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i HEAEY
Linux 64-bit fLHEAEY N—= 5 v
”Linux 64-bit shared memory parallel code
Linux 64-bit NVIDIA/BrianQC GPU %K — b N— 3 v
”Linux 64-bit shared memory parallel code with NVIDIA/BrianQC GPU support”
* BrianQC 284 Y A b =& §,

»

il. 77 XK

Linux 64-bit 7 7 A Z,N— 3 v (MPICH )
"Linux 64-bit cluster-parallel code based on MPICH”
* MPICH 2fhAEnTwEd,

Linux 64-bit 7 7 A& 3— 2 v (MPICH3 ffif)
"Linux 64-bit cluster-parallel code based on MPICH3”
% MPICH3 23 jlli& % T3,

Linux 64-bit 7 7 XA 23— 3 v (OpenMPI 1.10 fF)
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* OpenMPI 1.10 23HliR 4 ECF,
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3. 4> b—JL

3. VA VAA VAN T DX T O— R

$ wget -N https://downloads.q-chem.com/qcinstall.sh

ERITLET,
% Mac OS T EGLD wget A TE WA, curl 2=V FEHMAL 3,

$ curl http://www.q-chem.com/download/qcinstall/qcinstall.sh >

32. A VA= RZY T bD/—3 v gV EERTARICESRE

$ chmod +x ./qcinstall.sh

ERITLET,

33 A VA =R Z YT NDET

$ ./qcinstall.sh

ZRITLET,

34. 4 X b—JLBE_EDIERICHE > TET

welcome [H[H]

This 1s the online installation package for Q-Chem.
Internet access 1s required to download the distribution.

341 QChemZzA Y X t—Nd27 4L FUDAN
11 CTHERL A VAP =T 4 L7+ Y O — N LOREANRZHEN YA TATILET,
Bl 1) 2 — o3 2546
/usr/local/qchem/5.3
/home/application/qchem/5.3

B2) Hifia —y ol 3 28546
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/home/[2—#%]/qchem

Please specify the path of the new §-Chem installation directory,
or type 'x' to exit

= /home/application/qchem/5.3.0

Q-Chem will be installed in shome/application/qchem/5.3.0

342, AVRE—=ILT By —T DER
P21 95—V DA S a VOGN — U RRRINTETDOCT, f VA=A T B4
—VOFFEERLET,

You are installing Q-Chem 5.3.0
Available packages for LINUX_Ix86_64:

1 -- Linux 64-bit shared-memory version
2 -- Linux 64-bit cluster version (requires MPICH3)
3 -- Linux 64-bit cluster version (requires OpenMPI 1.10)

4 -- Linux 64-bit version with NVIDIA GPU support (installs BriangcC)

Please choose package to install or press 'x' to exit [1-4]

MEIGEINa v R =2 VY PHEIWICA Y vae—-FEhEd,

343. QCRIUZvFT4L 2T FY)DAS
11 CHER LA T FT AL 7 ) OFBE AR ZHNAAZTATTLE T,

o e o o R oC oo o o R oC oo 0B o R oC oo o oo s o oo B oo B oC o o oo B oBC oo o oo B o o o oo s o o o oo o oC o B oo ol DB 0 B oo ol 0B C B oo o o R oo R R

kS E
# 0-Chem Runtime Environment *
kS E

o e o o R oC oo o o R oC oo 0B o R oC oo o oo s o oo B oo B oC o o oo B oBC oo o oo B o o o oo s o o o oo o oC o B oo ol DB 0 B oo ol 0B C B oo o o R oo R R

SQCSCRATCH:

A scratch directory, specified by the $QCSCRATCH variable, 1s
required for storing temporary files and for restarting jobs.
In a cluster environment the scratch directory must be a
shared directory available to all of the nodes.

