboobuooboobuooboaon

Preserve Volume 00 0000000000000 OOOOCOOOOOOOODOOOOOO
gbooobooboooooboooooon

Enable Simulated Annealing 0000 000000000000 O0O00O0O0O0ODOODOODOO
00000 Ensemble 0 nvt ,npt 0000000000 Temperature 00000000
OO Final Temperature 0 000000000 O0ODOOO

Final Temperature 0 0000000000000 D0OODODOODOOO0O
AnnealingRate 000 0000000000000 O0OOO0ODOODOOOOOO

Enable Pulling OO0 0000000000000 0O0 PllOOOOOOOOOO Ensemble
Ominimize OOOOOOO0OO0OO0DOOO

Pulled Atoms PullD 0000 OO0OO00O0 D PullOOO00DDOOOO0O0DOOOOO Set
oo0oOoooboOoooooobooo pllCO0O0OO0OO0OO0OO0oDOon

Pulled Velocity Pull O D00 0PullDO00OOCOOODOO
Restraint

EnableRestraint 0 000 2 000000000000000C0O0OO0O0O0O0OEnsemble O
minimize OO OO0O0OOO0OOOOOO

Restrained Atoms 00000002000 000000 O SeDO0O0O0DO0OOOOODODO
obooooobooooobooooon

BondLength 0000 0002000000000000000O
Initial Strength 000 0000000000000 0D0O0OO0O0OODOO0OOODOOOOO
Final Strength 00 0000000000000 O0OOOOODOOOOODOOOOOOOOO
Enable Position Restraint 0 000000000000 0OO0OO0OCODOODOOOO
Restrained Atoms 0000000000000 0OOOO0O

Automatic

Rescale velocitiesto.. NNEO O OOOOOODOODOOOOOOOOOODOOODOOODO
gboooboooboobooboobooboooboobboobooboooooooon
gboooooboooooobooood

Rescale boxsizeto.. NPTO O DO OOOD0OODOODOOOOOOOODOODO NVEDOOO
NvTOUOOOogoooobooooboooboboobbooboobooboobaan
oooooooboooon

Options
Make a Backup of Working Directory D0 0000000000000 0000O00O00O00O0O

Restore Working Directory 0 0 0 0000000000000 O0OOOO0ODOOOOOODOO
oboooooboooooon

Dump all files for remote Linux 00 000000000000 D0O0O0O0DOODOOO OOO
oo oooo00oooodoooooooooogoooogo

Force Field
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Generate parameters 0 000 0000000000000 OOO0ODOOODOOOODOOODOO
oooooOoooooobwpOOOooOoboooogonoo

Force field

(General) DO 0000000 DODOOOOODOOOOODODOOODODOOOOGAFFE,
OPLS/AA- L0000 acpype 00Dreiding 0000000 ODOODOODOOO
O00Dreiding0 000 polymer/dreiding.lib.txt 000000000

Exception D000 0O0O00OOGenerah) DOODDOODOOODOOOOOODOOO
b pjooboobgoogbobbobobooboboobornbooobd
oooobOoboooooobooboooooboowboooboooobooon

Ud: OobOobobooooooboobob wyobooboboooboooooon
ooooboooboon

(Protein) 0000 00000000000000OPDBO gro0000000000
0000000000000000000000000000000000000
00000 gmx pdb2gmx J 0000000

gbo:. dbooobdooboobbooboobboobooboboooboo
gbooabood

Water) OO0 DODUODO0O0OO0OODODO DODOOOAMOOOD ODOOODOOOOO
000o0bo0o0obo0o0Dob0o0bDO CygwinOOOOODOODOO Gromacs OO
gbobobooaobooobooboobodaboaa

Charge

Assign charges acpype U0 D000 0OOO0O00000000O00OOOODOOODDODOO
Method DO O DO 0OO0OODOODOOO

OO: 00000000 acpype 000000000 DOODOOODOODOOOO
000000b00000000000000 Use User-defined Charge U U OO O
goooooooo

Use user-defined charge 000 0000000000000 O0OODOOOCOOOOO
obooooobooooobooooon

ugb:. Dboobooboooobooboobbooboo booboooo o
O00000DbO00000 UserCharge DO0ODOODO0OD.mol2000000O0 O
gobogboooboooboobbooboobooboada

Add [position_restraints] for protein D 000000000000 Advance 000000
-POSRES 0000000 OODOUOODODO [position_restraints] OO0OOOO
O000DoDoOo0o0ooo0ooooooo00ooDoooooDooooooDoooOoOo

Add [position_restraints] for selected atoms D 000000000000 O Advance OO
0000 -POSRESOO00D0OO0ODOOODOODN [position_restraints] OO
0000000000000 000000000ooooooooooonoooagon
ooooooooooooo
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Add [distance/angle/dihedral_restraints] for selected atoms 00 000000000000
Advance 100000 -POSRESOU O 00000000000 OODOODODOODOOO
o0o0ooooooooo

DumpNow D0 0000000000 OO0COOODOOOOODOO

Oo0de:

* Load from Existing File U0 0000000000000 O0O0OOOODOOODOOOO
bogbgobooboboboaoboaobaooboon

- J0000000DODO00O00ODODOOD0DODOOOO0OODODOOOOODOOO
000000000 Load from Existing File 00000000000

Load from existing file/Use parameters in displayed file 0 000000000000 000CO
gooMbOOUOUOOODODOCOOODODOOOOOLAMMPSOOOODOOOOOOOOOO
00000000 data00000000MDOUOOOOOODOOOOODOOOO

Edit 0 0000000000000 00O00O0O0000O0000D0

Generate Simulation Cell 0 0000000000000 0OO0ODOOOODOOOOOOOOOO
gbogbobodoboobobooobobobbobuooooboboobonbooa
Uboo0oboOon0 bismnce 0000000000000 O0O0OODOOOOOOOOOO
gbooooooo

6.12.2 LAMMPS C O

LAMMPS OO UOOOOODOOO0OOOO0OODOOO0OODOODOn

- 0D0D0U0OOD Extending Simulation 0 0 000 00O OO Force Field 0 0 — Generate parameters D 0 000 000
data D00 O00O0O0ODOODOUOOOOOOOOOOODOOOOOOCOOOOOODOO
ooo

* Extending Simulation 0 0 00 0 OO OO Force Field O 0 — Use parameters in displayed file 0 0 00 0000 O00OC
d0o0doooooobodbd dta00000O0ODOO0ODODODODODOODOO

* Extending Simulation D O 00000000 00000000000 O00O0O0 data0O0O0O
UboooboooboobO0o0bO0o0000n Imp_tmp_final.dataOOO0O0OO0OO
goood

gboboobooboobooboobobobbobbobibOn water.datab0OOO0O0O
0/o000oobobooboobogoobono
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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

Ilmp_tmp.xtc

Uo0o000 GromacsOOOOOOOOO
oono

xtcOOOOOOOOOOOODOOOOO

Ilmp_tmp.xtc

00000 GromacsOOOOOOOOO
ooad

xtceUOOOODOOODOODOOODOOOO

lmp_tmp.gro

Uo0o000 GromacsOUOOOOOOOO
ooo
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O
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ooooboooo
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gbo: Oobooogo

 Jb0oobbOoobboobbooboobobboooboobboobooon
gboboobooboobodadg

- goooboboobooboboooogo

- 000 GromacsUO0 OO0 O0OO0O0O0OOOOO0O0O0O0O0ODDOOODOO aaa.gro
ool _gmx_tmp 000000000 DO0OO0ODODOO aaa_gmx_tmp U
gooogd

- J00000DODOCOOO0OO0O0O0ODOOOO0O0OODOOOOOOOoOoooOOO0O0O0O0gO

00000000 OO0ODOODOOOOOOLOODODODODOODODOODOODO
gboooooooooooooboboboobobobooboobobobon
oo

-0000000000000O000O000bO00oO0ob0oOobOooboOooOooOoono
0000000000000 0O0D0D0000000 aaa_gmx_tmp 0000
aaa_gmx_tmpl O OOOOO

- gobooboobobobobobooboboobbooboobooo

6.123 0 O0O0ODOOO

dataO0O0OO0O0O dempO0O0O0O00D00OOOMDOODODOOOOOOOODODODODODOOOOODOO
gboooboooboobgoobooboboon
0o0oO0o00bo0o0oo0bDoi0n Animation 000D 00 ODO0O00OODOOODOO

6.124 0 0OO0ODOOO

goooooooboooboooobbobooboboooooooboooooooooboooboooOoon
thermo_style D 00000000 0DOOO0ODOOOOOO

O00O000D000000 EnergyPlor 00000 ODOOO0O0OODODODO

6.125 0000000 OO

*_lmp_tmp\lmp_tmp_final.groUOOOOOO

gboboobOobooooboboooboobooooboooon

6.126 O OOODOO

LAMMPS 00000 xteOODODO Winmostar DO 0000 gro,ndx D0 0000000 O0O
obooooobooooo

oo ooboboooooboobooooog
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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 D OOOOOO
DPDOOOOO

oooooobOoooOOobOOoboooobOoboooogo
Monomers Available 0 00 0000000000000 O0OODOOOOOO0O
#of Monomers 00000000000 OOOODOO
>>Add>> 0000000000 OOOOO
Branch
Start 000000000 O0OO0O
End OO0O0OOD0OOOOODOOO
MonomersUsed OO 0000000 OODOODOOODOODOOO
Clear OO00OO0O0OO0OOODOODOODODOOODOODO
<<Delete<< 0000000 O0DOOODOOOO
#of Polymers 0000 O0OOO0OODOOOO
>>Add>> 0000000000 0COOODOOOOODOOOoOOO
PolymersUsed O 000000000000 0ODOOOOOOODOOODOO
<<Delete<< 0O O00O00O0OOOODOODOOO
Density 00 O000OODOOO0OOODOODOOO
Build OO0OOCOO0OODOOOOODOODOOO
Reset 100000000 O0OD0OOOOOOOO
Close JO0O0O0OODOODODO

gboooood

Winmostar U D OO0 000000000 DO0O0OOODOODOO0O0O0OODO0ODOOOOODOO
Potential Files D O 000000000000 O0O0OOO0OO0DOOOOOOO
New DO0OOO0OO0OOO0O0OOOOOCODOOOOOO
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Delete 00000 ODOOO0OOODOODOOOOODOO
Mass 0 [
Species 0000000000 OODOODOOO
Mass 00O00OOO0OOO0OOODOOOO
Bond O O
ROODODDODODODOODOODOODOODROOOOODOOOODODOOOOOO
KOOOOODODOOOOoOOooOoooOooO Kobooooobooooooooooo
Nonbond 00 O
Aij 0000000000000 AyjibOooooboobooog
Reut 000000000000 0OCO RtOOODOOODOODOODOOODODOODODODO
Set 0000 0DOO0OOODOOOOOOODOOOODOODOO
oK 0d0OoboooobOooo-00oo0ob0obboO0obDOobOoOobOOoboOobooboOobDOobDoo
Close 00D O00D0ODOOOODOODOODOO

6.13 MD — Amber (1 0 0 [

Amber OO0 DOODOOOOOO

Winmostar 0 00 AmberJ Cygwin 0000000000000 O00O00O00D00O0O cygwin_wm [
oooooooooooo

6.13.1 LEaPO OO OOOO
tLEaP D0 00000ceddO0000pmtop0 000000000000 DDOOODOODOOO
goooooooexjoooooooooooo
ForceField D00 0OOO00OO0DOOODO
AddNa+ NaOOODOOOOODOOOODOOOODOOOO
AddCl- C1O0 0000000000000 O0DObO0ooooDono
Solvate OO0 O000OOCO0O0ODOOOOO
Box/Octahedron O OO0 O00000O00D0OODO
Solvent 00D O0O0O0D0OOO0O
Distance 000000000000 0OODOODOO
Other LEaP Commands OO 00 LEaPO OO0 OO0O00OOOO

