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GAMESS User License Agreement

All GAMESS requestors MUST agree to the following license agreement which covers all
versions of GAMESS (source code, and binaries for Windows, Macintosh and ChemOffice).

With regard to the ab initio guantum chemistry code GAMESS, together with its associated
graphics and utility programs, with which you have supplied me a copy, | agree to the following
conditions:

1. 1 will not supply a copy of the code to anyone outside my institution or corporation for any reason whatsoever. Instead, | will
refer any requests for copies of the program to you at ISUQCG. This in no way limits my making of copies of the code for
backup purposes, or for running on more than one computer system at my institution or home

| understand that copyright or ownership rights to GAMESS are retained by ISUQCG and contributors to the GAMESS
package. | will not incorporate any part of GAMESS into any other program system, either for sale or for non-profit
distribution, without written permission from 1ISUQCG,

| understand that no large program such as GAMESS can be considered to be bug free, and accordingly the ISUQCG
supplies the GAMESS software on an "as is” basis, with no additional responsibility or liability,

If results obtained with GAMESS are published in the scientific literature. | will reference the program from the article
M.W.Schmidt, K.K Baldridge, J.A Boatz, S.T.Elbert, M.S.Gordon, JH.Jensen, S.Koseki, N.Matsunaga, K.A.Nguyen, S.J.Su,
T.LWindus, M.Dupuis, J.AMontgomery J. Comput. Chem. 14, 1347-1363 (1993). Using specific methods included in
GAMESS may require citing additional articles, as described in the manual. | agree to honor the request to cite additional
papers, as appropriate.

This license is considered a "Research Group” license. Thus anyone directly associated with your research group is covered

by the license and may share your copy of GAMESS on all of your group's computeg resources.
| agree to the above terms <:

I do not agree to the above terms
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FECT& 28A1%. [1agree to the above terms| #27 U v 745, IROBEHENERIND,

1) Email address % AJJ3 %

2) GAMESS version ...... for Microsoft Windows |ZF = > 7 Z Ai1 5
(2022 4£ 5 H BI#E Tl TGAMESS version September 30, 2021 R2 Patch 2 for Microsoft Windows )
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3) Submit Request #7 U v 792

GAMESS Registration System

Request Download

Fields in bold face bype are reguired.

Ernail address] ] 1)

#&& gpple iCloud mail server Blocks emails from our domain. PleaW do not use an * @cloud.com email.
*&4 Other mail server are also blocking emails from our domain, Please do not use an *@mail.ru email.
o4 I 3 week goes by without seeing a registration approval then please consider registering with a different email domain (gmail.com, hotmail.oom, yahoo
Select desired programs below
Pre-compiled Binary Distributions
Distributions tested on their platforme
[

» [ GAMESS version September 30, 2019 R2 Tor Apple Mac0s X
» 0 GAMESS version September 30, 2021 R2 Patch 2 for Microsolt Windows 2)

Source Code Distributions

Tivera is only one combined source code version of GAMESS, containing varsions 0o compile on any of the machines listed balow. You will be downloading only one tar Mk
civica(s) serve a5 & survey of the actual wwage of different machine types, so please check all of the machines which you do actually intend o use.

Distributions well-tested an their platform:

GAMESS wersion September 30, 2020 R2 for DoD HPCMP TI-22

GAMESS wersion September 30, 2021 R2 Patch 2 for 64 bit ARM wnder Linux wsing armflang compilers
GAMESS wersion September 30, 2021 R2 Patch 2 for 64 bit ARM wnder Linux using GNU compilers
GAMESS version September 30, 2021 R2 Patch 2 for 64 it ARM wnder Linus wsing NVIDLA HPC S5DK
GAMESS wersion Saptember 30, 2021 R2 Patch 2 for 64 it ARM wider Linux wsing unlisted comgilers
GAMESS wersion September 30, 2021 R2 Patch 2 for 64 bit xB& &1 under Linux using AMD compilers
GAMESS wersion September 30, 2021 R2 Patch 2 for 64 it x8& &1 under Linux using GNU comgilers
GAMESS wersion Saeptember 30, 2021 R2 Patch 2 for 64 bit xB86& &1 under Linux using Intel compilers
GAMESS wversion September 30, 2021 R2 Patch 2 for 64 it xB& &1 under Linux using Intel OnaeAP] compilers
GAMESS wersion Saptember 30, 2021 R2 Patch 2 for 64 bit xB6 &1 under Linux using NVIDLA HPC SDK
GAMESS wersion September 30, 2021 R2 Patch 2 for 64 it xB& &1 under Linux using PGI compilers
GAMESS wersion September 30, 2021 R2 Patch 2 for 64 bit x86 &1 under Linux using wunlisted compilers
GAMESS version September 30, 2021 R2 Patch 2 for Aggle Mac0S X using GNU compilers