Please specify the full path for a scratch directory

Bl 1) 77 AXBEEOSH&
/usr/shared/qcscratch
/home/application/ qcscratch

#fl2) avea—2BECHlHT 2546
/tmp
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344, O—=HI - RITvFT4LT FIDAT
RIS, B=AN A7 F79FT 4L 7 ) AT ES0%yhrn TAILET,

Please specify the full path for a scratch directory
= Stmp
For performance reasons, some parallel platforms provide

scratch space local to each node
Do you want to use a local scratch directory? (y/n) =

2V Va2 — RERCHERT 358 EHLERR DT, nZANLET,

JIARBIR T, A=AV R 79 F T4 L7 MY ERETLIEHGAEICIE. yEATIL,
felF <, 1.l ClER Lz — AV - X279 FT 4L 7 PIDAXREASILET,
) 2 7 2 2 BEEOLE
/tmp
/var/tmp

7 7 ARBIE TSGR ZIT O GG, v =N A7 79 FT AL P RBRET ST LK, KhT
-V AmlTEILNBTELT,

345 UE—Favr FOER

R, VeE—trDa~vy FETE2 T30 cra~vy FEANT3E S5 RkDOLNEDT, 1sh H2B W0
I ssh #ATLET,

To run Q-Chem in parallel passwordless rsh/ssh between
computing nodes 1s required.

Please select or enter the remote shell command to use

(rsh/<ssh=) =

346, FERAXEVDOT 74+ FERRKEDAS

A ) DEKEZEFECAN LTS, (BEEEIZ 8000MB T3 .)
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Default Upper Memory Limit:

The MEM _TOTAL keyword in Q-Chem input files specifies the
maximum amount of memory used by each Q-Chem process.
Here you can set a default value for MEM TOTAL, which
will be saved in sQC/config/preference file. You can edit
this file later or specify MEM TOTAL in input files.

Please specify a default value for MEM TOTAL in megabytes [8800]

= 2000

347 VRTLEET 7 AILDGFIERR

o

I NTc v AT LERET7 7 A VDGR R INE T,

380 28 o 280 28 i 6 260 28 2 28 080 080 080 2R 0 D60 28 0 260 28 0B 0 280 08 0 080 J8C o 06C 280 i o 08C B o 080 B 0 00 6 0 D 26 28 26 8 R O D80 08 0 D80 D8 o J6C 280 o e o8 R R R R

E E
& Q-Chem Runtime Environment &
*® *®

8 o 2 i i ol o ol i 2 ol o ol o i ol o ol o i e ol B o R e o B e B e o ol i i o o ol o ol o ol ol 2 ol o il i e o R e R e o B e R e i ol e i R R

The Q-Chem system configuration preference file 1is:
fhome/application/qgchem/5.3.0/config/preferences

The environment wariables file 1is:
shome/application/gchem/5.3.0/config/shellvar.txt

348, T4t X OHERR

T4V ARRKINEZRET 20890 2HWCEETOT, y 2 AN LA Z ZHEZT I 0.

2 2 oo 2 ofic i o e o o o oo ol ofc B o 2B ol oo ol oo o ofc o o o o o o ofc o8 o o8 o 0B o o ol o i o i o o o o o ol ol o ol o i o o o ol ol o ok o ok ol ke

E E
* Q-Chem License Agreement *
kS kS

2 2 oo 2 ofic i o e o o o oo ol ofc B o 2B ol oo ol oo o ofc o o o o o o ofc o8 o o8 o 0B o o ol o i o i o o o o o ol ol o ol o i o o o ol ol o ok o ok ol ke

Please review Q-Chem's licensing agreement before registration.

would you like to view the licensing agreement? <y/n=...<y=

349. AV RERDZE

TA VY AEKNCAB ST 2 pefeCcEdEdoc, (XALTND yE AN LTS,
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8. Limited Warranty. The Licensor warrants that the software medium will be
free from defects in materials and workmanship under normal use and service
for a period of one (1) year from the date of receipt. To the extent allowed by
applicable law, implied warranties on the software medium, 1f any, are limited to
ninety (90) days.