6.13.2 LEaP O [

tLEaP 00 00000cdd000000000000pmtop0 000000000000 ODOOO
O0cad000000 leaptmp0 0000000000000 O0O0O0O0O000O0OOOOOOOOO
oooo
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6.13.3 sanderC OO0 OO0
sander 0000000000000 0ODOO0ODOOOOOOODOO0ODOOODOOOOKIOODOOO
goooogd
Basic
imin 0000000000 O0OO0OOODOOO
igh 00D0O0ODODOOODO
ntb 00000000000 0OOO0OO
ntt 000000000000 O0OO
tempi DO00O0D0O00O0OO0OO
temp) 0000000 O0DOO0O
nstim MDOOODOOO0OO0OODOOO
Advance
maxcyc U0 000000000000
ncyce 1000000000 DO0O0OOODOOOOOOODOOOOOOO
gamma_Iln 0000 ~0O0000OO
dt 000000 O0OO0OOooOOooo
cut 0 000O0DOO0OOCOOOOO
ntpr 00000000 O0ODOOOOCOOODOOOOO0ODO
ntwx D0 00000000000 O0ODOOO0OOOODOOOOODOD
QM/MM

Use qmmm ifgnt=1 00 0 0 &gqmmm namelist 0 OO0 O0QM/MM/MD OO OO0O0O0O0O0O00O0OO
oooo

gm_theory QM O OO OO0OODOOOOODOODOOO

gmcharge QM OO 0 netcharge U 0 OO0 O OO

gmshake QM O OO HOOOO SHAKEOOOOOOODOOOO
gm_ewald QMO OOO EwaldODOOO0O0OOD0OODOOO
gm_pme QMO O OO PMEOOOODOODOOOODO

gmmask [Set] D00 000000000 DOO0O0OOOOOOO QMOOOOOOOOOOO
obooooobooo celOO0OODOOO0OO0OOOODOOOOODOOOOOOOOODOO

Misc
Other Settings 00000 00O00O0O0OO

6.13.4 sander 0 [

sander OO0 O000MOO00000 erdd 00000 amb_tmpUOOOO0O0O0O0O0OOOODOOO
oboooobobooooobobooog
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6.13.5 0000000000

Amber UDOO00cerdD0D0DOO0000000pmtopd 000000000 OOO0OODOOODOO
ooood

6.13.6 OO0 O0O0OOODOOO

mderd 0000 prgj D0 000 PDBOOOOOOOOOOOOOOO0ODOOOODOOOO
goooboooboooboond Animation 00000 DOODOODOODOO

6.13.7 0 0OOODODOO

obooooOlegdbOOoOOoOoOOobOOoOoOoOobOOobOOoOoOoOoono
Ub0o0o0O0bO0o0000Og EnergyPlor 00000 OD0OO0O0ODOODOO

614 MD- 0000 0OO0O0O

gbooooboooobobooooobooog
1. 000Dbo000ooobooo oooooo boooooon

2. 1gbooogoobooooboo oboooooboo ,ooooboboooboobo,0o0goon
goboobooobooooboooonog

. gboobboooobboob2.0b0obo0oobooboooooboboooogon

gbooooooboobooboobobobobooboboboooooooooob boboob o
gooooboooog

6.141 00O0O0ODOO

gboboooobooooboobboooboooobooboooobooobooobbobooboooboogoooag
gboboooooooooboooooobooboobooobooboobownoOOOOOOOOODOO
O00wnoODOOODO Winmostar D 00000000000 mol20000D00OO

. 0boo0ogoooboooogobobooooobooooobooooooboooooDD

2. HeadO TaillO 200000000000000 0000 OOOOOOOOOOOODOOOO
gbooo

[Head], [Tail] 0000 Head DO O Tall O OO OOO0ODOOOODO

[Name] D0 OO0DOOO0OO0O0O0OODOOOOODODO

[OK] OO00ODOOO0O00DOO0o0o0oooo0oooooooooooboooooooo
[Cancel] OOOO0D0ODOOODODOOOOODOOOOOO
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6.142 0 O0OO0ODOOOO

gooooooobo boboboooobooboooobo bbb obbobobooboobooDoo
obobooboocooooboooooooboobobooboooooboweoOOOOOOOOODOO
O00wpoOOOOD Winmostar 000D OO0O0O0DO0O mol20000000O0O00COOO
gbobooboooboobooboooobooboooobooooboooboooobooonoo
gboboobooboooobobooobobooooboooooboaoo

[Polymer Name] 00D 000000 0O0OOO0OOO0O0O
[Polymerization Degree] 0000000000
[Monomer List] 0000 O000O0O0O0O0O0O0O0O
[Display] OO0 000000 0ODOO0OOOOODOOOODOOO
[Delete] OO DO ODOO0OOOOODOOODOOOO0O
[Tacticity]
[Isotactic] OO OO0 OOD0OO0OOOOODOOOOOO
[Syndiotactic] 0 000000000 O0O0DOOOOOOOOO
[Atactic] 0D O0O0O0OODOOOOOOODOO
[Racemo Ratio] 000000000 0OO0OOODOODOOODO (0<kx<1.0)OOOODOOO
[Head/Tail Configulation]
[HeadtoTail] DO OO0 HeadOODO TallOODOODOOOOOOOO

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

[Build] OO ODOOO0O0OODOOOOOODOOOOOOODOOOOOO
[Close] OO ODOOODOOOODO

6.143 000000 OODOOO

gbooooobdob booboobooboooooboobooooobooobo oboobooobooonoo
bobooooobooobdo oooboobooboboboooboooob weoOOOOODOODOO
O0000wpoOODOOD Winmostar U DO DO ODOODODOO mo20000OD0O0OOOODOO
oboooooooooooo boogoobo

[Polymer Name] OO0 0000000 OOOOOOOOO
[Polymerization Degree] D OO0 OO OO0OO0O

[First Monomer] 0000 000000000000 OOODOOO
[Last Monomer] O 000000000 OCOOODOOOOODOOO

[Internal Monomer] 00 000000000000 0D00O0O0O0OCO0Number]COO0OOOO
gbooooo

[Number] D000 0O0OO0O0ODOOOOO

[Add] OO0 O0D0OOCOO0O0DCOO0OD Internal Monomer List 00000000
[Display] OOO00D0OO0O00DOOOOO0ODOOOODOOOODO
[Deletewmo File] DD DO DOO0OOOOODOOOOODOOO
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[Delete From List] OO 000000000000 O0OOO0OO0DOOOOOODOOO
[Build] OO ODOOO0OO0OODOOOOOODOOOODOODOOOOOO
[Close] ODOODOOODOOOODO

6.144 000000 0OODODOO

gboboooobdobo boooboobooboooooobooooobooobo oboobooooonoo
gbobooooobooobo oooboobobobooooboooob weoOOOOODOODOO
O0000wpoOODOOD Winmostar U D OO ODODOODOOOO mo20000D0O0OOOODOO
ooooooooooooo boogoo

[Polymer Name] OO0 0000000 O0OOOOOOOO
[Polymerization Degree] D OO0 OO0 O0O00OO0O

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

[Internal Monomer] 00 000000000000 O0O00O00O0O0O0Number]COOOOOO
gbooooo

[Ratio] 00 D0ODDODOODOOODO (0<x<1.0)OODOOODOO

[Add] OO0 000000 O0OOO0O0O0OOO Internal Monomer List 0 0 O0O0O0O000

[Display] OO0 O O0D0OO0OOO0OOOOOOODOOOOOOODOO

[Deletewmo File] D0 DO DOO0OOOOODOOOCOODOOO
[Sum of Ration] Internal Monomer List D 000000000 RatioOOOOOOOOOOOO
[Delete From List] Internal Monomer List 1 00 000000000000 O0OOOO0OODOOOO
[Definition of Ratio]

[Probability of Each Monomer] OO0 [Add] 0000000 0OO0OOOO0OOODOODOO
gbooobooobooobooboobobooboaoonoa

[Proportion in Total Monomers] OO0 00000000000 OD0OO0OOO0O [AddJODO0O
gooo

[Build] OO ODOOOOODOOOOODOOOOOODOOOOOO
[Close] ODOODOOODOOOODO

6.145 0000000 OO

gboboooboooobobboobobooooboobooooboobooobbobooboobooboooooag
gbobobobobooooooooooboooooooooboabobo bobobobobo
gooooboooboooboooooboooobboobooooboobooboobbooboooo
o0 LAMMPSODODOOOO0OOO0OO0OO0OOOOOODO0ODOO0OOO0OO0O0oOOobOOoooOoboboooDo
oooooooooo

[Box Configulation]
[Density] 00O O0DOO0OO0O

[X-Axis Length] OO0 0000 XOOOOOOOODODOOoOOoOoOoooooooogooooo
oooooo
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[Y-Axis Length] OO 0000 YOOOODOOOOOOOODODOOOOOOOOOOOooOoO
googoo

[Z-Axis Length] 000000 2000000000000 DO00O0OOO

[CubicCelll OO OOOODOODODOOO

[Periodic Boundary Condition]

[X1,[YLZ] 0000000000000 00O000000

[Polymer Available]

[Number] OO0 DODOOO0O0ODOOOOODOOOOOO

[Display] OO0 000000 DOOO0ODOOOOODOOOOO

[Delete] OO0 O DOODODOD0OOOOOOOOOOONO
[Add] OO0 0000000 PolymersUsed 0O OO 0000000
[Delete] OO OO0OO0OO0O0 PolymersUsed 0O OOOOODOOO
[Build] OO OODOODOOOOOOOOOOO
[Close] DD OODOOODOOOO

6.146 D OOODODOO

bpDO0OO0OO0OOOOOO0OOODOODOOOOOOOOOMDOOOOODOOOOODOO

6.14.7 OO

googobooboobooboobooboobooobo
[Monomer(*.wmo)Folder] OO0 000000000 OO0DOOOOODOODODO
[Polymer(*.wpo)Folder] 0 00000000000 DOOOOODOOOOO
[OK] OOO0ODODOOO0o0ooDOoO0oooooooooo

[Cancel]] DO DO ODOO0OOODOOOOOOODODOO

6.15 MD -0 0O0O00O 0OOOO

ooooboooobooboobooobooboooobo0Dmo2000 cifDO0ODOOODOO
gbooobooaoooaon

CellFiles 00000 200000Cell1 000 2000000000000000000 [Next] O
gboooobooooo

Cell100O0O Cell 2

[Browse] D0 0000000 Omol2000 cif 0O0DOO0O0OODOODOOOODOOOOOO
oooobOooboooboobobooooobooo

[Lattice Constants]
[a],[b]l,[c],[Alpha],[Betal,[Gamma] 000000000000
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Direction 00 000000000000 O00O00OOCO0O00OOCDOOO0ODOO [NextjOOO
gbooooooon

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

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

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

[Suggest] Cell 1 0 Cell200000000000DOOO0ODOOOODOOOODOOOO
OORatiod 10000D000000000O00OO0OOOODDOOOOOOOOOOOO
OSet00000DDOOOODOOOODOOOO0ODODOOOO

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

[Buid] OO O0O0OO0OO0OO0O0OO0OOODOOOOOOOOOOOOOOOOOODODODODOO
goo

6.16 JOOOOO

gboooooboobooooobobooobogooo
oboooobooboooboobono SedOoooDoOooOoO

6.16.1 OO OODO

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

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

Discardsymmetry O 00O O0000000O0DOPIODOODOOOOOODOOCOOOOOOO
gboboobOobooooboobooooboboooobooo

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

View D OO0

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

Always View Center 0 00 000000000000 OOO0OOOOOOODOOOO
Orbit/Roll OO OODODOOOODOO
Orbit 0O OOOOOOOO
Roll around a-, b-, c-axis a,b,c 000000000000
ShowBond OO0 OO OOODOO
Show Element Name 00000000000
Show Atoms on Boundary in Duplicate 0 000000000000
Show UnitCell 00 OO OOOODOOO
Make Replicated Atoms Transparent 000 000000000000 O0O0ODOOODOO
Enable 3D View OpenGL O 0 ODO0OODDOOO
Crystal System 0000000000
Space Group D000 0O0O0OOO Hermann-Mauguin OO0 00O0OOOQO