GAMESS wersion September 30, 2021 R2 Patch 2 for Aggle Mac0S X using Intel compilers

GAMESS version September 30, 2021 R2 Patch 2 for Agple Mac0Ss X using PGI compilers

GAMESS wersion September 30, 2021 R2 Patch 2 for Aggle Mac0S X using unlisted compiless

GAMESS wersion Saptember 30, 2021 R2 Patch 2 for HPE Cray

GAMESS wersion September 30, 2021 R2 Patch 2 for IBM Power grocessors undear Linus

GAMESS wersion September 30, 2021 R2 Patch 2 for Microsolt Windows undesr Cygwin using GNU compilers
GAMESS wersion September 30, 2021 R2 Patch 2 for Microsolt Windows under WL wsing GML compilers
GAMESS wersion September 30, 2021 R2 Patch 2 for Microsolt Windows using Inted comgilers

GAMESS wersion September 30, 2021 R2 Patch 2 for Microsolt Windows using Intell OnedPl compilers
GAMESS wersion September 30, 2021 R2 Patch 2 for Microsolt Windows using PGl compilers

GAMESS wersion Saptember 30, 2021 R2 Patch 2 for Microsolt Windows using wnlisted compilers
GAMESS+LL HEM wersion Septamber 30, 2021 R2 Patch 2 for NVIDLA GPUS
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Request submission take a faw minutes. Please only cick the Sulbmit bulion onoe.



4) PENIBGFE T +— L BFREIND, KTFOMETXTAN L, FHE Submit Request 27 Y v 7
T5, b LT —DNHTEET £ — ARERINLWEAE MO T Z 73 TRl L T< 72 &0, Microsoft
Edge ®¥;&1%. Internet Explorer €— FT7 7 A LE L TLZEW,

GAMESS Registration System

User Registration Required

It seems that this is your first time downloading GAMESS software. Please fill in the following form so we have an idea of who's using GAMESS.

Fields in bold face type are required

Email address:

Email address again:

First name:

Last name:

Organization:

Country: Select a Country v
Use for GAMESS: Choose a usage iype ki

Select desired programs below
Pre-compiled Binary Distributions
Distributions tested on their platform:

¥ GAMESS version June 30, 2019 R1 Patch 1 for Microsoft Windows
GAMESS version Sep 6 2001 for MacOS 7-9
GAMESS version September 30, 2018 R3 for Apple MacOS X
GAMESS (VigyaanCD based on an obsolete version of GAMESS) version 1.0 beta for 32 bit xB6 compatable PC
GAMESS for ChemOffice version 6-9 (Does not include ChemOffice or work with more recent versions) version June 2003 for Microsoft Windows

5) DX 52 5E T OEENFRIND

GAMESS Registration System

Request Accepted

Your download request has been accepted. E-mail has been sent to your address containing instructions for downloading the requested software. If these
email(s) do not arive in the next few days, concact gamess(@si.msz.chem iastate.edu Note that the email will have a from address of

‘gamess@si msg chem iastate.cdu and a reply to address of gamess(@si msg chem iastate.edu. [f you do not receive the email reply within the next hour
please check your spam folder or otherwise verify that the email reply has not been filtered by your email sofrware

HALINIZEIZEAN LT RLRZA=AD <, A —/VARITHORRIZHE GAMESS % 2
V=Sl N

D Ao —RT5700R AV —REAELTHL, Fvra—KR) v o%Es ) v o 15,
You can download GAMESS for Windows binaries with your hFD\\'SEFW:D:
https://www.msg.chem.iastate.edu/GAMESS/download/Windows64. htm

1)
Instructions are provided on that web page for downlecading and LN-—E‘the GAMESS for Windows

archive. The username is:
source
You will need the password listed below:
Please note that the password will be changed regularly (usually weekly on Sunday). You should

therefore arrange to complete the downloading of the source in a timely manner, before the
password is changed. The password this week is:

next week it will
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Welcome to GAMESS Microsoft Windows Operating Systems.

64-Bit Windows
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GAKESS for Microsoft Windows
htte /A neg. ames |ab. gou'gamess

This version is the complete version of GAMESS is precompiled for use on &4-bit Windows. To download any of these Windows binaries, just click on
your choice below, enter the username (which is always source), and the current download password, from the e-mail you should have already
received. Once downloaded, you just need to double click on the .msi file, and read the instructions.