The Licensor specifically does NOT warrant the results of calculations
performed using the Software Product. The Licensee 1s responsible for
assuring that the mathematical, engineering, scientific use or any other
application of the Software Product is gualified according to the applicable
professional norms.

9. Customer Remedy Under Warranty.The Licensor's entire liability and
exclusive remedy shall be replacement of the software medium that does not
meet the Licensor's Limited Warranty and which 1s returned to the Licensor
with a copy of the Licensee's receipt, paid invoice or other proof of purchase.
This Limited Warranty 1s void i1f failure of the software medium has resulted
from accident, abuse or misapplication. Any replacement software medium will
be warranted for the remainder of the original warranty period or thirty (30)
days, whichever 1s longer. Outside the United States, neither these remedies
nor any product support services offered by the Licensor are available without
a copy of the Licensee's receipt, paid invoice or other proof of purchase from
an authorized distributor.

18. Disclaimer of Warranty. The Licensor and 1ts suppliers disclaim all other
warranties, either expressed or implied, including, but not limited to, implied
warranties of merchantability and fitness for a particular purpose with regard to
the Software Product and any accompanying software medium.

11. No Liability for Consequential Damages. In no event shall the Licensor or 1its
suppliers be liable for any special incidental, indirect or consequential damages
whatsoever (including, without limitation, damages for loss of business profits,
business interruptions, loss of business information or any other pecuniary loss)
arising out of the use of or 1nability to use the Software Product, even 1T the
Licensor has been advised of the possibility of such damages.

12. No Third Party Liability. The Licensee agrees to indemnify the Licensor, 1ts
distributors and 1ts suppliers from assertions by Third Parties against the
Licensor resulting from the use of this Software Product by Licensee for the
benefit of said Third Parties. Under no circumstance shall the Licensor be held
liable for the application selected, employed or otherwise made the
responsibility of the Licensee for the benefit of any Third Party.

%#(-Chem 1s a trademark of Q-Chem, Inc.

Do you accept the terms of the licensing agreement? <y/n=...<y=yll

4. FWEET7A L AT 7A4I)LDY 7 TRk

41, TEXESEA—ILT FLZADAS
RAL7 A RV RT 7 ANDEMNDY 7 T2 2ITHITHT= T,
CHEXES (Q-Chem t: Order Number) &, THEHIEHD A —=AT FLRAEZ AL 9.
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Registration 1s required to use Q-Chem. Please provide a valid
e-mail address in order to receive a Q-Chem license file.

- If you are a current Q-Chem user, please provide the order number
below. It can be found in the e-mail you received from Q-Chem.

- If you are a new Q-Chem user without an order number, please enter 8
below and provide the registration information subsequently.

Please enter your order number: [[EReP: € =2

[IMPORTANT: a valid Email 1s REQUIRED to receive licensel
Please enter your email address CORRECTLY: A—=LTF FL X

User Registration Information:

Enail g ]

Is the above information correct?<y/n=...<y=

FRINTENAETHLITNITyZ AN LTS,

42 541> AA T 3 DFER
Fit2254wvroxrFyavo, /) —FEETA v ZAD FlexNet T2 ) E—F 74y RICT
LR, 120022 A01L T,

Q-Chem Licensing Options

Q-Chem has two options for licensing:

1-- Node-locked licensing where licenses are 1ssued
for specific machines. This 1s appropriate for
single computers and most small clusters.

2-- FlexNet based remote licensing. This option
requires a central licensing server and 1s
appropriate for larger clusters and multi-
user environments.