Lattice Constant D 00 000000000000 ODOO0OOOOOODOO0OO0OOOODOOOO
EEEREE

Add 0 O0O00OOOO0OODOODOOOOODOO

Remove 0000000000 DOOO0OOODOODOOOOODODOO
Atom 0000000/ 0000OO

X,Y,Z 00000000000 fractional coordinate 1 0 0 OO0 000
oK 0d00bOoU0obOOoboOdoboooooboboobogooo

gooooooooooooooooooobobo b0 0000 OODOODOOOO
oon

Cancel OO0 0O0OO0OO0O0DOOOOODOOOODOOOODOOOOO
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6.16.2 DO OOODOOOO

goboooooboboooooboooooboobooboooobooooobon
a,b,c0000000000O0O0OKOOOOOOOODOOOO
vViewOOOO ODOOODODOOOO

6.16.3 D OOODOOO

0o0ooooooooooooooooooo
000000 00oooo0o0oDooooooooooooOo0o00ooo0oDooooooog
vViewOOOO O0OO0O0OODOODOOO
Step 1/2 Cutting
CleavePlane 00000000 (k)OO ODOODOO

Offset OO0O0O00O0OO00O0OO0OO0O0DOOOODOOOOOODOODOOODOOODOODO
goo

Next >> Step 2/2 Transform Unit Cell D 0 00 00
Step 2/2 Transform Unit Cell

View Configuration 00000000000

Lattice Choice 0 00D OOOOOODOO
Manual OO0 0Oa00Ob0O0OcO0O00O0OO Ser0O0O0OOOO0OOO
Filter (Ortho) Lattice IO 00000000 Latice 000000000 ODOOODOODODO
Filter (All) Lattice 0000000000
Lattice 0000000 O0OOOOOODOOO
Filter Lattice 000000000 OOOOO

oK JO0ooooonoo

6.16.4 O OOODODO

gboobooboboooooboooobooboooooboooo
vViewO OODO OOO0O0O O0OO0OOO
Axis 0000000000 X, ,ZzOOOoOOoOooooo
Bulk 00000000 OO0O0OO0OOMIOOOOO
Vacuum 000000000 ODOOOOODOO
Total Width Bulk O Vacuum OO 0000000 OOOOO

Automatically shifttocenter OO0 0 0000000000000 0O0O0DO0OO0OOOOOOOOO
gooooooooooboOooooooooooooDooshift00oooooooooonoo
goo

Shift O O0000000000000ODOOCOOO00000DODOO000OoOoooooooDobD
oboooobooboboobooooo
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ReferencePlane D 0 0000000000 DBase 00000000 OO0OOOOODOOODOO
Center UDODDO0ODOODOOODODODOOODODODODO

oK JO0ooooonod

6.16.5 00 O00ODODOO

gbooooboooobOobooooboon
gbooooboboooooboboooboobooooboOoboooobobooo
vViewO OODO OOO0O0O O0O0OOO

Center 000000000 DODOOO0ODOOOOOOODOROOOOODOODOOODODOODODOO
SetD0O0D00OO00DOOOOOO0DODOOODOOODOOOODDOD ClusterRadius D000 0O
gbooooboboobooboobooooboon

Hydrogen 0000 O0O0O0O0OOOOOOODOO
oK 000oOoooonog

6.16.6 OO OODO

gbooooobooboooboooobobooooboobobobobOo-oobobOobooboooboboobooo
goo

6.16.7 Quantum ESPRESSO

U0 — Quantum ESPRESSO U0 0O OOOO0OOOOOOO

6.16.8 OpenMX

OpenMXUOOOOOOOOOODO

6.16.9 FDMNES

U0 = FDMNESOUOOD ODOODODOOODO

6.16.10 BoltzTraP

BoltzTraP OO OO ODOOOOOO

6.17 0 0 — Quantum ESPRESSO [ 000 [

Quantum ESPRESSO 00000000000
Quantum ESPRESSO 000000000000 000000 DODOOOOOODOO
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6.171 0 0O0OODOO

Quantum ESPRESSO 0000000000 OOO0ODOO0OOOOOOODLOO0ODO00 RvnOOOO
obooooobooooooobobokOOoooooooooon

RenO0000000ODOO0OOC0OOOOOOODOOOOOO

Resete UO0DOODO0ODOOO0O0OOO0DOO0O0OSave 0000 ForceFieldOOODODODOODOODOO
Load D000 Save 00000 OO0OODOOOODOO

oobooooooob booboOoobon0 Quantum ESPRESSOO0O0OO0OOOOOO0OOOOOOOO
obooobooooobOooboobobobooboooboobooooboobOoooobooonag
goo

gboogbobooboooobobooboboobobooboobobobobooboboo
gboooboooboboboobooon

Output Directory OO0 000000000 (oudin DO0O000O0O0000ODOCOOOOODOOO
gboooog

Create 00000000 DOOO0DO0OOOODO0O00oudir 000000 0ODO0OOOODOOO

Continue OO0 000000 DODOOO00O0OOCDOOOOOCOQECCOOODODOOOOCOoutdir
ob0ooooboo0ooob0owdirDO0O0OODOOO

Select... 0 D0DO000000O0ODOOOOOO0O0OODODOOODOOOOOOOODOO
OO00o0o000000owdr 0000000 DDOOODODOOOO0OO

Preset 00000000 0OD0OO0OOOO

UseMPI QECO O OO0 MPIODOOODOOOOOOOOODOOOOOOOODOOOO MPIOOO
gbooooooo

Basic 0 O
calculation O 000000 0O00O0O

Usenbnd 00 000000000000 OO0O0OCOCOOOOOO0OO0OOOOOOOO0OO
boboooboobooobooboobboobooooboooobooooboobooon
oooooooooNAOOODDOOO

K POINTS KOOOOOOOOODOOOOOODOOOOODOOOOOD QEODOOOK
0000000 gamma D000 I'd00D0000D0O0OOautomatic 10000 (kx O
Oo0o0o00) &y OoooooO)H)«kzOOOOOO)kxOOODOOOOOO)kkyOoOooOo
oo0bDoO0)&kzOOOOODOODHDMOOOOOOODOOOOODOOOOOODO
ooooOoooooOOoO0kOoOroobooo1IooooboooookOoO0orooo
OO000ooO00o0ooo0oDpwxOOOOOOOODOQEODDODOOOOOOODDOO
O doc/brillouin_zones.pdf 00 OO0 O0O0OO

Setdefaultk-path 000 00000000000 DOOO0DOOODOOODOOOOOOOO
O00ibravD OOD0OODOOO kOODOO UserPref/kpath_default.txt 000 OO0OO
oooag

nosym U0 000000000O0O000DO0O000O0
noinv 00000000000 O0OOOCOO0OO

Setibrav=..andcelldm OO0 00000000000 00D0O0O00O0O00OO0OOO0OODOO
OO000D0O0000D000 ibravO celldmOO0O000D000DODOOOODODOOO
0 Oibrav=0 0 0 O CELL_PARAMETERS OO0 OO0 OO

ecutwfc OO0 000000 0DOOCO0O00ODOOOOODOOOOODOOOOO
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ecutrho 000000000 0OOODOOOOODOOOOOOODOOOODODODOOOODO
tot. charge 100000000000 O0OO0OOODOOOOOOOO
occupations [0 0 0000 smearing, DOSO OO OO O tetrahedron D OO0 0000
ion_dynamics 000000000000 OOOOOODOOODOODODOOOO
cel_dynamics 000000000000 0ODOOO0OOODOODOOOOODOODOO
tprofor OO0 0000
tstress 000 00O000OOOO0OOO

Advance [0 O
conv_thr SCFOOOOOODOOOOODOOOOOOODOOO
etot_conv_thr 00000 (elax) 000000000000 ODOOOOODOOO
forc_conv_thr OO OO0 (elax) D0 O0O0OO0OOOOOOODODOO
press_conv_thr 00000000 (relax-ve) 000000000 DODDOODOOO0O
electron_maxstep SCFOODODOODOOODOOOOOO
nstep 00000 (elax) 000000000000 MDOOOOOOOODOOODOODODO
upscale 00000 (relax)JO0O000 conv_thhr OOOOOOOO00OODODOODOOOOOOOO
diagonalozation 000000000000 O0O0OO

Ispinorb D0 000000000 DOODODODODOOOOOOOOOODOODOODODO
ooooood

smearing DO 000 (smearing) D0 O00OO0O00OODOO
degauss 100000000000 ODOOOOO

mixing beta SCFOOUOUOOODOOO0 KSOOOOOODOOOOODOOO1ooooooooo
ooooooboooon

mixing mode OO0 KSOOOOODODOOOODOOOODOO
vdw_corr 0000000000 0DOOOODOOOODOOOOO

Useinput dft OO0 0000000 OCOO0DOCO0ODOOOOOOOODOOOOOOOODO
oboooooboooooo

cell dofree 0O OO0 O0000OO000DO0OO0O0OOOOOODOOOOODOO

Usecell_factor OO 000000 DODOO0OOODOO0OO0ODOOOOODODOOOOOve-relaxd O
goboboboooobbooobbooobbooobbobooobobbooobbooo
oo

Spin/DFT+U [0 O
nspin 0000000000 O00000C

Use tot_magnetization D 0000000000000 000O0OO0DO0O0OOOODOOODOOOO
OO0O0O0O0 starting_magnetization J 0 OO0 0 0O0O0

starting_magnetization 000000000000 0OO0O0O0O

Ida_plus_u LDA+U O OO OODOO0O0O

Hubbard_U/alpha 00000 Hubbard 0 UD OO alpha 00000000 OOOO
Phonon O [
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Run Phonon Calculation as Postprocess D 0 0000 000000000000 OpwxDO0O
OO0000phxO0DO0OOUOOODOOO0ODOOOOODOOOOOCCaleulationd SCFO O
Orelax 00000000000 phxOOD0O0OO0OO0ODOODOOODOODOODOODOOO
ooood

Threshold 0000000000000 OOOOOOO
Calc Macroscopic Dielectric Constant 0 0 000000000000 D0OODOOOOOO
Calc Non-resonant Raman Raman 0 0000000000000

AcousticSumRule 0000000000000 OOODOdynmatxO O Acoustic Sum Rule O
cooooo0oooooobooooooooOoooooooobooooo

Calc Phonon Dispersion 0000 0000000000000 DOODOOOOOODOODOODOO
O0oo0ooo0o0oooooooooooooooon

K Points (Dispersion) 00000000000 KOOODOOOOOOO
Dynamics (0 [

Simulation Package MD OO OO DOUODOOOOO0OOOOODOODOOOOcpxO0O00O0O CPMD
ooooooo

dte MDOOOOODOOO atomicunit 0000000

tempw MDOOOOOOOOOOOOOOOOOOOOOODOOO

press MDOOOOOOOOOOOOOOOOOODODODDODODOO

ion_temperature MD O OO OO000O0O0OO00O0OOCOOODOOCOOODOODO
ion_velocities MD O O OO OOO0OO0OOO0O00OOOOO

tolp 00000000 00000000O00OO

pot_extrapolation Born-OppenheimerMD O OO 0000000000 O0OOOOOOO
wfc_extrapolation Born-Oppenheimer MD OO0 O0000O0O00O0OCOOO0OOOOOO

electron_dynamics Car-Parrinello MD OO OO KSOOOOOOOOOODODOOOOOO
goo

electron_velocities Car-ParrinelloMD OO 0O0OOO0OO0OOO0OO0OOOOOO
emass Car-ParrinelloMD OO0 000000000 OOOOOO0O
emass_cutoff Car-ParrinelloMD OO0 000000000 0ODOOCOOODOOOOODOOO
orthogonalization 0 000000000 0OOOOOOOODOOO
ESM O O

