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. A A TOMR A A=
@O LinuxV—Rces AL, U FOa~ RTmake, cmake 34 A F—/LENTWB 0
BRI D,
® $ which make
@ $ which cmake
AVAR=LEINTWRWEARIT dnf REDNRy F—VFRY 7 by 2T #ANTA VA R—
VT %, Rocky 9.4 Tdnf M SHEITU T DL S ITFEITT 5,

@ $ sudo dnf install make

©

$ sudo dnf install cmake
® LIFoa<wr RTgfortran, g1 VA =L ENTWENERT D,
$ which gfortran
$ which g++
A A=A ERTORWERIT dnf REDNy F—=VFHY 7 by =7 ZNTA v A h—
VT %, Rocky 9.4 Tdnf 22 HEEFLLTOL D ICETT D,
$ sudo dnf install gcc
$ sudo dnf install gcc-c++
$ sudo dnf install gcc-gfortran
@ UFOavy RTtesh A VA=A ENTOD0HERT D,
$ which tcsh
A VA A ESRTORWERIT dnf REDNy F—VFHY 7 by =7 ZNTA v A h—
V%, Rocky 9.4 Tdnf 2 D HEEFLLTOL S ITETT D,

S sudo dnf install tcsh
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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. Iwill 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 cepyright or ownership rights to GAMESS are retained by ISUQCG and contributors te 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 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, J.H.Jensen, S .Koseki, N.Matsunaga, K.A.Nguyen, 3.J.5u,
TL Windus, M.Dupuis, JAMontgomery 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 computepfjlesources.
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| agree to the above terms

1 do not agree to the above terms

&2, Email address (2 A —/L7 FL A% AJj L. GAMESS version July 15, 2024 R2 for DoD
HPCMP TI-25 (ZF = v 7 % A+ (64 bit Linux ®#4) . Submit Request #27 U v 7 475,

GAMESS Registration System

Request Download

Fields in bold face type are required

Email address:| 1)

*** Apple iCloud mail server blocks emails from our domain. Please do use an *@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 Distrik
Distributions tested on their platform:

. GAMESS version September 30, 2019 R2 for Apple MacOS X
. GAMESS version September 30, 2020 R2 for Microsoft Windows

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.



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

Distributions well-tested on their platform:

. GAMESS version July 15, 2024 R2 for DoD HPCMP TI-25
e ) GAMESS version July 15, 2024 R2 Patch 1 for 64 bit ARM un

g armflang compilers
| GAMESS version July 15,2024 R2 Patch 1 for 64 bit ARM under Cnux using GNU compilers

) GAMESS version July 15, 2024 R2 Patch 1 for 64 bit ARM under Linux using NVIDIAHPC SDK

) GAMESS version July 15, 2024 R2 Patch 1 for 64 bit ARM under Linux using unlisted compilers
) GAMESS version July 15,2024 R2 Patch 1 for 64 bit x86_64 under Linux using AMD compilers

) GAMESS version July 15, 2024 R2 Patch 1 for 64 bit x86_64 under Linux using GNU compilers

| GAMESS version July 15, 2024 R2 Patch 1 for 64 bit x86_64 under Linux using Intel compilers

) GAMESS version July 15, 2024 R2 Patch 1 for 64 bit x86_64 under Linux using Intel OneAP| compilers
) GAMESS version July 15, 2024 R2 Patch 1 for 64 bit x86_64 under Linux using NVIDIA HPC SDK
) GAMESS version July 15, 2024 R2 Patch 1 for 64 bit x86_64 under Linux using PGl compilers

| GAMESS version July 15,2024 R2 Patch 1 for 64 bit x86_64 under Linux using unlisted compilers
| GAMESS version July 15, 2024 R2 Patch 1 for Apple MacOS X using GNU compilers

) GAMESS version July 15, 2024 R2 Patch 1 for Apple MacOS X using Intel compilers

) GAMESS version July 15,2024 R2 Patch 1 for Apple MacOS X using PGl compilers

) GAMESS version July 15,2024 R2 Patch 1 for Apple MacOS X using unlisted compilers