Pre-requisite software: Download and install the Intel MPI library for Windows (latest release

Release Download (.msi) Compilgr Used Math Library | Comments

2021 R2 Patch 2 | gamess=-64-2021-R2-F2-intel.msi In( 22.2 | Intel MKL Generic Optimized Binary

N
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ﬁ GAMESS &4-bit 2021 R2 Patch 2 Intel Setup x

Welcome to the GAMESS
64-bit 2021 R2 Patch 2 Intel
Setup Wizard

The Setup Wizard will install GAMESS &4-bit 2021 R.2 Patch 2
Intel on your computer. Click "Next” to continue or "Cancel™
to exit the Setup Wizard.

< Back Cancel
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BE!! BRCAVAP—NHEERVTL 525, GAMESS OA ¥ A b—/VSEIZIE HARFERAN—
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O C'¥Users¥Public¥gamess-64

X C:¥Program Files¥ GAMESS — AN—ZAMEENTWS
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https://www.msg.chem.iastate.edu/GAMESS/download/ GAMESS-Windows-64-Bit-



https://www.msg.chem.iastate.edu/GAMESS/download/GAMESS-Windows-64-Bit-README-THEN-README-AGAIN.pdf

README-THEN-README-AGAIN.pdf
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1) Intel ®~4—2" /5 [Intel MPI Library for Windows] (¥555) 22U w27 LTA VA h—
FHEF U a— K95, Windows D2—H7T H 7 MAIZHARFTEN A TV BHEE, Online i
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Intel® MPI Library

Use this standards-based MPI implementation to deliver flexible, efficient, scalable cluster messaging ¢
architecture. This component is part of the Intel® oneAPI HPC Toolkit. Sign up for updates.

Intel® MPI Library (versions 2021.5.1 and 2021.5.2) have been updated to include functional and secur
Users should update to the latest version.

2021.5.2 Releases

Name (Click to initiate download) Version Size Installer Date
Intel@ MPI Library for Linux™ 2021.51 16.25 MB Online Jan. 21, 2022
Intel MPI Library for Linux 202151 108.8 MB Offline Jan. 21, 2022
Intel MPI Library for Windows* 152 12 MB Cnline Mar 03, 2022
Intel MPI Library for Windows 152 46 MB Offline Mar 03, 2022
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https://www.msg.chem.iastate.edu/GAMESS/download/GAMESS-Windows-64-Bit-
README-THEN-README-AGAIN.pdf

¥GAMESS 2020.R2 LT Z2FIH 9 25413, Intel MPI Tid722< MS-MPI %4 > A h—/§ 5,
FDOHA L, https://www.microsoft.com/en-us/download/details.aspx?id=57467 7>% [Microsoft
MPI v10.0) (msmpisetup.exe)Z X 7 a—RKLTA A =L, ZDt%k Windows % fHiLlhd
60



https://www.msg.chem.iastate.edu/GAMESS/download/GAMESS-Windows-64-Bit-README-THEN-README-AGAIN.pdf
https://intel.ly/3vMqcD6
https://www.msg.chem.iastate.edu/GAMESS/download/GAMESS-Windows-64-Bit-README-THEN-README-AGAIN.pdf
https://www.msg.chem.iastate.edu/GAMESS/download/GAMESS-Windows-64-Bit-README-THEN-README-AGAIN.pdf
https://www.microsoft.com/en-us/download/details.aspx?id=57467
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D AVARN=NAVETFNZIBETS (B2, C:¥Users¥Public¥gamess—64)

= = = gamess-64 - u] X
J74) [N HE T Ya-byk -l FTIVT-v3y I-lb (2}

« v > PC > Windows(C) > 1-%- > J{TUyJ > gamess-64 v 0 O gamess-E

& D497 7O1A
Ms-MPI
@ OneDrive outputs
restart
u pC
scratch
& xob7-2 tests

‘windows

& cc-cet3-chinp
dean-runall-files.bat
create-parameters.bat
double-click-run.bat
double-click-run.gms
drag-drop-runbat

drag-drop-rungms

gamess2019R1P1.mKlexe
GAMESS-Windows-64-Bit-README THEN-REA
get-version-namesbat

LICENSE.rtf

list-contents.bat

&/ README.txt

&/ RELEASEmd

runall.bat

1§

rungmsdbat

rungms.gms

T Windows-Command-Prompt
27 EQEE 1 EQEEEER 235K ==

2) Windows-Command-Prompt Z X 7 /NT UV v 745, ROV 4 RUBNLL ERND,

EX Windows-Command-Prompt - CG¥lsers¥Public¥gamess-64¥list-contents.bat - O *

from the input fald
put folder def

3) (i —z g,




4) lcreate-parameters.bat] & AJJL T Enter ##9, Z1IZL > T rungms.gms MERK S
o, Mk —z2#Hd,