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

esm_bc ESMOUOUOOO0OOOO0OOOOOOOODOOOOO
esm efield D000 O00OO0O

Ifcpopt OO ODOOODODOODO (constantmu) 00000000000 O0O0O0OODOO0O Basic
OO0 tot_charge DD O OOOOO

fepmu 00000000000 0ODOOOODOOOOODOOOODOOOODOO

Enter Relative Potential... Target Fermi Energy 0 000 0000000000000 0000
ocooooooooooOooooobobOOOOOO0OOOOOOOO0OUOObObOOOOO
00000000000 200000004 Target Fermi Energy 000 O0OO0O
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Other U0 QEOUODODOOODOOOOOFORTRAND namelist 000000000 O0O00O0DOO
ggboooboobooooobooooboboog

Options
Verbosity QEO 00O OODOOOODOOODODO

atomic_position unit ATOMIC_POSITIONS O 0O O CELL_PARAMETERS 000000 ODO
oo

Usemax_seconds 000000000000 DO0OO0DOOODO0O0O0O0O00OQELDOOOOODOO
ooo

Make a Backup of Working Directory Output Directory O Create 0 0 000 OO O O _qge_data
oo00oooopooooOo0oooo0ooo0oooooOoDOooooooooOooOoDOoOon
goooooooDo

Dump all files for remote Linux O 0000000000000 OCO00O0O0OO0O0OODOO
oooooo0oooobo0oooobooOoooobooOoooDoooooDbooD

Open k-pathfile ibravD0 D00 000000000000 O00O00C0O0O0 kOOOOCOOOO
0 O 00000 UserPref/kpath_default.txtd O O O O O O UserPref/kpath_default.txt 0 O O O
00000 wmx/kpath_default.txt OO0 0000000

Use RISM-enabled QE RISM OO O0O0O0O QOO0 ODOOOOOODOODOOODOO
Properties [0 0

Calculate these properties after pwx pwx 0 0000000000000 O0OOOOOOOO
0000000000 000000000 Parameter/Value 000000000

Pseudo Potentials [ (I
Mass OO0 OOOO0OOOOODOOO
Default OO0 0O OD0OOOOOOOO
Light 0000000 1000000000000 0OOO00ODOOOOO0ODODOOOOOOO
Manual 0 0000000000000 O0ODOOOOOOOOOODOOOOOO

Pseudo Potential O OO0 00000000000 D0O0OOO00O0O0O0O0000O0O0ODOOO
Oo0oDO00OM™Manua) DO O0OOOODODOOODOOOOOOOODOOODODOODOODOO
Ob00ob00o0ooooooOobObob0ob0o0ooobODbODpseudo Directory U0 00O
0000000000000 00UserPref/ge_pseudo_priority _list.txt D 00000000
ooooooooooooon

Reload pseudo Files pseudo Directory D 0000000000 OODOOODOOOOOOODO
ooooooooooOOo

pseudo Directory D 0000000000000 OO0O0O0DOOOOOQDCOQO pseudo in QE’s
direc,ory D0 000QENINDOODOOOOODOODOODOO pseudo0OOOOOODOODO
(select...) D0 O00D0O0O0O0DOOOOODOOOODOOOODDOO

Open Pseudo Directory pseudo Directory 0 0 000000000 O0O0ONO
Download Pseudo Files 0 0 000000000000 OD0OODOOODOODOOOOOOOO

Open Priority List UserPref/qe_pseudo_priority.txt 0 0O O 0O OO0 O O O 0 O 0O O
wmx/qe_pseudo_priority.txt 0 000000000
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6.17.2 OO

Quantum ESPRESSO 0000000000 OD0OODOOOOODOODOOO
CPMDUOOOOO0OO00O0 ecp.x00000000 pw.x0O00000OD0OO0O

« 0000000 Output Directory =Create 10 0 0000000 O0O000O0OOOODOOOO
gbooooo

* QOutput Directory = Continue 1 0 0 0000000 0O0OODO0O0O0O0OOO0O0O0OOOOOO
outdir 000000000 OODOODOODOO

e Qutput Directory = Select 000 0000000000000 DO0ODOO0O0ODowdirDO00OO0O
obooo

ooboooooooooooooooobobobooooooDbboDD si.pwinODOOOOOO/MOO
gbooabooaoooon

go ao
ubogboodgbooaon

pwout 0 0 0O

si.pwout

Quantum ESPRESSO 0 0O 0OOOOOO

gbooobooooo
bat0Od OO

si.bat

oooooood ooooooooooo
si_ge_data\

goboooobooboooobooooboooboo0obooooooooooobooooooooog
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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

« Jb0oobboobboobbooboobobboooboobboobooon

ooooooboooooboon
- 0ooobOooboobooboboooogo

- 000 GromacsUO0 OO0 O0OO0O0O0OOOOO0O0O0O0O0O0DDOOODOO aaa.gro
ool _gmx_tmp 000000000 DO0OO0ODODOO aaa_gmx_tmp U

ugbogd

- J00000DODOCOO0O0OO0O0O0ODbOOOO0O0OObOOOO0OOOoOoooOOOO0O0OOgn
- 00000000 OODODOOUOOOOLOODODODODOODODOODOODO
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goboboooobooboooooooboooobooooboooooboboooooo
goo

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

-ooobobooobooboooobobooooboobooon

6.17.3 0 OO OO (pwout)

obooooOoboooobobooobooobooon

6.174 0 0O0OODODOO

gboobOoboooobobooooBoMDUOOOOOOOODOOOOOOOOOOOOO
CPMDUOOOO cpvDOUODOOODOO (pes) JOOOOODOODODO
0o0oO0o00o0o0oo0bo0n Animation 00D 00 ODO0O00OODOOODOO

6.17.5 SCFO OO OO QoQ

OO00000O000O0Ototalenergy DO0O0O0DOOO0ODOO

CePMDUOOOO cpvDOUODOOODOO (evp)UOOODOOOOODO

Draw 00000000000 ODOOOOODOOOOOOODOOOODOODOO
Close DO0O0O000ODODOOOO

gboooooboooobob ooboooob ooboooooan

6.17.6 OO OO

oooooobDo eudinDODOO0O0OODOOOOOODOOO
obOoobOobooooppxO000O0cubed 0 OO0OOOOOOOO
gbooooOobooboobg MoOoPlor OO0 OOOOOOOODOO

6.17.7 Lowdin O [

oooooobOo eudinDODOO0OOODOOOOOOODOOO
oooooOoboon projwfexOOOOOO
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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

6.17. U U — Quantum ESPRESSO U 00 [ 117



Winmostar™ User Manual, 0 O 00O 9.0.0

gbooooobooooboob ooboooob oobobooooaon

6.17.18 0000 O0OO OO (1drism)

RISM OO O trism=True.JOO00O0O0O0 Idism 00000000 RISMOODOOOOODOOO (O
oooooO)ooobooo

Draw 0000000000 OCODOOOOOOOOOOCOOOOOOOOODOO
Close 0O00OO00DODOOOO

gooobooobooboob obuooboob oboobooobob

6.17.19 000 0/000000 O (rismi1)

RISMOOOtrism=True. 0000000 risml O000O0O0O0OODFTOO-RISMOOOOOOO
gboboooOoboooobobooooboooobooboooon

Draw 0000000000000 0ODOOOODOOOODOOOOODDOOOO
Close OO0O00OO00ODODOOOO

obooooobooooboob ooboooobo ooboboooooon

6.17.20 CPMD 0 000000 (pos)

CPMD O posO00O0OO celDODOO0DOODOOO0ODOOOOODODOOODODODO
pwxODOOO0OOO0O0OO0DOOOOOOOODO ODOOODOOOOOO0
oo0oo0ooooo0ooobooon Animation 00000 OO0OO0O0OODOOOOO

6.17.21 CPMDO OO O OODO (evp)

CPMD O evp OO OOODDOOOODOOODODODOOOODDOOODODDODO
Draw D0 000000000 ODOOOOODOOOOOOODOOOODODOO
Close DO0O0O00DODOOOO

gbooooobooooboob ooboooob oobobooooaon

6.17.22 NEBO O OO ODODO

NEBOOODOOOOOOODOOO
gboboobooabuoobuogbooboboaoboaoboabooooboooa

6.17.23 NEBO O

nebxOOOONEBOODOOOOODOO
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6.17.24 00O 00O NEBO

NEBOOOOOOOOOOOODOOoOoOOoooOOooooooboobooboobooboooboo
0o0o0o0ooooo0ooobooion Animation 00000 OO0OO0O0OODOOOOO

6.18 00O — FDMNES O O OO

FDMNESOOOOOOOOOOO0
FDMNESOOOOOOOOOOOO 0oooooobooboooood

6.181 0D OOODOOO
FDMNES O OOOOOOOODoDOooooooooooooboboboobD Ren0ODO0OOODO
ooooooboobooobokOobOoooooboooooon
RenO0000000O0D0O0O0O0OOOOOOODOOOOOO
Reset 100 0O0OO0OO0O0OOODOOOOODOOO

Target Atom XAFSOUOUODOOODOOODOOOO (Absorber) 0O 00O OODO Set Arom OO0 OO
gbobooooboobooooobobooooboboboobooboobooobom

Edge OO0 DO0O0 XAFSOODOOOOOODOOOOOOOO
Range DO 000 XAFSOOODOOOODOOOOOOO

Cluster Radius FDMNES OO O0O0O0OO0O00OO0D0OO0ODOOOOO0OOOOOOODOODOODOODbOOn
gbuoobdgbobuobuoogobuoooobabobuoooobaobaoboboboaoboan
gbooooo

Method DD OO OO0D0OOODO
Convolution D00 000 0DOO0O0OODOOOOOOODOOOOODOODOOOODO

CalcLDOS OOOODOOLDOSODOOOOOODOOOD sd*xtOOOOODOODOOOODOODO
gboooo

Definition for Energy XAFSO OO 0ODOOOO00DOOO0O0ODOOOO0O0ODOOOODODOOOOO

6.18.2 OO

FDMNES OO ODOOOO

obobOobOoboOobOoboboboooomuoboooobobobobooboboooooonoo
cu.fdmnes 0000000/ 0000000O000000O
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oo OO
gooooooooooo
logO0 OO0
cu.log
FODMNESOOOOOOOOOOOOO0O
oooag
batOOo0O
cu.bat
XANESOOOOOOOOOOOOOOoOO
ogodooooooooooo
convdOooad
cu_conv.txt

6.18.3 00000 (log)

obooooOoboooobobooobooboon

6.18.4 XAFSO OO OO

convO0DOOOO »_conv.txt 0O0OOOOXAFSOODOOOOODOOOOO

6.19 DO00OO0O0O0O

6.19.1 0000

gbooooobooooboobooob 00D —-000boobooboooobobo

6.19.2 DO0OOOO0OOOO/MO
0oooooooo

gboboobooooboobooboobooboooboboooboooboooobooboooonoo
ooooooobooooobobooogooo

goboooooobo

-CHa w | Repl
00000 O0D0OO0o0o000oo0oobO ooooobooooa gooooooo

goooobooooo

6.19.3 0 0 00 (Balloon)