) GAMESS version July 15, 2024 R2 Patch 1 for HPE Cray

) GAMESS version July 15, 2024 R2 Patch 1 for IBM Power processors under Linux

) GAMESS version July 15, 2024 R2 Patch 1 for Microsoft Windows using Intel compilers

) GAMESS version July 15, 2024 R2 Patch 1 for Microsoft Windows using Intel OneAPI compilers
| GAMESS version July 15, 2024 R2 Patch 1 for Microsoft Windows using PGI compilers

| GAMESS versjp July 15, 2024 R2 Patch 1 for Microsoft Windows using unlisted compilers
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Microsoft Edge @A 1%, Internet Explorer €— R T7 7 ALEL T &V,
GAMESS Registration System

User Registration Required

It seems that this 1s your first time downloading GAMESS software. Please fill in the following form so we have an idea of who's using
GAMESS.

Fields 1n bold face type are required.

Email address: |

Email address again: |

\
)
First name: | ‘
\
)

Last name: |

Organization: |

Country: |Se|ecl a Country v
Use for GANMESS: |Chnnse a usage type v

Select desired programs below

IO XS 258 T OWENEREND,

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 arrive in the next few days. concact gamess@si.msg.chem iastate.edu Note that the email will have a from address of

gamess(@s1.msg chem 1astate.edu and a reply to address of gamess(@si msg chem 1astate edu. If 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 software.




@ LDTFOLIBRA—NADBE DERGFD FAREHRNDFRERH D), RN b, A—ILICE
WMENTWHRRT—REAELE LT Y a—RY o207 ) v ot 5,

You can download the GAMESS source with your browser by going to:
http://www.msg.chem.iastate.edu/GAMESS/download/dist. source. shtml Foom— Ry Ly
Instructions are provided on that web page for downloading and unpackin chive.

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 passyArd this week is:

U7 T games-current.tar.gz &7 Vv 75, 2—HFHELERRT—RDOATE TR
INDHDT, UTFDOLICANT D,

2 —H¥4 : source

RNAT— K (A= & hz b o)

You should have already filled out the GAMESS user registration and received an email reply with the current password for
downloading the source code. If you have not received the current password click here to begin the registration process.

Downloading the latest version of GAMESS:

You can download the GAMESS source with your browser by clicking on the link below. Once you click on the link you will be
prompted for the username and password, the username is always:

source
and the password is in the email reply you have received. Note that the password is changed weekly.

The download is for the current GAMESS release: gamess-current.targz
MD5 (gamess-current.tar.gz) = 4490b5a5969dc05c¢470b4a2e756253b3

If your browser attempts to view this file instead of saving to disk, try holding down the Shift key when you click the link.

If you have problems with your download, please make sure that you have noticed that the user name is always 'source’, and that
the case-sensitive password changes every week. Most download problems are a result of one or both of these. In case you are
trying to use an expired password, please repeat your registration to learn the current password, by clicking here.

DoD HPCMP TI-23: Sept 30, 2021 R2 Public Release:

The download is for the Sept 30, 2021 R2 GAMESS release: gamess.Sep302021R2.tar.gz
MD5 (gamess.Sep302021R2.tar.gz) = 4b5bf661e5efc5¢7d79cd6dd8541598F

gamess.Jull152024R2.tar.qgz % SCP, FTP 72 £ T Linux ¥ — \|Z#5ik$ 5, & 2 CTldk—
AT 4 LY NUBETICEWEZ SRET 5,

® Linux¥—lcrZ 4L, FOa~y RCEMT 7 A VERET D,
$ tar xzvf gamess.Jull52024R2.tar.gz

EHT 220 TON=D 3 VERRTAET S, KEFEOFIRIZHEV = 73 1T glortran
ERAT25EFUTOa~vy REFEITT 5,

$ gfortran -v



PLFD =<y T GAMESS o v /v FREX HIGT 5,
$ cd ~/gamess

$ ./config

PUF ol 233 r Sz b [Return] F— & #i9,

[winmostar_user@remote_server]$ ./config

This script asks a few questions, depending on your computer system,
to set up compiler names, libraries, message passing libraries,

and so forth.