EX Windows-Command-Prompt - O *

-drop of :*:l-ir'IFi'

sar| Ei.| ar par Ei.| | =) |

5) GAMESS N IE LK EITTE AT A M3 5720, [runall.bat 2021.R2.P2.intel.msucc 1|
L AJ1LT Enter 4, [2021.R2.P2.intel.msucc) DEHIFA A R—L LT "—T 5 (T
KXo TGEI D, b2 0EAIL lget-version-names.bat] & AL T Enter 1L, FR

SN% Version F#HND, RO L ST —72< TR SHAVZRTEZ R,

Bl E:FRWindows-Command-Prompt — ] »

unnin
Runnin
Runnin
Runnin
Runnin

Runnin
Runnin
Runnin
Runnin
Runnin

6) WHIFEITOT A M&ET D72, lrunall.bat 2021.R2.P2.intel.msucc 2] & AJJL T Enter
EIRT, FRRICIEE K T 28T 5, ANOKRED 21305 EE2EWwRT 5, ZOEEEFET S L]
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Winmostar 7% GAMESS Z O 5 K 9 12/ SA &% ET 5, Winmostar OY —/V | BREBREE 7
Uo7 LTREREY v RUEHL, 2L TFud TR 2 7% &, GAMESS(D)D[.]JHR %
7V v 73 %, GAMESS OA VA M—NT 4 VEDTFIZHDEETT 7 ANV EBHEL OK 27 U
v 7T 5,

MET7 7 A MIMEHT S GAMESS O X—V 3 LT ko TS,

Bl 21 C:¥Users¥Public¥gamess-64¥gamess.2021.R2.P2.intel .msucc.exe 72 &

@ =ssE - o X
Ex RE #E FT L

Editor: |ncbepad | I GAMESS(1): I ‘C:¥Users¥PubI\c¥gamess-64¥games| D
Imol: |C:¥jmc|711.5¥jmo|.bat | GAMESS(2): ‘C:¥ff320_windows¥Fireﬂy820.exe |
Mercury: |C:¥Program Files¥CCDC¥Mercury 1.| Gaussian: ‘C:¥gD3w¥gDS.exe |
POV-Ray: |C:¥Prugram Fi\es¥POV-Ray¥v3.7¥bi| NWChem: ‘C:¥nwd1&m¥bin¥nwd1&m.exe |
CpensCAD: |C:¥Program Fi\es¥Open5CAD¥openz| Cygwin: ‘C:¥cygwin_wm |
YMD: |C:¥Prugram Files (x86)¥University c| LAMMPS: ‘C:¥Prngram Files¥LAMMPS 54-hit 2E|
MOPAC(1): |C:¥w\nmos10¥wm_sysbem¥bin¥mop| MPICHZ2: ‘C:¥Program FiIas¥MPICH2¥bin¥mpie|
MOPAC(Z): |C:¥wwnmos10¥wm_sysbem¥bin¥mop| Quantum ESPRESSO: ‘C:¥Program Files¥Quantum ESPRES|
MOPAC(3): |C:¥wwnmos10¥wm_sysbem¥bin¥mop| FDMNES: ‘C:¥Program Files (x86)¥fdmnes¥fdn|
MOSF: [ca¥winmos 10%m_system¥bin¥mos| | ... CONFLEX: [CH¥CONFLEX¥bin#flex7b3_win_x64] | ...
T HBCREY A=t IHAH—+ oK Az piili)




I SHRIET = v 7 %17,

1) Winmostar DA A Y A=a—D~NVT | A VA M—=NVTRA 27 Y v 7T 5,

2)  [GAMESS(1)(Local)] (29 =7 % A% Start 27 Y v 7 3%, Windows Defender 72 X O+
X2 V7 4 EENHEGERIXT 7R EHFEREZ Y v 7T 5,

3) 20~30 MFELERSED [All tests passed.] LFREND Z & &2MERT 5,

D Installation Test — O *

Ched: all Unchedk all

Results

[] CygwinwM & Gromacs

] morac(1){Local)
GAMESS(1){Local) Passed.
[ ] Gaussian{Local)

[ ] LAMMPS{Local)

[ ] QE(Local)

Checking GAMESS (Local)...
Passed,
all tests passed,| I

See Files Start Close

X TIal—#R 8% LT Mac ECEHI{ESE LGB ITIIAREANH L TR H 2,

%  GAMESS % %47 L72BRIC, Tddikick.x error: execvp failed in Kickoff local] 72&
LT —RHBEARIE., 77 ATV UL ORET, GAMESS OA YA b=/ 7 3 /LA LLT O
GAMESS O#E{T7 7 A /L (gamess.2021.R2.P2.intel.msucc.exe 72 &) & ddikick (Zi@fE
DA E52 %,