BalloonOOOOO0OOOO0OOO0O0O0O0ODO Search 0000000000000 OOODOOOODO
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6.19.4 0000

goooboobooobooboobooboon
oboooooboooooooboboooo
1. 00000b0oo0ooobo0obooooobaon
2. 00000000oboob0OobDobOoooobUobboooD™oboooon
3. 0000-00000000000000

obooobooobOoooboobooooooobooobooobooOoboOoboooboOobooobooonoo
goo

gobogoboobooboobooboobooobn
Analyze OO0 O0000O0O00ODOO

Accuracy 0000000000000 OO0O00ODOOOODOOOODOOOODOOOODOODOOO
gboooobooooon

Shoenflies 0000000 Shoenflies0 000 OO0OOO
id0dooooooooooood
CnAxis 0 O00O0ODOOO0OOODODOOOO
SnAxis 0 O00O0O0O0OOODOOOOODODO
Mirror 0000000000 ODOODOOOO
Select 0000000000 0ODOOOOOOODOODOOODOODOOOODOODOO
Deselect 0O 00000000 O0ODOODOOODOODOOOODOODODODOOOODODODOOOOODO
Select Al DO 0000000000 DODOODODOOOOOOOODOOO
Deselect Al 00D OO 0O0O0O0O0OO0OO0OO0O0ODOOODODOOOODOOODOODOOO

oboboobooooooooboooboboooboobOoobooooobooboobooobooonoag
gbobooboboooocicoooboooobooooboboon

Symmetrize D 000000000000 DODODOOCOCOO0O0OOOOODODOOOO0OOOOOOODO

Show Symmetric Unit 0 000 000000000000 CCOODODDOAsymmetric Unit0D O0O00O
gbobooobooooooooooooobOomuoboooboooooooobooobOo GAMESS
goobooooooboooooobOooooDbDboooooboooooobooooom

gboooboobo0 gopbobooboobD Xyzooooooboood

6.195 00O0ODOO,00

oboooooboooooooboboooo

gbooobooboooobooboooobooobooooobooobooboobooommobon,d
ooooooooooooooboooo,bcogoooboooooboo,nb 270, plll-120,1993.0

1. van der Waals Moleuclar Surface (VMS): OO0 vanderWaals D D 0 0000000000003
2. Accessible Molecular Surface: VMS O OO 0O0O0O0O000O00O00O00OO0OOOO0OOOOOO

3. Molecular Surface: VMSO O OOOOOO0OO0O0OO0O0O0O0O0O0O0OOOOOODOO Solvent-excluded
surfacel] O O O 0 Connolly surface 0 0 0 00 0O
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OO000OvalityDODDOOOODOOOODOO

00000/00000 =SArG@V/Ar)**2/3) 00000 =4r@3V/AT)*+2/3) (000000000
ooooo)

6.19.6 O OO0ODOO

obooboooboooOoooooobooboooooobooooobooobooobooooLoa
obbOoLDbOoOoooboooooon

6.19.7 O OOO

gboooboooboobood

6.19.8 SterimolO 0 00O DO

ooo0bO00o0o0ob0Ob0O0o0ooobOb0o0oooobObooooobDSeerimolDO0OO0OOOOODOOOO
Calculate 000000000 DOOO0ODOOOODDOO

6.199 O OOODODOOO

0000000 000OD0 Winmostar JobManager 1 0O OO OO

6.19.10 DO DOOO0ODODOOO

oboobooooooboooboooboobooooboooogon SubmitJobOOOOOOOOO
gbooooooooon

6.19.11 Cygwin

cygwinwm 0O OO0 0DO0O0O0OOO0OOOOOOOO

6.1912 OO0 O0ODO

ob0oo0O0bO0oobOobOo0ooobOobooobOobobog ExeelDOOOOOOOOOOOODOO
goo

6.19.13 batO OO OO OOO

Gaussian 0 GAMESS O batOD OO0 OO O0OOO0O0ODOOOO

1. 00000000000 GaussianJ GAMESSOOOODOOOO0OO0O0DOOOOOOODODDOS
gboooooooobooobooboooooooobOOoobOooooxbooobooobooo
gboooobooooon

2. 0000000000000 000000O0ODODOOOD 1.DOOO0O0O0O0O0O batOO
obooooooo

.bat0 00000000 =>00000000000000000000000O0O000OOCO
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4. Rvn0000000D0DOOOCOCOOOOOOOOCODODODOOOOO0O0O0O0OORumarOOOO
goboOooboooobooouobooooobbooobibiDO winmos_batjobx.bat
Ooooogond Save00O0O LoadDOO0DO00OODOOO0OOODOODOOOOODOODOOO

6.19.14 OO O00OOOOOOO

oboooooboooooboooooon

1. 000ADOD00D000D00D000D000000D0000000000000DOooOooOO
Winmostar 000000000 OOOOO MOPACOGAMESSONWChemO Gaussian 0 0O [0
Jo00d00000O00o0o0b0o0oooo0ooo0oobOo0boDOo0oboDOoooo0oOoDoOooon
000000000000 0000d Import From Main Window 00000000000 OO
Jo0DO000DO00oo0oOoooOoooOoooOooooo

2. 00000000b000O00obO0b0O0O0oOO0bOoOoOoOobOobOboOoDOOobOoooon
.Delete D00 D00ODO0O00OODOODOO Cleer00D0OO000ODOOOODODO

W

JAlignAllOODODOO0ODOOO0ODOOODOOO0ODOOO0DOOO0O0O0ODOOODOOODbOOO30000
oooboooooooblioobooooo2000000003000 xyO0OoOooooooao

5. 00000000b0oo0oXx,y,zo0ooooooOooooboooOooboobooo
. Open Viewer 1 00 000000 Winmostar Viewer 0 000 00000OOOO

[*))

620 000 -0000 ODOOO

Winmostar 0 00000000000
oooo
00 ODoooooogo
0000o0o000 ogooooooooogooodg

U0 UNIXOO 0000000 UNIXODOO eygwin U0 O0ODOO Windows Subsystem for
Linux(Bash on Ubuntu on Windows) 1 0 0 0000 OOOOO

[OoOoOol-boobooboooobojoboboobooboboboon0 bobooooooo
o000 0000 -0000oboooobb0 oooooobooooveOonDOo oo
—- 0000 00oboobobooooboboboboooo0 oo -00DOo0ODbDO O
Editor D00 0O0ODOOO0O0OODOOOOOO

ZipOOOODOOO(VSOO)OODOOOD ODOoooobooobooobboboobobDboo
OO0000D0O0 zipOODODD get0000000000000000000O000O00O0
gboboobooboobooboMBOOOOOODOOOOOOODOOOO

oood
oboboo0o ooboobOobooooboooobooboooooboooooon

0000 zZz-Matrix 0000000 OO0O0OO0O0OO0OO0O00O0O0OOO0DOOODOOQO Z-Matrix
gboboobooboooooboooooo

MOLOOOOOOOOODO+O0OODOOOO MOLOOOOOOOOOOODODODODODO
gboboobooboooboooboobooaooao
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gbooooobo boooobobooboobooboobooboooobooboooooboon
00000000000 b Ad00 000000000000 DOOO0DODOO020000
oooooooooooboooo200b0b0o0oboboob Appyd0ogoooonooon
obOoobobobooboooooobobobobooooboboooooboooon
00o000O0bO00000O0b00o0o0obOon0ooOn Delete00OO0O0O0O0OO

gbooooobooboooobobooonbo bobobooboobooobooboobob oboo
goboobooboooooboooobobooooooo
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gboooboboooobobooobobooooboboooobooooobooboooobOoobooon
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HRERERERERE

ooooboobooboobooboODWmmostar 00000000000 O0DO0O0O LinuxOOOO OOOO
obooboooooboboooboobobooooboobono

7.1

goboobooobooood

v8.027000 Winmostar 1 D0 0000000000000 O0O0OO0O0OOO0O0OO0OOOOODOOO0O Winmostar
foryonOOOOOOO0OO0OO0OOOOOOOOOOOOOO0DOOOOODOOOOO

TORQUE (PBS)
SGE, UGE
SLURM

T2SUB

IIsubmit

NQS

NQS2

ST

NSUB

Rescale

gboboooocooooooooooobooboobooobooooooo0o0ooo0o0o0o0o0nn gsub, gstat
gbooboobobooooobooooboboooooboooooobobooobOoboooooboooo

7.2

ogooobboogoog

Oo0o0Doo0o0 SubmirJob OO ODO0OOOO0 OO0DOOOODOO

1.

2.

gboobooboooboobooboobobboboboobooboobooboboboobo
obooooobooboooboobooooooooobobooooon

gbooooooob b L200b000000000000000DOO0O00O0O00DOOO0O0O0O00D0OO
gbooobokOobOoooooooood
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3.000000000000000000 b o00o0o0oooon

4. Submit Remote Job DO OO0 000000000000 00ODOOO Profile000000OOO00OODODO OO
00000D00O0O0O0000000 Manage... — Add Profile.. 000000

£ submit Remote Job (Local ICx ) -

File Profile Connection Job  Queuwe Options

Add Profile...
Edit Profile... —

Fr USESrManmenmos, X, K oo

5. EditProfile 00000000000 ODOOODODODOOO
¢ Profile Name
* Connection

Hostname

PortDO OO 220000

TmeowtU OO OOODOOOOODOODOODOODO

Username

Password

- SSHKeyU O OOOGOOGOoOGO

£ Edit Prafile... — O >
Prafile Mame |testserver |
Conneckion
Hostname [192.168.1.100 | Fort Timeout
Isername |userElI:|I:|1 | Passwiord |"""" | Shiow
S5H Key | |

TSUBAMEOFOCUSOOUOODO SSHOOOOOODO https://winmostar.com/jp/manual_jp.html O OO 0O O
ooooo

6. 0000OSSHOOOOODOOODOOODO Edit Profile 0000000 Test Connection 000000000
goo

gbobobob0obo0oo0oobOo0bO0obObd store key in cache? (y/n) 00000000
gooobo ybooboooo
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eturn o don the

O000000000000000 Submit Remote Job 00O 0OODOO0ODO Connection test
succeeded. O0O0OOO0OOO

Edit Profile... - O * ﬂ

Profile Name |testserver |

Connection File  Profile Connection Jok
Hostname (152.168.1.100 | Fort Timeout profie |pbs_amsbt

Username |userElDDl | Password |u""" | Shiow % Userame @
S5H Key | |

Rermote Directory:

Queue & Solver
Send & Submik l= cat  agn

Cueus FES L

qstat -a  gdel  gstab s gst

<sftp test>
Solver Qamess w Conmect ion test succeeded.

Remate Directary | %YM _LISER _ID i _SOLYER /% Wi _PREFL: %/

shell Scripk (®) Use: Default

(iUse Template | gamess Focz, bt

Options w~ |

Prefix For Submission Commands |

Clear 0K Cancel

O00o0d0o0dbooooodoouo0booubodnOdd Access denied #++@+%%'s password:
0000000000000 000000DLO00Db00000000000 EditProfile 00000000
doooooooooooon

0000 Submit Remote Job 100000000 ERROR: Connection timed out or an error
occurred. 0000000000 OOOOOOOOOOOOOO

7. EditProfile 0000000000000 ODOODOOOOO
* Queue & Solver

— Queue
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8.