You can quit at any time by pressing control-C, and then <return>.

Please open a second window by logging into your target machine,
in case this script asks you to 'type' a command to learn something
about your system software situation. All such extra questions will
use the word 'type' to indicate it is a command for the other window.

After the new window is open, please hit <return> to go on.

UTOEEARR IS [1inux6d] EANT D,

GAMESS can compile on the following 32 bit or 64 bit machines:
hpe-cray-ex - HPE Cray's EX architecture (e.g., narwhal, spock)
hpe-cray-cs - HPE Cray's CS architecture (e.g., tulip)

cray-xt - Cray's XT massively parallel system, running CNL
cray-xc - Cray's XC massively parallel system (e.g., DoE Theta, DoD Onyx)
fj-a64fx - Fujitsu PRIMEHPC with A64FX cpus and Fujitsu Compilers (e.g., FX1000, FX700)
ibm64 - IBM, Power8 chip or newer, running AIX or Linux (e.g., DoE Summit, DoD Hokulea)
linux32 - Linux (any 32 bit distribution), for x86
linux64 - Linux (any 64 bit distribution), for x86_64, ia64, or arm64 chips,
using gfortran, ifort, or perhaps PGI compilers.
mac64 - Apple Mac, any chip, running OS X 10.5 or newer
win64 - Windows 64-bit (Windows 10)

singularity - GAMESS Singularity container image
type 'uname -a' to partially clarify your computer's flavor.

please enter your target machine name: linux64

PUF OB A3 FER 47z B [Return] 3 — 2 #57,

Where is the GAMESS software on your system?
A typical response might be /ul/mike/gamess,
most probably the correct answer is /home/ winmostar_user /gamess

GAMESS directory? [/home/winmostar_user/gamess]

PUF OB A3 FER 47z B [Return] 3 — 2 #57,

Setting up GAMESS compile and link for GMS_TARGET=linux64
GAMESS software is located at GMS_PATH=/home/winmostar_user/gamess

Please provide the name of the build location.
This may be the same location as the GAMESS directory.

GAMESS build directory? [/home/winmostar_user/games]




PUF OB AR R S 4172 6 [Return] - — 2 #1147,

Please provide a version number for the GAMESS executable.
This will be used as the middle part of the binary's name,
for example: gamess.00.x

Version? [00]

PUF OBHE AT S 4172 6 [Return] 5 — 2 #1147,

Are you building for a specific HPC system?

Options:

nautilus - DoD Penguin system at Navy DSCR w/ AMD EPYC (Milan), NVIDIA
A100 GPGPUs, and HDR-200 Infiniband

grace-hopper - NVIDIA Grace-Hopper Superchip System

<ENTER> - none

HPC system target for 64-bit Linux system:

DITomEEm»NFErINE Tgfortran] EANT 3,

Linux FORTRAN compiler selection

aoce - AMD Fortran compiler

armflag - ARM Fortran compiler

gfortran - GNU Fortran compiler (minimum support v. GCC-5)
ifort - Intel Fortran compiler (minimum support v. 2018.3)
oneapi-ifort - Intel OneAPI Classic Fortran compiler (minimum support v. 2021.3.0)
oneapi-ifx - Intel OneAPI Beta Fortran compiler (minimum support v. 2021.3.0)
pgfortran - NVIDIA PGI Fortran compiler (minimum support v. 19.10
Community)

nvfortran - NVIDIA HPC SDK Fortran compiler (minimum support v. 21.7-0)

Please enter your choice of FORTRAN:: gfortran

PITFTOBEENRFREINTZS 2. @ TRz LT~V a 2 AT 25 (gfortran @

Bt)e I —BRARSINDIGETDLENASA—=Va VERET S,

gfortran is very robust, so this is a wise choice.

Please type 'gfortran -dumpversion' or else 'gfortran -v' to
detect the version number of your gfortran.

This reply should be a string with at least two decimal points,
such as 4.9.4 or 6.3.0.