¥ GAMESS2020 % Windows 10 EIZEHEXH AR, Windows defender 3L N7 7 A ¥ U +—/L
DEISNEEIZ., GAMESS & MS-MSI DA A h—/L 7 4 VHZEE LR TLR bR WEERH
%,
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1) Winmostar @ Y — | Pa FT=Fx—T% %7 U v/ 95, MaxCores IZZ D3 v Ea—4F TitH
IZEID Y CHENDRROITEHERTET D, #l21E Max Cores 78 [4] 72b, W2 DY a 75 &K
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@ Winmostar Job Manager V11.1.0 — [m| *

File Job Option Connection Help

Local Machine Setting  Max Cores ~ Running Jobs: 0 Running Cores: 0

4

1

2 £t Name Job Mame Start Time End Time Profile
3 Y/ L

«

5

6

7

8

Index  Status Priority Cores

N—

Selected Job

Pricrity location | || serTme [w02210412 ][z B

2 TrAN|FRI7ANEZY v Lz, QM | GAMESS | ¥ —U—FN®RE%Z7 VU v 27 LT
NCPUS i2ffi# » ¥ 2 7O FEEEH CPU 2 7 0% R ET 5,

@D GAMESS Keyword Setup

Easy Setup NCPUS |v

1 ~

Basic  Advanced Z-Mafrix DFT  M|2 t IRC
3 A
SCONTRL <
& .
ICHARI w | MULT g !!V CCF
10
COORD UMIQUE we | MAXIT 12 w | | NZWE

NOSYM v | MPRINT LOGC

A,



[32bit Windows D541

32bit Windows i3 2010 FhRY — A a— P bEHN TV S 72, Winmostar DEERIA H 23 —FB%S L
TWEHA, TRTOMWREZ VWV HIE, 64bit a1 VX b—/L LTLIES0Y,

1. GAMESS O¥ A FNDO[GAMESS User License Agreement] ¥+ MZ7 7 UV EHWTT 7 ¥ 2¢

%, https!//www.msg.chem.iastate.edu/gamess/License Agreement.html
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GAMESS User License Agreement

All GAMESS requestors MUST agree to the following license agreement which covers all
versions of GAMESS (source code, and binaries for Windows, Macintosh and ChemOffice).

With regard to the ab initio quantum chemistry code GAMESS, together with its associated
graphics and utility programs, with which you have supplied me a copy, | agree to the following
conditions:

1. 1 will not supply a copy of the code to anyone outside my institution or corporation for any reason whatsoever. Instead, | will
refer any requests for copies of the program to you at ISUQCG. This in no way limits my making of copies of the code for
backup purposes, or for running on more than one computer system at my institution or home.
| understand that copyright or ownership rights to GAMESS are retained by ISUQCG and contributors to the GAMESS
package. | will not incorporate any part of GAMESS into any other program system, either for sale or for non-profit
distribution, without written permission from ISUQCG,
| understand that no large program such as GAMESS can be considered to be bug free, and accordingly the 1SUQCG
supplies the GAMESS software on an "as is” basis, with no additional respensibility or liability,

. If results obtained with GAMESS are published in the scientific literature, | will reference the program from the article
M.W.Schmidt, K K Baldridge, J.A Boatz, S.T.Elbert, M.S.Gordon, J.H.Jensen, 5 Koseki, N.Matsunaga. K.A.Nguyen, 5.J.5u,
TLWindus, M.Dupuis, J.AMontgomery J. Comput. Chem. 14, 1347-1363 (1993). Using specific metheds included in
GAMESS may require citing additional articles, as described in the manual. | agree to honor the request to cite additional
papers, as appropriate.

5. This license is considered a "Research Group” license. Thus anyone directly associated with your research group is covered

by the license and may share your copy of GAMESS on all of your group's computgr resources.
| agree to the above terms d:

I do not agree to the above terms

™

w

.

https://www.msg.chem.iastate.edu/gamess/index.html

FECT& 28A1%. [1agree to the above terms| #27 U v 745, IROBEHENFERIND,

1) Email address # A1 %
2) GAMESS version ...... for Microsoft Windows (ZF = v 7 % A5
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https://www.msg.chem.iastate.edu/gamess/License_Agreement.html

3) Submit Request 7 U v 79 %

GAMESS Registration System

Request Download

Fields n bold face type are required. '

Email atldmss:l ‘ 1)

*** Apple iCloud mail server blocks emails from our domain. Please of use 3]‘1 *@cloud.com email.

*** Other mail server are also blocking emails from our domain. Please do not use an *@mail.ru email.

*** If a week goes by without seeing a registration approval then please consider registering with a different email domain
(gmail.com, hotmail.com, yahoo.com) or check your SPAM box.