— Solver
— Shell Script
- Options gqgsub 0000000000 O0DOOOOCODOODOOO

Queue & Solver

Queue PES w

Remote Directary | %WM_USER_ID%% /%W _SOLYER % /% Wh_PREFTX]

Salver quantumEespresso w
shell Script () Use Default
@ IJse Template | guantumespresso, 1. txk ~
Add... Edit... Remave. ..
Cpkions |-n:| L0 - nades=1:ppri=WNH_MNUM_PARALLEL:| o |

Prefix for Submission Commands |

Clear Test Conneckian I oK Cancel

obooooooooobobobooooboob0oboobooDO guewe OO ODOOODOODODO
0000 SolverDODOOOOOOOO Shell Script 0 Use Template 0 0 00000000000 O0O0O0O
oooooooooooOooooOoooboOoooOoooobOoOobobo0oobboOooobooooOoOooboOoooDo
O0000D0O00D0D UseTemplate 0000000000000 O0O0DOOODDOOODDOOODO
00000000 Edie.. OOOOO0ODODODOOOODOOOOODOODOOOOOODOOOOODOOOO
goo0b0o0ob0dbddl module load ... U source ... [ export PATH=... JDOO0OO
D000 mpeirun 000000000000 0DOO0OOCODOOO0O0OOODOOOOODOODOO

obooobooobooooboobOooooon optionsO 0000000000 OCOOOOOOOOOO
gbobooooobobobooooooboobobobobooooooobOobOoboboobo ooDo
ooooooboooooboboooooboo obooooboooo

okOooOOooOOO EditProfile 00O 00OOODOODOO

9. Submit Remote Job 0 0 0O 0 00O 0O Queue — Show Usage of Each Quenes 100 00000000000

gboboooOoboooobobooooboooobooboooon
0000000000000 Manage... — Edit Profile.. DO O0000000OO0

10 000000000000 Send & Submir 0000000000000 DOODOOODOOODOOODOOOO

goooooogooo
Send & Submit I

oooboooboooooobbooooboo Iboboo0ooooIDO0000oDoOoOoO0oDd kg
0oooooooooo
000000 b00b0oobobO00obO0ouoobOg Profile — Edit Profile 0 Remote Directory
U0D000b0o0obobO oob0oOobobOoOn Submit Remote Job O OO O OO Remote Directory
ooooooooo
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11. 00D0D0OD0OD0OD0O0O00000 Queue — List Submitted Jobs 1 00000000000 0O0O0O00O00OO
gooobo ---0obooogoo

gobogoboobobooboobobobobooooobobbobobobobobobo ---00bo
goodd

12. 00000000DO00bOO0o0bOO0obObOO0obDOo0obDO0o0obOooboobobobOobboobo
e [sO0ODO
e car 000
e grep 000
e tail 00O 0O
e Get & Open.. 0001

ik = cat  grep  tail Get & OpenLog File  + [ G
I L . . [

0000000000 Remote Directory 0000000000000 ODOOOOODOOOOOOO
gbobooboooboboooboooobooboobooooobooboooboOoboooboOooonoo
gooooooooo

13. 0000000000000 00000000DO000O00DO00DO0O0DO0O00O00 GetAllFilesO O
gboooboodaogd

* | Get Al Files

Mivark ankeal -

Ub0O0O0000000 Remote Directory U0 0000000000000 OOOODOOOOOOO
gbooboobooboboooboobobooboboobobooboboooboobobonooo
gbooobooaood

14 0000000000000 O0OO0DOOOOO0OOO0bOO0O0OO0bOObOOOOOobOOO0o0On

7.3 SubmitJdob DO DO OOOOO

File OO OO
Revert All Changes 00 00000000000 DOOOODOOOODO

Import Setting File 0000000000000 00O0O0O0OO0ODOOOOO0OODOOOOOODOOOOO
ggbgbooboaoboooboooaon

Restore Setting File 0 0 00000000000 DOODODOODOOO0O
Close D O0O0O0O0O0O0O0OO0OO0O
Profile O 0 O O

Add Profile, Duplicate Profile, Remove Profile 0 000000000000 OO0ODODOOOOODOOOOO
000000 Manage 0000 O00O00DO0OOOODOOODO

EditProfile 0000000000000 000D0OO0O000O0O0O SubmitJobODODOOOOOODODO
goood

Profile name SubmitJobO O OO OOOO0O0OO0O0O0OO0OODOOOOOOO
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Hostname U0 OO O00O0ODOOO0O0O0OO0OOIPOOODOOOOOOOO
Port OO0O0OOD0O0ODOOOOODOODOOOOOO

Timeout 0000000000000 DCOOOOOOOODOODOOOOOODO [OOOD]IODOO
ooo

Username U0 00000000000 IDODOOOOOOOOOOOO

Password D OO0 IDOOOOOOOOODOOOONView]DOOODOOODOOODODOODOOODOO
goooooo

SSHKey D 0OD0OOO0O SSHOOOOOOOOO

Queve D0 0OO0000ODOOOODOOOODOOOODDOOOODOOOODOOOOO

Solver 000000000 ODOOOOODOODOOOODODOOO
ooooooooooobooo

Shell Seript 00 000000000000 0ODOOODOODOOOODOOO UseDefault OODO
000000000000 O00D0O00 Use Template 0 00000000 Use Template 0 0 00O
0000000000000 0oo00ooo0ooooooo0o0oooooooooooOog
0000000o0oooboobOoboboOonoO Add, EditRemove D00 O00O0O0ODOO0O0O

oboooooooooooobooooobboooooooobooobooooooobooooonoa
gooo

O00OD0O0O0O00000 Winmostar D000 00000DDODO UserPref 0000000000
goooboooboooboobn

Options 000000000 (gubO0)0D0O0OO0O0DOOOOODOOOOO
goodgb ooboobooboooooboooboobooboob oboobooo
googbooobooboobon

Remote Directory O 000000000000 O0O00O0ODOOOOOOOCOOOOOODOODOO
OO0 Ibdiy000000/0000000D0C000DOO0O00O0ODODODO *"/work/dixr' 000
gboboooooobooboobooobobooboob0oobon Indir/000000/00
O00D0o0ooooooon '"/work/dixr'' D00 O0O0OO0O0DOOODOOODO 200
oooooOdIbdr 000000000

bbb obobobboobooobooboobooboob obooboaa

Prefix for Queueing Commands qsub 0 00000000000 O00000DOO0ODOOOOOOO
gooooooooOoOo0O0OO0OoOoOoOoooooo

Test Connection SSHO OO ODOODODODOODOOOOOOOOOOOOOODOODOODODOOO
gbooabood

Connection 0 0 O O
Test Connection Using SFTP SSHO OO OODOOOOOOO
0000000 Test Connection U000 O000OO0OO0OOOOO

Share SSH Connection Once Established SSHOOOOOOOOOOOOOOODOOSSHOOOO
do00o0o000O00bO00bO00obO00bO0o0obOOo0oobOOoooOoon

OpenPutty Puty 0 0 0 0000000000000 O0O0O0O0OO0O0O0O0O0O0OO
JobO OO
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Send Local Files & Submit Job D0 D0 O00O00O0O000O0OOO0DOOCOOSFTPOOOOOOODODOO
gbooobooboooooboboooboobooooga

OO000000 Send & Submit 00O OO00O0O0COO0O0ODOOOO

SubmitJob OO0 00000000 OCOOOOOOSFTPOOOODOOOODOOOOO

List Files at Remote Directory Remote Directory 00000000000 ODOO
OO00ooo0O0 sOO0000ooo0oDoooooo

Display Remote File Remote Directory 0 00000000000 D0OOCOO0OOO
oooOoO000 cdO0OOOOODODODODDDODODOOO

Display Last Part of Remote Log File Remote Directory 0 D 00O O000O0D0OOO0OOOOODOO
0000000 wl0O000DOOOO0ODODOOODOO

Search String in Remote Log File Remote Directory 1000000000000 0O000000O00OO
oooOoOoOoOoOgrepOOO0OOOODODODODODODOODOOO

Get Remote File and ... Remote Directory 000000000 get00O0O0O00DOO
OO0000D0O0 GetFile& ... 0DOOOOODOODOOODODODOOO

Queve 0000 OOOOO0OOOODOOOOOOODDOOOOOOOODODOOOOODODOOOOO
gbooooobooon

List Submitted Jobs 0000000000000 0ODOO0OOOOODOOODOOOO
000000000000 0oooooooDooooooooooono

Kill Submitted Job OO0 O0O0O00OOOOO0OOODOOOOODOOOOOODOO
0O0000o0o00oopoOoUoooooooooooooooooonoo

List Submitted JobsinDetail O 0 0000000000000 0O0O00OOCOOODOOOOOOO0O
0000000 00ooo0oooooooooooooooooong

Show Information of EachQueue 0 00000000000 O0OODOODOODODODOODOO
oo00o00ooO00ooopoOoUoooooUooooooooooooo

Show Usage of EachQueue 000000000000 ODOO0O
OO00000000oooooooooooooooooooooonoo

Show Information of AllNodes 0 0000000000000 OOODOOOOODOODOOO
OO0000oo000ooooooooooooooooooooooo

00000000 DO00oooooooooooooooooooooooon

Options 0 0 OO
Enable Admin Mode 00 000000000000 O0DOODOOOOOOOOO

74 0000000000 DOO0DOOODOObDOOOO

gboooboobobooooobooooboboooboooboobooooobobooobooboooooboOoboon
gooooooobooooobobooooboobooboooobooooboboooooo

obooooobooboobooboobooooobooogooo
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%WM_USER_ID%

gboooboboooobooooboobo ID

%WM_SOLVER%

gooaoo

%WM_INPUT%

goooooo

%WM_PREFIX%

oboooooboooooboobooog

%WM_EXT%

gboooooobooboo

%WM_NUM_PROC%

CPUMPH O OO

%WM_NUM_THREAD%

Thread O O O

%WM_NUM_PARALLEL%

%WM_NUM_PROC%UO %WM_NUM_THREAD%[O O
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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 EROO0OOOODOO
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 0ODOO0OO0OOOO0O0O0 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 000D DOOO0DOOO0OO0ODOOOODOOODOOODDOOSetCore00000OO00O0OOODODO
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

146 Chapter8. 0O OO



Winmostar™ User Manual, 0 OO O 9.0.0

# 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 DO OODOOODOO
NAMDO OO MDOOOOOOOODOODOOODOOOOO0OOODODOOOODOOoOoOoonoo
Oo00o0ooooooooooDoooon
Conf OO0 NAMDOOOOOODOODOODOOOOO
numded 0000000000 0O0DOOOO0ODOO
numlog 000000000000 OOOOOO
temperature O 000000 Oh-protein0 00000000000 OOODOOOODOOODOOODODOO
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

8.4 Hansen SP[J

oooooobooooboboesPOOOO0OOOn0
gboocobOoboooobobooobooboon

. HSpOOOOOOO0O0ODOOO0ODODOO0OOO0OO00OO00DODO0O00DODOo0OO0O0D0ODO
gooobodboboobobgobooboboboooobobobooooobooooobon
goooooooboob20b000b000bb000obooobooooobooobobooobooon
oboooobooboboobooooo

2. 000000 CalcHansen SPOO000O00O000OODOO Calc Hansen SP for Polymer 0 0 O O
ooopooooo

3. HSPOOOOO csvO0OODOODOOODOODOO

obOobOoHHSpOO00O0O0O0O0COO0OOCOOOOOOOOOODOODOOOOOOOOOO0OO0
bbb ooooboobooboobobooo2s0b00oobooboob 12o0b0boooooon
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Chapter 9

Jooooboo

91 0 0D0O0OD0O0O0ODOODOOOOOO0OO

gbooooboboooboobooooboobooooobobooooboobonoo
goooooobooboobobooooobooogoo
gbooooboobooooobobooo

MOPAC O OO -mopacl, -mopac2, -mopac3
oOooooogooooo -molsv
goooogoooa -aspect
00000o0ooog (datgf,mol,pdb ) | -o (output filename)

goo:

"C
"C
"C
"C

:\winmos7\winmostar.exe"
:\winmos7\winmostar.exe"
:\winmos7\winmostar.exe"
:\winmos7\winmostar.exe"

"C
"C
"C
"C

:\winmos7\samples\dbt.dat" -mopacl

:\winmos7\samples\dbt.dat" -molsv 1 2.0 0.02

:\winmos7\samples\dbt.dat" -o pdb

:\winmos7\samples\dbt.dat" -o gjf adjust hadd clean

ob0oobooobooob0oob0o0oDo0o0DOon0 winmostar OO0 OODOODOSO BATOODOOOOODOO
MorPACOUOOOOOOOOOOOOOOOOO

0000000000000 000000 M adjustd (000 O0)Mhaddd (000 DO)M hdeld (00O OO)HO
Oclean0 (0 O0O00)O00OOO0OO0OO0ODOOOODO

samples H 0 O 00O wmjobs.bat DO D OO DO ODOOMO

GaussianJ GAMESS OO0 0O0OO0OO00D0O0OO0O0O0ODOOOOO0OOO OO0 -0000DODOOODOO

9.2 cygwin_wm

cygwin_wm 0 O Winmostar 000 Cygwin 00O O0O0DO0O00O0O0O0OODOOODOOOOODOOOO

OO000O0OWmmostar 10D 00000000000
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Obf: 0000obOoobooboogd eygwinwmOOOoOooo oDOooooo