The reply may be labeled as a 'gec' version,

but it is really your gfortran version.

Please enter only the first decimal place, such as 8.2 or 11.2 11.2

PUF Ol A3 3R 47z B [Return] % — 2 #57,

Please enter only the first decimal place, such as 8.2 or 11.2: 11.2
Good, the newest gfortran version number 11.2 can compile REAL*16 data type.
Please report any numerical issues you encounter.

Hit <ENTER> to continue to the math library setup.




DIFOBEAFERINSED none] EANT DL FD#k, [Returnls—%& 4,

Linux distributions do not include a standard math library.

There are several reasonable add-on library choices,

MKL from Intel for 32 or 64 bit Linux (very fast)
ACML from AMD for 32 or 64 bit Linux (free)
LibFLAME from AMD for 64 bit Linux (free)

ATLAS from www.rpmfind.net for 32 or 64 bit Linux (free)
PGI BLAS from Portland Group for 32 or 64 bit Linux
ArmPL from ARM for 64 bit Linux
and one very unreasonable option, namely mone', which will use
some slow FORTRAN routines supplied with GAMESS. Choosing mone'
will run MP2 jobs 2x slower, or CCSD(T) jobs 5x slower.

Some typical places (but not the only ones) to find math libraries are

Type 'echo SMKLROOT" to look for MKL
Type 'Is -d /opt/acml*' to look for ACML

Type 'ls -d /usr/local/acml*' to look for ACML

Type 'ls fusr/lib64/atlas’ to look for Atlas

Type 'lIs /opt/pgi/linux86-64/*/lib/* to look for libblas.a from PGI
Type 'lIs /opt/pgi/osx86-64/*/1ib/* to look for libblas.a from PGI
Type 'echo $ARMPL_DIR' to look for ArmPL

Enter your math library choice from one of the options below:
'acml', 'atlas', 'libflame’, 'mkl', 'openblas', 'pgiblas’, 'armpl’, none'

‘none

PR OBHE AR 47z 6 [Return] 3 — 2 #57,

GAMESS internal BLAS routines in blas.src has been replaced
with Netlib BLAS and LAPACK libraries.

The Netlib BLAS and LAPACK libraries will now be downloaded.
Please run 'config' first, to set up GAMESS compiling information

The download failed. You can try again later by calling
the following script from inside the GAMESS directory:

tools/lapack/download-lapack.csh
The Netlib BLAS and LAPACK libraries will be compiled by running:
make -j lapack

CMake is the preferred approach to building the Netlib BLAS and
LAPACK libraries.

Alternatelively you can build these libraries without CMake by
following the instructions available at:

/home/winmostar_user/gamess/tools/lapack/README.md

Hit <ENTER> after you have read this message.

IFToBEENFEREINTZS [sockets] &EATIT B,

1 GAMESS2022 73— 5 > Tl math library (Z none #i%#R3 25 & cmake 3.2 IBENMEL 20 £,

7



If you have a slow network, like Gigabit Ethernet (GE), or
if you have so few nodes you won't run extensively in parallel, or
if you have no MPI library installed, or
if you want a fail-safe compile/link and easy execution,
choose 'sockets'
to use good old reliable standard TCP/IP networking.

If you have an expensive but fast network like Infiniband (IB), and
if you have an MPI library correctly installed,
choose 'mpi'.

If you wish to use a combination of TCP/IP networking for small
messages and MPI for large messages in a 'mixed' fashion,

choose 'mixed'.

communication library ('serial','sockets' or 'mpi' or 'mixed")? sockets

P, RSNDFFEOERICHO>WTET Tnol EANT 2,

(LibXC 7% RISM-SCF-cSED

£T) ZL T, FEAvE—URNEAEIRNITZE N FOREILXZ T L install.info IZ1HEH

NEZIAEND,

Your configuration for GAMESS compilation is now in
/home/winmostar_user/gamess/install.info




@ UFTo=a~r 237U LAPACK 2tV R4 %,
$ ./tools/lapack/download-lapack.csh
S make lapack