Select desired programs below
Pre-compiled Binary Distributions
Distributions tested on their platform:

o [J GAMESS version September 30. 2019 R2 for Apple MacOS X ]
¢ [ GAMESS version September 30, 2020 R2 for Microsoft Windows 2)

Source Code Distributions

There is only one combined source code version of GAMESS, containing versions to compile on any of the machines listed below.
You will be downloading only one tar file, so please check only the versions you will actually be using. Your choice(s) serve as a
survey of the actual usage of different machine types. so please check all of the machines which you do actually intend to use.

Distributions well-tested on their platform:

* [J GAMESS version September 30, 2020 R2 for DoD HPCMP TI-22

» [ GAMESS version September 30, 2021 R2 Patch 1 for 64 bit ARM under Linux using armflang compilers

» [ GAMESS version September 30, 2021 R2 Patch 1 for 64 bit ARM under Linux using GNU compilers

» [ GAMESS version September 30, 2021 R2 Patch 1 for 64 bit ARM under Linux using NVIDIA HPC SDK

« [J GAMESS version September 30, 2021 R2 Patch 1 for 64 bit ARM under Linux using unlisted compilers

« [J GAMESS version September 30, 2021 R2 Patch 1 for 64 bit x86_64 under Linux using AMD compilers

« [J GAMESS version September 30. 2021 R2 Patch 1 for 64 bit x86_64 under Linux using GNU compilers

« [J GAMESS version September 30. 2021 R2 Patch 1 for 64 bit x86_64 under Linux using Intel compilers

« [J GAMESS version September 30, 2021 R2 Patch 1 for 64 bit x86_64 under Linux using Intel OneAPI compilers
« [J GAMESS version September 30. 2021 R2 Patch 1 for 64 bit x86_64 under Linux using NVIDIA HPC SDK
« [J GAMESS version September 30. 2021 R2 Patch 1 for 64 bit x86_64 under Linux using PGI compilers

» [ GAMESS version September 30, 2021 R2 Patch 1 for 64 bit x86_64 under Linux using unlisted compilers

» [ GAMESS version September 30, 2021 R2 Patch 1 for Apple MacOS X using GNU compilers

» [ GAMESS version September 30, 2021 R2 Patch 1 for Apple MacOS X using Intel compilers

» [ GAMESS version September 30, 2021 R2 Patch 1 for Apple MacOS X using PGI compilers

» [ GAMESS version September 30, 2021 R2 Patch 1 for Apple MacOS X using unlisted compilers

» [ GAMESS version September 30, 2021 R2 Patch 1 for HPE Cray

« [J GAMESS version September 30, 2021 R2 Patch 1 for IBM Power processors under Linux

» [ GAMESS version September 30, 2021 R2 Patch 1 for Microsoft Windows under Cygwin using GNU compilers
» [ GAMESS version September 30, 2021 R2 Patch 1 for Microsoft Windows under WSL using GNU compilers
» [] GAMESS version September 30, 2021 R2 Patch 1 for Microsoft Windows using Intel compilers

» [ GAMESS version September 30, 2021 R2 Patch 1 for Microsoft Windows using Intel OneAPI compilers

» [ GAMESS version September 30, 2021 R2 Patch 1 for Microsoft Windows using PGI compilers

» [] GAMESS version September 30, 2021 R2 Patch 1 for Microsoft Windows using unlisted compilers

» [ GAMESS vgfion September 30, 2021 R2 Patch 1 for [Deprecated] 32 bit (x86 compatible) under Linux

« [ GAMES! | version September 30, 2021 R2 Patch 1 for NVIDIA GPUs

\.Subm\t Request.\

Request submission ma¥ take a few minutes. Please only click the Submit button once.
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4) PIENIEGR T + — ANFREND, KFOMETXTASH L, HE Submit Request 27 U » 7
T5

GAMESS Registration System

User Registration Required

It seems that this is your first time downloading GAMESS software. Please fill in the following form so we have an idea of who's using
GAMESS.

Fields in bold face type are required.

Email address: [

Email address again: |

Last name: [

|
\
First name: [ J
|
\

Organization: [
Country: |Select a Country v]

Use for GAMESS:
Select desired programs below

Pre-compiled Binary Distributions

Distributions tested on their platform:

+ /| GAMESS version February 14, 2018 R1 for Microsoft Windows

] GAMESS version Sep 6 2001 for MacOS 7-9

[[] GAMESS version September 30, 2018 R3 for Apple MacOS X

[] GAMESS (VigyaanCD based on an obsolete version of GAMESS) version 1.0 beta for 32 bit x86 compatable PC

] GAMESS for ChemOffice version 6-9 (Does not include ChemOffice or work with more recent versions) version June 2003
for Microsoft Windows