Please specify the licensing scheme from above. (<1=/2)

=
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4.3. BERNEDRER
FRINZNEEZHRL, ALy Z AL T,

SHC 8T R THC D80 DRC T RC DT DT DR DT 80 DRC J8C DR ST 08T SR DT B0 DT OC R DT O8C DRC DT RC DG DT DB DT R0 ORC D80 R0 TC D80 DRC DT D80 DT DT DR DC 80 DG T ORC ORC 08T SR JC R0 DRC 08T 8 DT 08T DR 0T R G 280 R

& E S
* Q-Chem License Registration *
& E S

S W R T W ORC T R0 TRC O ORC 0T 80 ORC O OB 0T 0 OB O R0 OHC 0 N T W0 TR OHC R DG 80 DR 0T 0 ORC T80 R0 T 80 DR DT 0 TR THC DR DT R0 OB O DR 0T 0 R0 0 N0 ORC 00 R0 TRC T DR 0T R O R0 R

The following procedure will run the license program,
sQC/binsget_hostid, on all the cluster nodes to collect
the require data for node-locked licensing, provided:

1. the Q-Chem directory is installed as a shared directory among all
the nodes
2. passwordless rsh/ssh between all the nodes 1s enabled.

If the above criteria are not met, you will need to perform the
licensing procedure manually. Please see the file README.License for
details.

Would you like to proceed with the automated procedure?
Enter "y" or press <enter= to continue or "n" to exit:

FTAXVARED /) —FDYV R DA VvFR—FFERZBE»MNMEZDT, FREZASTILET,
1. v VYOFRAMNLDY X+ 2727 7 4 L (File) 28 €3 %
2. B~ Vv EMHHATIEE, A ve—Y X4 T %K KT 5 (Explicit)

You have two options for entering the list of nodes to be licensed.

1. Specifying a file containing the list of all the machine. This 1is
just a straight text file that has the hostname of each machine.

2. Explicitly entering each machine. You will be prompted to enter
each name individually.

Which method would you like to use: [Flile or [Elxplicit? (F or EJ

ERLZBAGCIEIToXoic, v~ v IDoAN kD LNE T,
)\ﬁfﬁ\ B0z RO 55D T, yes E AL TT,

Enter Machine Names: _ _ _
Please enter the hostname of the machine you would like to license

iust iress return to exit]:

lease enter the hostname of the machine you would like to license
[just press return to exit]:

Start collecting node license data:

licensing node zeta ... please wait ... _
The authenticity of host Man t be established.
ECDSA key fingerprint is yax z rRgpTng3qiZn3fSpo06GA3QKLUrd.

ECDSA key fingerprint i1s MD5:3b:ch:82:ad:7b:cd:bf:5¢:3c:89:27:c5:39:8e:5e:a9.
Are you sure you want te continue connecting (yes/no)?

©Affinity Science Corporation
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Q-Chem H —/"~mx(E

CTHEXEFEZA—NATFFLA A VA=A LIy vDT —2BHEIC Q-Chem #—NiCikb N E T,

/o, CZCHELRICRREINSE T4 vy RERNERERR LA AT FLRIGELNE T,

(54 kv 25—

ZROARTIEZHY THA,)

The

The

and

Finished licensing 1 total nodes, 1 valid SIDs obtained.

The 1nstaller 1s now submitting License data to the Q-Chem server

Message from Q-Chem Server:

following license data has been received.

& copv of this messace has been sent to

2e2ef  VH 31H g£BEH 15:27:29 J5T

#sta_regi .
Order Number: THXES
User Name:

Department:

Group Leader:

Institute:
#end_rega
QCPLATFORM LINUX_Ix86_64
QCMPI MPICH3
QCVERSION 5.3.0
QCOLDVER
QCLICOPT nodelocked
#sta sid

#en!_al!

This 1s not your license, you will receive the license
in another email shortly.

summary of License Data Gathering

licenses data has been submitted to Q-Chem

office. You should receive a confirmation email

subseauentlv the license file at the email

If you do not receive the confirmation email
within an hour please email the file
/homefapplication/gqchem/s.3.0/license.data

to license@g-chem.com to regquest your License.