0ooooooog cgwinowmDOODODOODO OOOOOODOODOO

O0:

- 0D0D0ODODOO0OO00000DO0Deygwin wmDODOOOODOOODOOODODOOOOOOOO
ooooboobooooooboooobooo

e Winmostar 1 0 HPO O cygwin wm O OO0 000000000000 O0O0OODOODOO
obooo0 o000 —weygwinowmOOO ODOO0O0O0O0O000O0Ocygwin wmOOOOO
gboboobOoboobooboooooomooooboboooobooom

ecygwin wmOOODOOOOOOODOOODOODOOOODOOOODOOOODOOODDOO
oooooboooooogo

000 —=cygwinwmOO OO00DDDOcygwin wmODDOODOOO0O0O0O000O0O0DOOODODOO
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Chapter 10

HRERERERNRN

s Winmostar 00 000000000000 OO0O0DOOOOODOODOOOOOOOOOO

* Windows O "Use Unicode UTF-8 for worldwide language support"0 00 0 0000000000000
oooooooooon

* AnimationOSubmit Job OO0 O OO0O0O000O0O0O0O000O0O0O0O0O0DOOOOOO0OOOO0OOOOOO0OO

s Animation U 0000000 OO0OODOO0ODOO0ODOOUUIDODOOOOOO

gooooobobobboooooooooooobobbbbbooooooooooooooDobiJobManager
gbogbooboobgobobobobn

Fireffly OO 0O0O0O0O RESPOOU0O0O0ODODODOOO
00000000 Gromacs OO0 0O0O Gromacs OO OOOOOO

10.1 WinmostarD 0 0D 00000000 D0OODOOODOOODOOODOOO
gobooobogd

0 00 Winmostar (Winmostar V.8) 0 0 O Winmostar 1 D D 00000000 0OOODODOOOOOOOOOOO
0000000000000 0O00DO000DOO00DOO0O0DbOO0oOOgeEoI8O s024000)

10.2 Windows (1 "Use Unicode UTF-8 for worldwide language sup-
port"0 00000000000 OOOOODOODOOOOOOO0O

000 Windows 10(1803) O O O O O [Control Panel]-[Region]-[Administrative]-[Change system locate...]-[Use Uni-
code UTF-8 for worldwide language support] D D OO OO0 OOOOOOFDMNESOOOODOOOOOOOOO
O00OODOOOFDMNESOODOOOOOO fdmfiletxtD BOMOODOOOOODOOODOOOOOOOOOOOO
Od0oddoooood winmostar 1000000000000 DOOODO0OO0OOODODOOOOOOOODOOOO
0oD0Oomm20180 50250000

151



Winmostar™ User Manual, 0 O 00O 9.0.0

10.3 AnimationOSubmitJobD OO0 000000 0OO0OO0OOOOOOO
gotugboboboboboboobogo

obooooboobooobobooobooobooooboA+b O0oooooooboo boobooboonoo
J[COo0obOO0Oj.00boo0ooobooobooOoo]oboooboooboooboooooOooooboOoooon
O0DD0D0O0O0OOWmmostar 0000000000000 DDOO0OODODOOOOO00ODOOOO0OODOI2018
oe6l0 140000

10.4 Animation0 000000000000 DOOOODOOOOUIODOOO
goog

goboooobooooboobbooooooboooobooobogooeboooooooobooboboobooo
OO0O0OO0OWindows§ O OO0 [DODOOOOOOO-MOO0OOO0OO0OOO0OOOOO]-[OOOO0OO]-[OoOboOo0
O00o0oooooOoOg]om-100%2CH] 0000000000 Windows10O0 DO DO [Windows OO DO ]-[00O
ool-oooboo-oooobooooob]bobooooboboboooooom20180 60260000

105 00000000000 DO0OLOO0ODoDO0ooDooDooDobOobobooon
OO0D000000OOJobManager0 0000000 0OOODOOO
goood

WindowslOOOOODOOOOOOOODODOODODOOOOOOOOOOOO0DOOO0OOO0OOO0DOOO0DObO0ODOO
oboobooooobboooooboobobooooobooooooobOoboooooboOobooooooboOobon
gbooooboobooboobooooooooooooobooboobObO0o0obO0o0obO000OdEnterdd
O0000O00000000WindowslOOODOOOOODOMOI20180 70 200000

10.6 Firefly OO D ODOO RESPOODO0OOOOOO

Winmostar 0 RESPO 0000 GAMESS(US) DO ODOOO0ODOO0OOO0ODDOOO0DOOO FireflyOOOOOO
O0O0D00D00OD00O0ORESPOOODOOOOOOO GAMESSUS)OOODOOOODOODODOD Firefly O
OO0 RESPOOODOOOOOOODOOOO20180 70 310000

10.7 00U O0OUOO0OU0OO0OGromacsO OO OO GromacsO OO oo™

000o0bo0o0ob0o0bb0o0Do0o0bd GromacsODOODOO GromacsUOOOOOOOOMDDOOODOO
gboogbogboaboobuooooboboobobooboaobobooboboboooboooaoban
Gromacs 00O 0OO00O0O0O#of ThreadsUO 1000000000000000O0ODOOOOOOODOOO
gbboobooobooobooboobooboobooooooobooboooobooboooboo2o0180 70 310
goo

152 Chapter10. D OO0OOO0O



Chapter 11

Jooooboboooboboooddtdd

- 000000

- o gbooboobobobooboon

- 0gbooboboboobooboobooboobo

- o 000b000oOOobOoOoOoOobOOobOooobOOobooboOobooon
- JO0O0ODOOODOO

- o 0gbooboobooobooboobooboobobbobboboobooboob
 J0obonobobod

-o. 0b00obOoooobOooboobooobooboooobOOoboboboobooboon

- 0. Winmostar OO0 PCOOODOODOOODOOODOOODOOODOO

— Q.UERROR: I/Oerror320 0000 0OO00O0OO0OODOOO

- o 0o0o0obO0oooobObocoboobOoOoboobOboobOoobOobooOoobboOoboobooboon
gbooooobooooooboooon

- Q0. Cygwin0OODODODOO0O0ODODODDO 000 —cygwinwmOOO OO0 ... ERROR ... O
OO00000on CygwinDOOODODOOO child_info_fork::abort: ... Loaded to different address:
parent... !=child .. OO0 0O0O0OO0OOO

- 0.000 —cygwin_.wm O OO 00O WARNING ... some files are missing 0 0 000000
s J0000D0ODOOODOOOOODO
-oo.000bob0OobOobboooobUoooobDobooooboboboooDog

- O MD—-OUOUOOO/O00O0O0O DO0ODOOODOO Error: Failedtosolvate. OO O0OOOOOO
googooo

e OO0 OObOMMPIOODOODOODO
- Q. MPICHOUOODOOOODOODODOOO

- Q. LAMMPS, Quantum ESPRESSO O MPI O 0O 0O 0O OO Unable to open the
HKEY_LOCAL_MACHINE\SOFTWARE\MPICH\SMPD\process\????  registry key, error 5, O
000000000000 000000 0o0oOooooa

153



Winmostar™ User Manual, 0 00O O 9.0.0

- J00O00O0ODOOD0OO
- o 0000000000000 LnxDOOOODOOODOODOOOOOOODOOOO0OO

-0 000oobooobooboOoD PuTTYOOODDODODODODOOOOsrpOOOOOOODODO
gbodgbouogoooboood

e MOPAC, CNDO/S, GAMESS, NWChem, Gaussian 1 (1 00 [J

- O.MOPACO OO0 ATOMS **, ** AND ** ARE WITHIN .#*** ANGSTROMS OF A STRAIGHT
LINEODOOOOODOOoDooooo

- O.MOPACUUDDOODODODOUNRECOGNIZED KEY-WORDS: (PM6eOI O DD OD0ODOODO)O
uboabodabooboaboaon

- Q. CNDO/S O Method=INDO O DD UOODODDOOOODOOOO
- O.GAMESSU NMROOUODUOODOODO

- 0. GAMESS U0 0000 * ERROR: MEMORY REQUEST EXCEEDS AVAILABLE MEMORYU O [
obooooOoboooobooboooooo

- Q.GAMESSU0OUOO0OO0/00000000000WARNING. NUMBER OF INTERNAL COORDI-
NATES IS GREATER THAN (3N-6), BUT NO SYMMETRY COORDINATES ARE GIVEN.O O 0O OO
gbooobooobooon

- 0. GAMESS 0 0 000 *#++* ERROR **** PCM SPHERE(S) MUST HAVE A POSITIVE RADIUS
obooobOoboooooboon

— Q. NWChem 0 0 000 0O O O Please specify an authentication passphrase for smpd: 000000
oo0oooooooooo

- O.Gaussion ot OO0 OO0 0000000 OOO0ODOO(@MO)0DO00O0O0OO0OODOOOOOO

- Q. Gaussian O chk DD OD0OOO0OOOOOOODOOOODOODOOOOODOO
* Gromacs, LAMMPS 00 00O
- o 00000000 DO0OO0ODOODOODOODODODbDOOOODOO
- 0.Gromacs0 EROOD0O0ODOOOOODOODOOODOODOODOOODOODOOOODODO
e Quantum ESPRESSO, OpenMX U 0 0 0
- Q. Quantum ESPRESSO D 00000000 0DOO0ODOODOOOOODOOOOOOOO
— Q. Quantum ESPRESSO, OpenMX U SCFOUODOOO0OOOOOOOOOOOOOOODO

— Q. Quantum ESPRESSO 0 SCFOODOOD0ODOODOO.pwout 00 O.outt O O too few bands0 O O
00000o00o0oddOrndD00000O00O0O0OOOOOO

— Q. Quantum ESPRESSO D U D UODO0OO0OOODOOOONOOepsilon.x 000 (eps.out) O bad band
number0 00000000 DOO0OOOOODOO

— Q. Quantum ESPRESSOU0 D 00D 0OODDOOODOONOOepsilon.x 000 (eps.out) D1 USPP are
not implemented 0 0 0 000 000000O00O0DOOODO0O

— Q. Quantum ESPRESSO U U000 Phonon D DO 000000 OphxUO00O (ph.out) D0 The phonon
code with US-PP and raman or elop not yet available0 0 D 0000000000 OOOOOO

- JO0O0OO0OODOOO

-Q 0OD00D0DO0O0O0 (HSP) DOODDOODDODODDOODDOOODODODDOODO
O «_hsp_tmp\temp.out OO ...undefined ... OO O OOOOO

154 Chapter11. 0000000000 OOOOOOOO



Winmostar™ User Manual, 0 OO O 9.0.0

1M1 000000

1111 Q. 0000000000 00ODOO

A.
gbooooao
obooooboooooboooo

gobo:ggbgooboobooboon
gboo:obooog

goooogoo
PayPal 000000 DOOOO0O0O0ODOOO0OODOOO

1112 Q. 0000000000000 DDOOOOOOO0O0

A.

gobgboboobboobooboobooboobooon

oboo0O0odDbDPayPal DOODDOODOOOOODOODOO
gbooooboboooobooooboobooboobooboooobobooboobooboobooboo

good
1113 Q.0 0000000000000 0O000000DO0ODDOODOO0

A.
obooooobooboooooboooobooboboobooboOoboooooboboooooboobonoa

gboooooboooon
gbooooooooon

gboooboobobooooobooooboboooboooboobooooobobooobooboooooboOoboon
goo

112 000000000

11.21 Q.0 0000000000 O0ODOO0OCOOOO00O0O0DODODODOOOOOOOOODO
0oo

A00bOo0o0ooboooooooboooobooooboboobooooboooooobboOooboOooboOo0ooboOn

oboooobooobooboobooogoon
obooooboooboobobooooobooog
gbooboobooboobobooooboooobooboooon
obobooooobooooobooboooooon