5) DX 52 5E T OEENFRIND

GAMESS Registration System

Request Accepted

Your download request has been accepted. E-mail has been sent to your address containing instructions for downloading the requested software. If these
email(s) do not arive in the next few days, concact gamess(@si.msz.chem iastate.edu Note that the email will have a from address of

‘gamess@si msg chem iastate.cdu and a reply to address of gamess(@si msg chem iastate.edu. [f you do not receive the email reply within the next hour
please check your spam folder or otherwise verify that the email reply has not been filtered by your email sofrware

BALINIZEIFEANLET RLRIZA—ANEL, A—/LARLFORRIZHEV GAMESS 2%
ru—R45,
1) Fyou—Rt57-00 AT —REAELTHLD, Fyra— RN r%% 20 v 745,

You can download GAMESS for Windows binaries with your browser b j Fo:
https://www.msg.chem.iastate.edu/GAMESS/download/Windows64. htm 0

Instructions are provided on that web page for downlecading and LN-—E‘the GAMESS for Windows

archive. The username is:
source
You will need the password listed below:
Please note that the password will be changed regularly (usually weekly on Sunday). You should

therefore arrange to complete the downloading of the source in a timely manner, before the
password is changed. The password this week is:

next week it will

14



2) V7 S TFERD Older Version 725 2018 £ER D & 7 v v — REICBEI+ 5,

Chem3D

If you wish to use GAMESS with Chem3D on Microsoft Windows then please download and install the 2013 version available here.

Older Versions

L g

[2019] [2018

3) A > A h—7(32bit Windows ® binary) % &R 4 5,

32-Bit Windows

If your PC is running an extremely old version of Windows, which is only a 32-bit version, we provide a very old 32-bit bina hs produced from
the Oct 1, 2012 (R3) source code. Not everything mentioned in the manual will wark, nor are bug fixes from the following yea =® L will also need
the directions for installing this old binary file. No one should use this old binary unless their computer is incapable of 64-bit operat®n!

4) 2—YPZLERRT—=FRDANZERENDIDT, LTFTOLICANLTCE Y ra— RT3,
2—W4 : source

NRAT— R (A= @B ENTZH D)

A A =T 2T 5,

) =/ A7 =R Cmsi 7 7 A VERF LI AV FICBET 5,

2) Fyrm—RUljcmsi 77 ANVEXTANT Y v I35 UFICrRTEY N7 v 7 U4 F— R
B ER D,

"4 GAMESS for Micrasoft Windows 32-Bit Setup @1

Welcome to the GAMESS for

Microsoft Windows 32-Bit
Setup Wizard

The Setup Wizard will install GAMESS for Microsoft Windows
32-Bit on your computer. Click "Next” to continue or
"Cancel” to exit the Setup Wizard.

< Back [ MNext > ] [ Cancel ]

3) RIS TUA P —REHEATS VA =T 2,
EE! ! BPTALAVAP—AEEZEWVWTL 52, GAMESS A VR F—/VEIZIZARBERLAN—
ABREENTITWVIT AR,

O C:¥gamess.32

X C:¥Program Files¥GAMESS — AR=ARFFEFNTND

15



X

C:¥/ TR Y 7 FYGAMESS «— HAAXEBE ARG EN TS
B, A A =T OHRICES THEZET 5,

MEELWVA A F— L FEIX
http://www.msg.chem.iastate.edu/GAMESS/download/source/Windows/32bit/WinGAMESS-setup-

guide-32.pdf
e,

MPI WS FEATEREE DA > A b —)L

1) https://www.microsoft.com/en-us/download/details.aspx?id=57467 7>% [Microsoft MPI v10.0]

(msmpisetup.exe)Z XU ua—RKLTA A F—/LT 5,
2) PC ZHiE# 15,

GAMESS O FATERE 2T 5,

1D AVAN—NET A NZIBET D, BIZIE, C:¥gamess.32)

2) parameters.gms & A EMWRR EDET ¢ X CHE, EHRTA—LEA VA =N LIZT A NE
ALY TRET 5.

Winmostar 75 GAMESS ZFFOHE 5 & 51032 2R ET 5, Winmostar DY —)L | BERE% 7
Vo5 BERET A FUNRBL, BndFa2%27%&, GAMESSQ)D[.IR% %7
Vw794 %, GAMESS DA VA R—IV TN EDTFIZHIET T 7ANKEEHELOR X7 U v
T 5,