H L, A—nikfE

VAL T, Q-Chem #: (license@q-chem.com) £ TI7A4tv A% Y7 A FLTFEW,

©Affinity Science
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v b7 v SFIBEORR
I, TDHDA VA —=MEERDFIEPRRINE T,

Fn )

5.

Q-Chem @

ER

JHC JRC JC JC DT DT O O DRC JRC DT DT T T T T N0 N0 ORC DRC T T BT N0 ORC DRC DR DR DRC JC DT DT D0 DR DRC JRC DT DT D0 0 T T T N0 R0 DRC D T T N0 R0 DRC DR DR DRC DRC JC JC JC 0 DR DR JC R R
& E3

* Q-Chem Installation Summary *
& E3
JHC JRC JC JC DT DT O O DRC JRC DT DT T T T T N0 N0 ORC DRC T T BT N0 ORC DRC DR DR DRC JC DT DT D0 DR DRC JRC DT DT D0 0 T T T N0 R0 DRC D T T N0 R0 DRC DR DR DRC DRC JC JC JC 0 DR DR JC R R

Q-Chem 1installation/update has been completed.
To run Q-Chem calculations simply source the setup script below.

For tcsh or csh:
source /Shome/application/gchem/5.3.08/qcenv.csh

For bash:
. fhomesapplication/qchem/s.3.0/qgcenv.sh

You can put the above lines in your shell startup script
~f.cshrc for tcsh/csh or ~/.bashrc for bash.

To get the latest Q-Chem updates please run
/homesapplication/qchemy/s.3.0/gcupdate.sh
To regenerate license data please run

/homesapplication/qchems/s.3.0/gcinstall.sh --update-lic

ty NTY TR T IND) =R T 7 AIAD IR

Roa<wv FPEETL, 2—FDOTF 7+ ra 4 vy AV RERLET,

$ echo, ,$SHELL

H 123 /bin/bash D&, T 7+ a2 4 v 2t bash T3,
H 123 /bin/tesh F 7213 /bin/csh DA, tesh Xid csh T,

©Affinity Science Corporation
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cbash 22 —H%l3, >z DYV —RZ7 7 £ ~/Dbashrc IC

export QC=[4 Y A b —=AFT 4 L7 b YD ¥Z]

export QCSCRATCH=[QC 227 7 v F T4 L7 b ) D,¥Z]
. $QC/qcenv.sh

FEMLET, 20k, o A2 HERNT 2 source I~V FE&flio TIHRBZREXHAED Y 2 VIR X
't}_-‘iﬁ_o

$ source ~/.bashrc

s tesh XiZ csh 22—, >z D) YV —RA7 7 A4 L~/.cshre iT

setenv. QC [f YA bP=AT 4L 7 Y D]

setenv. QCSCRATCH [QCRZ7 7 vFT 4L 7 I DrX]
source $QC/qcenv.csh

ZEBMLET, 20%., YA 2HEHIT S source 2~V P2 CTRIERTEAZIRAED Y = VI KX
+E7,

$ source ~/.cshrc

6. FEAETA LR T 7 AILDRE

AVAbP=nDb 1~2 HT “Q-Chem 5.3 License — OrderID: ####” & x5 2 A P LD X —
%3”Q-Chem License” office@q-chem.com X VX5 1T & £ 7.

‘qchem.license.dat.[F R b= VR E WO LRITRIAET A vV A7 7 AADBRF I TnE T,

xED[F A b~ v H]%HIER L, 'qchem.license.dat’ & \» 5 41T Q-Chem f Y A b — LT 4L 27 Y
TicH % qeaux/license 7 4 L7 b UNICIREEL £ 5.

license BT e~ m 2 oI oes Yy

fhome/application/gchemy/s.2.0/gcaux/license/

= #4421 EFOE f-yvay FEE
+ 2020/07/31 1%:24:09 PWHT-XT-¥ applica..
| | gchemlicense.dat 1KB  2020/08/03 10:53:58 -W-rw-r-- applica..