111. 000000 155



Winmostar™ User Manual, 0 O 00O 9.0.0

obooooboobooboob boooobooobooobogooo

113 0000000000

11.31 Q. 00000000000 O0oDoOoOoOO0U0oUooooDooooOoOoooo

1. 0000b00oo0oooobobbobooooboobooon
- JO00OO0O0O0O0ODOOOOOOOODOOO0

D000 Winmostar 000000000000 DODOODOO0O00O0000O0O0ODOOODOOO0O0ODDO
gooooobooooobobooooobooooo oo ooobooboooag

- J00D00000000D0OO000DODOO00DOO00O0Winmostar OO cygwin wmOOOOOOOOO
oboooOobooooboobobooobooboooooboooooon

 Wnmostar 0 000 000000D0OO0O00O00OO0O00O0OO0O00OOO00O0OOOOM OboooOood
ooooooboooooooboooo ooobobooooooboooooon

- J00000DOO0O0ODOOODOODOOOODODOOODOODOO0DDOO0OODLOOOObOOOOObOObODOO
ooboooboooooobooboooobooobooobOoooboooooboooobooooooooboooooo
gboooooooobooo

gboboobooboooobobooooboooobobooooboboooboOobooobooono

« JO00obobobobobobobboobobobobbooobooobobooooboobobobobo
OO0logouty DOOOOO0OO0O0OODOOOOODOOOO0OOODOOOOO

gboooboobobooooobooooboboooboooboobooooobobooobooboooooboOoboon
ogbooogoobooooooobooooboboooobooooooo

OO000OWwWinmostar 0 000000 DOOOO0O0O0O0O0ODOOOOO00ODOOOO0OOO0OODOOOOOO
ooooog

gbooooboooboobobooooboooobobooooobooog

- JO000D0O0OO0ODODOODODObOOODOn

- 00000000000 DOO0ODOOOOODOODO 100000000
* Winmostar 0 00000 0O

- OSOOODOOODO

- J00D000D0DO0O0O0D00OO0WIinmostardcygwin wmO O DOOO00OO00O0O00O0O0OO0O0DOOMPIOO
obooooobooooooon

e cygwin wmOOOODOODOOOOO OO0 —ceygwinwnOOO O cygwin wmOOOOOOOOOO
ood

e Winmostar, cygwin wm U 00000000000 0OOOOOOOOO
0O PCOODOO

gbooobooboboooooboooobooboooboobooboooobobooboobooboobooboon
gobobooboobooboobooboobobbobooboobooboobooboobooboboobooba
gobogoooon

156 Chapter11. 0000000000000 O0O0OOO


https://winmostar.com/jp/support_jp.php
https://winmostar.com/jp/function_jp.html
https://winmostar.com/jp/manual_jp.html#tutorials

Winmostar™ User Manual, 0 OO O 9.0.0

- JO0O00O0O0O0OOO0ODOODLOOODDOO ODOODbOOOODbOObOOOOODOO

«JD00OD00O0DO Winmostar 1 DD DO ODOOOODOOOODOOO ODOODOOODOD OoDOoOoOoO
goo

« CygewinOUOOUOOOOOODOOOOOOO OygwinOOOODOOOOOOOODOOOOO

11.3.2 Q. Winmostar O OO0 PCOOO0000O0ODODOOOOOOOOOO

A 00O0oooboooooooboo

11.3.3 Q. ODERROR: I/Oerror 320 0 0000000000 OOO

A.D0OO0OO0OO0O0O0ODO winmostar 000000000 DODOODOOOO0OODOOOOOOODODODOO
gbooboobooboobobooooboon
oStbooboobobooobooboooooboboooboobooooobon

11.34 Q. 00000000000 DOCOO00O0OODO00DOO0O0DOODO0ODOODOOOO
gboobooooobboooobbboooobo

A00O000OO0OO0oOOoOooOobooogoobDOooOoo oboooDobD bobooooboboobooo

1135 Q. Cygwin O 000 00000O0ODOOO0O OO0 — eygwin_wm (O[O0
Ooon .. ERROR ... O00000000 Cygwin D OOOoOOOoOooOO
child_info_fork::abort: ... Loaded to different address: parent ... != child
LO000000ooo

A l000OO00OO0O0OO0O0ooOOobOoOooOOobOOobOooooboOooobOOobOOooboOoboobooono
1. 0000 0ooobobooobo ooooon

2. 000000000
3. 000000 cygwinwm 0 cygwinl . d11 00000000000 O0O00O0O0OOODO

O0:

0000000 cygwin wmO0ODO cygwinl.d11 0000000000 D0OOCOOOO
goooboooo

e cygwinl.dll1 OO0 CygwinOOOOOODOOODOOODOOODOODOOODOOOOO
oboooboooooobooooog

4. 0000000000DO0O0O0O CygwinOODOOOOODODODOOWIindowsD [DOODOOODO
JOo000]100 Cc:\cygwin_wm\bin\ash.exe Ocygwin_wm [ C:\cygwin_wm 0 OO
0000000000 0000 /bin/rebaseall —vO0O0000OOO0OOOOOOOCOOO
opooo

5. 0000b0O0oo00ooooOoooobOoooon
6. Cyewinl FAQUDUOUOOUODODOOOOODODOOOOOOoDOOobOOooooD

11.3. 0000000000 157


https://winmostar.com/jp/manual_jp.html#solver_official
https://cygwin.com/faq.html#faq.using.bloda

Winmostar™ User Manual, 0 O 00O 9.0.0

7. 0000 Cygwinl fork() U OOOOO0OOO0 FAQOOOOOOODOOOOO

11.3.6 Q. 000 — cygwin_. wmO OO OO0 WARNING ... some files are missing O
goooood

A.cygwin wm O ODOOO0ODDOOOODOOO

gboooobooboobOoboooobobooobooboooboobobooooboobooboOoobooon
gbooooboobooooobobooooboobooon

M4 00000D00O0O0DOOO0OODOOO0

1141 Q.0 0000000000000 0OOO0O0000OODODOODOOOO0O0OO

Ad0OO00OoOoobOoboooooboboon

Hoo -00 0000 0D0O0O00O0OO0OO0DOOOOOOkOOOOODOOOCOODOODOOOOOO0DOAO0
gboooooooo

)00 -00 00000 O0OOOOOOO0OODOOODOOOOOOOOOOOOODOOODbOOObOOOn
oboooooob b0 0000 0000000000 bO0O00b00Oo0bO0O0O0O00bO00bO0OOboboOn

j)h0000000000b00000bO0b0oooobOoMOPACOOOODOODODOOOPopulation 00 0O
obooooooboooooboooooon

1142 Q. MD - 000004000 ODO0OUOOOOO Error : Failed to solvate. 0 [
Jdoodooooooooogod

good

MD—-U0O0O0O0OO0/A000 0D00O0D0ODO generate.logl

gmx insert-molecules -try 100 -f gmx_tmp_water.gro -o gmx_tmp_water_tmp.gro -ci molO.
—gro —nmol 64

...(Oboogogy ...

set +v

Error : Failed to solvate.

gboobooboooboobobooogon

AJOD0DOODOO0DOoOo0obDOogwimDOOoooobD booboobboobobooobooboooobooboboooDo
oboboboobooobOoboboboooooooobob0obobbo0n GromacsOOOOOODOODOO
oboooooobooooooo

1. cygwin wmOOOOOOOOOODOOOQO /etc/profile.d/winmostar.shO00O0O

’ source /usr/local/gromacs_sse/bin/GMXRC ‘

goo

source /usr/local/gromacs_avx/bin/GMXRC ‘

goooboooboobgoobooo

2. Winmostar 1 000 —cygwin. wmO0O O0O0O000000000 cygwinODO OOOOOOO
Oooododd (Cygwin) OO1-2. GromacsD O OO OOOO0OOOODOO

158 Chapter11. 0000000000000 O0O0OOO



https://cygwin.com/faq.html#faq.using.fixing-fork-failures
https://winmostar.com/jp/gmx4wm_jp_win.html
https://winmostar.com/jp/gmx4wm_jp_win.html

Winmostar™ User Manual, 0 OO O 9.0.0

3. 000 —cygwinwm OO O gmx U000 GROMACS: gmx, VERSION ... 0 00O Gromacs U
gboooobooboooboobobooooboboooog

oooboboboobooooooog oo obOobObDd gmx solvate U
gobgbooboobooboobuo ol -00bd —-0abo oboboaoboaboad

gbooooboooobooboooobobooooooo

115 000000000MPIDODOOOODOOO

11.51 Q. MPICHO ODODOOODOOOoOooOoo

oood
MPICHOOOODOOOOODOOOODOOOODOOOOODOOOoOooDoOoOoooo
op_read error on left context: Error = -1

op_read error on parent context: Error = -1

unable to read the cmd header on the left context, Error = -1

unable to read the cmd header on the parent context, Error = -1

Error posting readv, An existing connection was forcibly closed by the remote host.(10054)
connection to my parent broken, aborting.

state machine failed.

A.

ob0Oo0O000 MPICHO lecalonly OO OOO0O00O0O0O0O0O0OO0DOO0O0DOOOOOOOOOOOOOOOO
gboobooboooooboooo

obooooboooboobooooobooboobooboooMPICHOOOOOOOOODOOOODODOOOOOO
gbooooboooooo

MPICHOOOOOOOOOODOOOOOOOOOOOoOOooOooooOoobooooooobooooooboooo

11.5.2 Q. LAMMPS, Quantum ESPRESSO 0 MPI O 0 0 0O O O Unable to open the
HKEY_LOCAL_MACHINE\SOFTWARE\MPICH\SMPD\process\???? registry
key,error 5,00 00000000000 0000ODOODOODOOOO

A MPICHOOOODOOOODOOOODOOOODODDOOOODODOOOooOoOoOOoooobooooooo
ooo

000000 winmostar 00000000000 OO0ODOOOODO
obooooboboooboobooooboboooboOobooboooboboooooboooooon

116 00000 OO0DOODOO

1161 Q. UO00000000000 LinuxODOOOD0ODDOODO0DO0O0ODDO00OD0OOO000OOO
0

A 00000OO0O0obOOo0oobooooooooboooboooooboobOoobooboboboobbooboooDo
oboooobooooogo

gobobbooboobobboboboobodob obooboobo

115. 000000000 MPIDOOOOOOOO 159


https://winmostar.com/jp/tutorials/V8/RemoteJob_tutorial_1(Basic)V8.pdf

Winmostar™ User Manual, 0 O 00O 9.0.0

11.6.2 Q. 0000000000000 PITTYOOOOODOOODOOOOOstpOODO
gboboooogbobobuooobobbooogbn

oooo
sttp0 000000 OKOOOOOOOOOOOOOOOOOoOoOoOoOO
OoooQoOoOoOoOoOoOoOoOOoOoOOOo st 00 00OODODOOOOOOOOOOOOOOOOQ
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.
oon
00 WARNING O Putty 0 HostName D0 00000000000 O0OO0O

Putty D000 Windows 0000000000000 D0DO Winmostar 00000 Putty 00000 HostName
gobgoobobboobooboobooboobooboo

goo

000000000000 PuttyDOOODO Putty IO O OO OO Default Settings 0 HostName DO OO0 OO0
ooooooOooooooon

O000000000 Default Settings OO0 OOD0OO0O0 Save0O0DOO0O0O0O0OO0OOOOODOO
o0t 0OO0O0ODODOOOODODO)

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

11.7.1 Q. MOPACO O OO ATOMS **, **, AND ** ARE WITHIN .**** ANGSTROMS OF
ASTRAIGHTLINECO OO OODOOOOOOOOO

good
gboooboos3goboboooboobooboobooboooobooo
CALCULATION ABANDONED AT THIS POINT

THREE ATOMS BEING USED TO DEFINE THE

COORDINATES OF A FOURTH ATOM, WHOSE BOND-ANGLE IS
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