@ =mwE - o X
2R RE sty &T |JOISAUH

g—
Editor: |notepad | I GAMESS({1): I |C:¥Usars¥Public¥gamess-64¥gamesI
Jmol: |C:¥jmol—11. S¥jmal.bat | GAMESS(2): |C:¥Ff820_windows¥Fireﬂy820.exe |
Mercury: |C:¥Program Files¥CCDCY¥Mercury 1.| Gaussian: |C:¥g[)3w¥g[l3.exe |
POV-Ray: |C:¥Program FiIes¥POV-Ray¥v3‘7¥bi| - MW Chem: |C:¥nwchem¥bin¥nwd1&m.exe | e
OpenSCAD: |C:¥Program FiIes¥0penSCAD¥open:| - Cygwin: |C:¥cygwin_wm | —
VMD: |C:¥Prngram Files (xB8)¥University C| LAMMPS: |C:¥Program Files¥LAMMPS &4-bit 2c|
MOPAC(1): |C:¥winmos 10¥wm_sysbem¥bin¥mcp| - MPICHZ: |C:¥Program FiIes¥MPICH2¥bin¥mp\e| v
MOPAC(Z): |C:¥winmos10¥wm_sysbem¥bin¥mcp| Quantum ESPRESSO: |C:¥Program Files¥Quantum ESPRE5|
MOPAC(3): |C:¥winmos10¥wm_sysbem¥bin¥mcp| FDMMES: |C:¥Program Files (x86)¥fdmnes¥fdn|
MOSF: |C:¥winmos10¥wm_sysbem¥bin¥mcs| CONFLEX: |C:¥CONFLE>(¥b\n¥ﬂex?b3_win_x64|
T HEZRT A=t That—t oK el b5
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http://www.msg.chem.iastate.edu/GAMESS/download/source/Windows/32bit/WinGAMESS-setup-guide-32.pdf
http://www.msg.chem.iastate.edu/GAMESS/download/source/Windows/32bit/WinGAMESS-setup-guide-32.pdf
https://www.microsoft.com/en-us/download/details.aspx?id=57467

fESHRIET = v 7 %47,

1) Winmostar DA A Y A=a—D~NVT | A VA=V TRA 27 Y v 7T 5,

2)  [GAMESS(1)(Local)] (29 =7 % A% Start 27 Y v 7 3%, Windows Defender 72 & ® &
Fa V7 4 EENHEGEEXT 7R EHFEREZ Y v 7T 5,

3) 20~30 MFEESED TAll tests passed.] LFREND Z & 2R 5,

@ Installation Test — O >

Chedk Al Unchedk all

Results

|:| CyawinWM & Gromacs

[ ] MmoPacC{1){Local)
GAMESS(1){Local) Passed,
[ ] Gaussian(Local)

[ ] LAMMPS(Local)

] QE{Local)

Checking GAMESS (Local)...
Passed.
all tests passed.|

See Files Start Close

X TIal—#R 8% LT Mac ECEHI{ESE LGB ITIIAREANH L TR H 2,

%  GAMESS % %47 L72BRIC, Tddikick.x error: execvp failed in Kickoff local] 72&
LT —RHLIBEAIX. VAV T —VOERET, GAMESS O A VA N—L 7 4 VH LT O
GAMESS DFEAT7 7 A /L (gamess.2020.R2.pgiblas.exe 72 &) & ddikick ([Z@EDFFA[ %
5% %,

¥ GAMESS2020 % Windows 10 LIZEHEXH AR, Windows defender 3LV 7 7 A ¥ 7 +—/L
DEISNEEIZ., GAMESS & MS-MSI DA A h—/L 7 4 VHZEE LR TLR bR WEERH
e
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8.

CPU =2 7 ¥ DK E

1) Winmostar ® Y — | ¥V a <X —Y ¥ %2 U v 7%, MaxCores ([ Z D 2 — X TatH
WHID M THENDLHRRD AT HERET D, #ilxiX Max Cores 7% T4] 726, WHEK 2DV a 7T h
RCFEBHIZ2WETETT DI LN TE D, #Y a2 7 OWFBUIIKITHET .

@ Winmostar Job Manager V11.1.0 — [m| *

File Job Option Connection Help

Local Machine Setting  Max Cores ~ Running Jobs: 0 Running Cores: 0

4

1

2 £t Name Job Mame Start Time End Time Profile
3 Y/ L

«

5

6

7

8

Index  Status Priority Cores

N—

Selected Job

Pricrity location | || serTme [w02210412 ][z B

2 TrAN|FRI7ANEZY v Lz, QM | GAMESS | ¥ —U—FN®RE%Z7 VU v 27 LT
NCPUS i2ffi# » ¥ 2 7D F$fEH CPU 2 7 50 %R ET 5,

@D GAMESS Keyword Setup

Easy Setup NCPUS |v

1 ~

Basic  Advanced Z-Mafrix DFT  M|2 t IRC
3 A
SCONTRL <
& .
ICHARI w | MULT g !!V CCF
10
COORD UMIQUE we | MAXIT 12 w | | NZWE

NOSYM v | MPRINT LOGC

A,

Pk
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