13
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7. Q-Chem mO=E1T

FLWIA XV ARTZFALDEMENEG ., a~<w Vv

$qchem [ASI774A0%] [HA77404%]

LY Q-Chem 27322 &R TEET, AJT7 740 *in EEUEEEIC *out D17 7 4 VD3RR
InET, CoBE. FHEBRICEKRINE —FT7 7 A Vg TH 7 7 A VERZRICHIBRE N E T,

PEPIC—IRNICERINDE R T v F 7 7 AR L WERIE, UToa~y FefEHL £3,
QCRI7ZvFT AL bINIC, FBELEMRET 4 L2 P Y IERKI N, 5FBIK. HTH0E, BET
I, hoEB e &t BEREKRD 7 7 A A RITFEINE T,

$qchem [Ah774Ar&] (Bh7z741r8] [BRETFT1L 271 D4]

ARICED T2 TDODRI Ty F 77 ANERIELIZWEEICIE, UMFoa~v vy FEFEHL £,

$gchem -save [AN77Ar%] [Wh77Ar8] [BRET1L 27 FY4A]

8. BTN T AN EERLI-IEEDR

Q-Chem 4 YA b= T 4L 27 P VDENCH Y ITAHD T 7 4 L 3MEM TN T 5 samples 7 4 L 7 +
V350 9,
%k, 2—FDF—LT 4L 7 PIUTOEEOEICay—LET,

dft -EE - BEmE B I oE
/home/application/qchemy/5.3.0/samples/dft/
o

&l #4142 EFOE I-3yv3ay  FEE ~
+ 2020/07/31 152414 PWRT-X-X applica..

B2PLYRin 2KB 2020/06/17 13:43:16 rw-r--r-- applica..
| | B2PLYPout 567 KB 2020/06/17 15:57:20 rw-r--r-- applica..
| | BELYP_waterin 1KBE  2020/06/17 13:43:16 rw-r--r-- applica..
| | BELYP_water.out 12KB  2020/06/17 15:56:11 rw-r--r-- applica...
| | Be7M-Vin 2KB  2020/06/17 13:43:16 rw-r--r-- applica...
| ] BE7TM-\out 45 KB 2020/08/17 13:57:22 PW=r==F-= applica..

lbnlin 1 KRB FOPOINETT 1T AT e Al Fmal anmli-rg

I—HFDFR—LT 4L 7 PV TICay—L7 samples/dft 74 L 7 b VICEEIL £ 7,

Tk, YV IAHATI 7 740 BILYP waterin Z AJ1 7 7 A LTERIL 3, OTA#EET 5
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B3LYP_water.out 7 7 £ /LiZ, B3LYP_water.out.backup 2 &V 2+ —2% L TANv 7T v 7L TEVWTL

X, )

RDa<wy FEEFTLET,

$ qchem B3LYP_water.in B3LYP_water.out

g~y FOHNERICE 7 =237 L, fEE 7z, B3LYP_waterout DNEZERL T3, Nv 7T v 77

TANMEHELCTREL XS eI, BIfEMERITHRT T,

a= v FEITERDO X — I FVHEERR

You are running Q-Chem version: 5.3.0

#

# job setting

#

local host: zeta.localdomain

current dir: /home/shiomi/gchem/samples/dft
input file: B3LYP_water.in

output file: B3LYP water.out

nprocs H ]

nthreads : 1

#

# gchem installation setting

#

qc: /home/application/qchem/5.3.0

QCAUX : /home/application/gchem/5.3.0,/gcaux
QCPROG: /home/application/gchem/5.3.0/exe/qcprog.exe_s
QCPROG_S: /home/application/gchem/5.3.0/exe/qocprog.exe_s
PARALLEL : -DSERIAL

QCMPI: mpich3

#

# gchem directory setting

#

gcrun: gchem13124

QCSCRATCH: Stmp

QCLOCALSCR:

QCTMPDIR: Stmp

QCFILEPREF: /tmp/qcheml3124

QCSAVEDIR:

workdirs: /tmp/qcheml3124

workdire: Jtmp/gcheml3124

partmpdirs =

# parallel setting

#

QCRSH: ssh

QCMPT : mpich3

QCMPIRUN: mp1run

QCMACHINEFILE: /home/application/gchem/5.3.8/bin/mpi/machines
#

# env setting

#

exported envs: QC QCAUX QCSCRATCH QCRUNNAME QCFILEPREF QCPROG QCPROG_S GUIFILE
remove work dirs /tmp/qcheml3124.8 -- /tmp/gqchem13124.-1
rm -rf /tmp/gchem13124

©Affinity Science Corporation
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HiJ71 & 7= B3LYP water.out 7 7 4 b

Running Job 1 of 1 B3LYP_water.in
gchem B3LYP_water.in_13124.0 /tmp/qcheml3124/ @
/home/application/gchem/5.3.0/exe/qoprog.exe s B3LYP water.in_13124.0 /tmp/gcheml3l24/
Welcome to Q-Chem
A Quantum Leap Into The Future Of Chemistry

Q-Chem 5.3, Q-Chem, Inc., Pleasanton, CA (2828)

¥Yihan Shao, Zhengting Gan, E. Epifanovsky, A. T. B. Gilbert, M. Wormit,
J. Kussmann, A. W. Lange, A. Behn, Jia Deng, Xintian Feng, D. Ghosh,
M. Goldey, P. R. Horn, L. D. Jacobson, 1I. Kaliman, T. Kus, A. Landau,
Jie Liu, E. I. Proynov, R. M. Richard, R. P. Steele, E. J. Sundstrom,

H. L. Woodcock III, P. M. Zimmerman, D. Zuev, B. Alam, B. Albrecht,
A. Aldossary, E. Alguire, S. A. Baeppler, D. Barton, Z. Benda,
Y. A. Bernard, E. J: Berquist, K._B. Bravaya, H._Burtonr K. Carter-Fenk,
D. Casanova, Chun-Min Chang, Yunging Chen, A. Chien, K. D. Closser,
Ground-State Mulliken Net Atomic Charges
Atom Charge (a.u.)
10 -0.781752
2 H 0.3960876
3 H 0.390876
sum of atomic charges = 0.000000

Charge (ESU x 10~18)

-0.0000
Dipole Moment (Debye)
X 0.0008 Y -0.00806 il -2.8591
Tot 2.08591
Quadrupole Moments (Debye-aAng)
nX -4,2355 XY 0.0000 Y -7.1682
rE -0.0000 YZ -0.0000 ZZ -6.8262
Octopole Moments (Debye-ang~2)
XXX 0.0000 Y -0.00080 Y g.8080
Yy -0.0000 XXZ -1.1736 E -8.8080
YYZ -0.3347 rZZ 0.0000 YZZ -8.8080
777 -1.2139
Hexadecapole Moments (Debye-Ang”3)
HAEX -5.8166 RERY B6.0060 XEYY -2.8619
Y 0.0000 YYYY -5.1640 XEXZ -0.8080
EXYZ -0.0000 XYL -0.0000 YYYL -0.0080
AXEF -1.7138 XYZZ 0.0000 YYZZ -1.9223
RELF -0.0000 YZZZ -0.0000 ZEFE -6.1153

Archival summary:
\#,ProcedureUnspecified,6-31G%,3\\0,1\0%H,1,0.947\H,1,0.947,2,105.5 \\@

Total job time: ©0.60s({wall), 0.60s(cpu)
Mon Aug 3 11:208:13 2820

Thank you very much for using Q-Chem. Have a nice day.

1\1\zeta.localdomain\5P\ProcedureUnspecified\6-316%412\shiomi\MonAug311:20:132020MonAug311:20: 13202040
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