® UUFoavry REF(TLGAMESS 2L K9 %, make BWIEHKTT 2L, 777 A LD
gamess.00.x WAEKEND, ARENTHRWIEEII nake. log MR LT T —ONE &
T D,
$ make 2>&1 | tee make.log

gamess 7 A4 L7 b ULLIF® rungms ORNEZLLFD X 5 ITMEET 5, GAMESS # /L R L7
T4 L7 b DARITE gamess 23 HET L72A X rungms WD set GMSPATH DITOfE b B

IMTEEST D (KREOFNEIZHE - 7=8E . GMSPATH O H [T RE),

set SCR=~/gamess/restart

set USERSCR=~/gamess/restart

set SCR=$HOME/scr

set USERSCR=$HOME/scr

® UFoa~vry REEFLa—FOFR—LF L7 FNIZscr 74 V27 N RERT 5.
$ mkdir S$HOME/scr
® E;EERDOTZDUTO A~ FTT A MHREFEITT 5,
@ $ rm ~/scr/*
$ ./runall 00
T, 7A MEREHERT D72DICRDa~ > REFETT D,
$ ./tests/standard/checktst

1% 12°A11 49 test results are correct!” EFEREINTWIUTETEFICHE SN

ZEERBEKRT D,



Checking the results of your sample GAMESS calculations,
the output files (exam??.log) will be taken from .
All jobs terminated normally, now checking detailed numerical results

exam01: Eerr=0.0e+00 Gerr=0.0e+00.

exam02: Eerr=0.0e+00 Gerr=0.0e+00 Serr=0.0e+00 Lerr=1.8e-03+6.6e-05.

(&)

exam47: Serr=0.0e+00 Perr=6.0e-10.

exam48: EOerr=0.0e+00 Elerr=0.0e+00 Gerr=0.0e+00.
exam49: Eerr=0.0e+00 Rerr=4.0e-10 Terr=2.5e-07.

All 48 test results are correct!

Passed.

Passed.

Passed.
Passed.

Passed.

10




T A MK LT exam01.log IZ
DDI Process 0: shmget returned an error.

Error EINVAL: Attempting to create 160525768 bytes of shared memory.

Check system limits on the size of SysV shared memory segments.

EENPNTNDYAIE, sudo T/etc/sysctl.conf I
= (WEAEV YA X% byte BALTHA)

kernel.shmmax =

kernel.shmall = (kernel.shmmax+4096 OfEZFA)

LIBREFEIIER LS sudo sysctl -p EFETT 5D,

11



Linux $—/N | CTO MR

@©  Winmostar 2> HHEET D & X ORI AFHT 5720, Linux h— a7 1 v LAREBT,

©  GAMESS OENMEZHERT D72, GAMESS OEEBNCHUERREARET D a~v L REATILAE
(2 TR, AEOFIRICUE-T2HAIT. UTFOa~vy REANT S,
S export PATH=$HOME/gamess:S$SPATH

@ LUToa<wy REETLTA VA R—/L L7 GAMESS DRANEREND Z & 2HRT 5, il
RTERVGHITIQOORE X RIET,

$ which rungms

Winmostar 7>5 O ER L OENMEHE
A=Y= T ADT1.2. VE— Y a TORETFIEICHE > THRE LEMEMREZIT S,

T — b AT ) T NEREET DEICIL, [# Insert commands here] 25 [# Do not
modify the followings] DORIZ 3-@TABICHER -RNALIBTLT 5, KEOFIEICHE - T-5HE

IFETO L2735,

echo Mkkkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkkxxn

echo "**x* Set user-defined variables KAxM
eChO Mk khkkhkhkkhkhkhkhkhkhkhkhkhhkhhkhkhrhkhkhkhkhkhkhhhkhkhhkhkhkhkhrkhkhkhkhkhkhkrkhkhkhkhhx ks

set -v
# Insert commands here

export PATH=S$HOME/gamess:S$PATH

# Do not modify the followings

Pk
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https://winmostar.com/jp/manual_jp/html/winmos/winmos_remote.html#remote-procedure

