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GRRM. MINZL & RHF/6-31G73% &
/

/ -
# [Job type]/[Ab initio method]

[Charge] [Spin multiplicity]

[Chemical symbol of atom 1] [Cartesian coordinates of atom 1]
[Chemical symbol of atom 2] [Cartesian coordinates of atom 2]
[Chemical symbol of atom 3] [Cartesian coordinates of atom 3]
[Chemical symbol of atom 4] [Cartesian coordinates of atom 4]

Options

Option 1]
Option 2]
Option 3]
Option 4]
[Option 5]

AN

GauProc=?"?
LADD=??
ANt
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e EQnlog:EQnMSNDADDFIEZEDERE.
ADDFRIRIZiB>=-EER LU IRIILTF—ZIE

* TS listlog: BFIRAEEED') X+
TSmlog: TSmMBDIRCET EFER

DC list.log: f2EEfE D' Ak
DCm.log:DCmhyib D meta-IRCETEFG R
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e xxx_message CONTINUE.rrm
s FTEETHRICENEITS
e xxx_message END.rrm

« DRV EERTERICERIND

e xxx_message ERROR.rrm

 GRRMEIEDIZ—EFILFFICE RSN

e xxx_message LINkKERROR.rrm
s EFIEFFEIOOUDIT—IT LA ELERIZ
RN

e GaussianIo—]R R ZFIEHIZIE
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EQ list.log

List of Equilibrium Structures

# Geometry of EQ 0, SYMMETRY = Cs

H -0.452596548000 0.034871834140 -1.807771705495
@) -0.452596548000 0.643013717456 -1.034349518878

O -0.452596548000 -1.276412777953 0.242743092264

C -0.452596548000 -0.053534532177 0.147136623161
H -0.452596548000 0.652061759532  0.979506709948
Energy =-189.686345910766 | & FI7/L+—(hartree)

ZPVE = 0.033269502369 05 Rk E)T F/L+— (hartree)

. : — g
0.013844532 0.017705839 0.041505728 0.043865003 0.063830393

| 0.075651074 0.114134257 0.376915991 0.486564365

|

HEEEME T
BN # (cm ) ~DZEH

sqrt(f,/1822.88853006256)*219474.638170777

2017/6/14 (C) 2017 HPC Systems Inc.
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EQnlog

PROFILE OF SHS-PATH 1

Initial geometry (negative direction of mode 1)

H -0.273098290958 0.034871834140
O -0.470810700199 0.643013717456
O -0.461175866010 -1.276412777953
C -0.434217247418 -0.053534532177
H -0.425702172635 0.652061759532

# STEP 1 E(Harmonic) = 0.001382748031
GENERATION = 1

H -0.427536180483 0.033981498650
O -0.450816718537 0.643825451874

O -0.448164828929 -1.276628047144
C -0.470612689786 -0.053172482437
H -0.361723584567 0.639174894802

energy : -189.685073971923

Spin(**2) :  0.000000000000

# STEP 2 E(Harmonic) = 0.015363867007
e T R~~~

-1.807771705495
-1.034349518878
0.242743092264
0.147136623161
0.979506709948

-1.806811316248
-1.035605196155
0.242624857766
0.150438437675
0.961037157834

Another EQ was reached over the TOP of SHS-PATH

L FEmEILFIDEQNFZEL =

2017/6/14 (C) 2017 HPC Systems Inc.
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TS list.log

List of Transition Structures

# Geometry of TS 0, SYMMETRY = C2v

H -0.452579896769
O -0.452568723828
O -0.452556518725
C -0.452547834023
H -0.452526289353

-0.739634023903 -1.194712914423
0.622484509496 -1.029441079169
-1.176022414821 0.106195948153
0.119374517004 0.165753891233
0.696601689310 1.079890807874

Energy =-189.621177046091

Spin(**2) = 0.000000000000

ZPVE = 0.028318278608

Normal mode eigenvalues : nmode = 9

-0.134645676 0.026856941 0.040118575 0.052256091 0.054695965
0.065556445 0.091473665 0.154739450 0.409107921

CONNECTION

0-0

e~ A~~~

CONNECTION :

CONNECTION :

CONNECTION :

2017/6/14

EQOLEQOZE DTS

EQ1LEQOZD%4<TS

EQOEDCZFDZKTS (EDLSZDCHIL,
i3 STSn.log &4E)

EQO0&E??ZF DTS (?256] Tdp BV, TSm.log Z4E)

(C) 2017 HPC Systems Inc. 20



TSnlog

INITIAL STRUCTURE

H 0.299046126297 0.824914186341 -1.543088134585
O -0.527191800919 0.602385717426 -1.071167510316
O -0.483843412292 -1.274397964889 0.264284928724
C -0.391162088155 -0.064922267476 0.144548168047
H -0.276089959676 0.619520579434 0.994380478018

~mm A iR~~~
IRC FOLLOWING (FORWARD) STARTING FROM FIRST-ORDER SADDLE

e T [ e~
IRC FOLLOWING ALONG BACKWARD DIRECTION

o |:|:| ﬂ]ﬁ.._......_

«  Forward&Backward DES S50V E P ES (LRI NI EL)
«  Forward' L UBackward #FHFHADRFEDFEIZEQ. DC, F/-/F, ??

« TS listlog TI£os3DCE/EIE?? /5058 1%, TSm.log DForward 7=
(FBackward DR i IEE Z Z TxTils I S8 8 Z M7

« P77 REDEQRBILIZKAK, FLEL/-1GED fE KRB ZFFo TV

2017/6/14 (C) 2017 HPC Systems Inc. 21
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2 Options T D GauProc=[m]
> GaussianET & @) it 51| 21 (YNProcShared)
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AV A= IVFIBZS R

GRRERM-GDSP (Z7J)—3) (Zip) (779 KB) >

Perl. graphviz. gnuplotf AL THK

GRRM_GDSP.pl GRRM-GDSP F{T7 7 A VALK
formDC.exe BT B 7 1 T A
grrMap.pl PR Map {ERK 7' 1 75 2
TsDisp.pl TSHEFTER T 1 7T A

TS enp.ixt TS = F /L% —Map {ERk B 7 7 1 v
GDSPHTM Web i # 7 7 A /L

GDSP 0.HTM Web FRY A RORIEZ 7 A )V
GDSP_outHTM Web #5775 U A HIYIEIE 7 7 A /L - $GRRMroot/GDSP/ LA FIZEX
XXn_0.HTM WER ORI 7 74 v
XXna_0.HTM BEFTORE T 71V

0 0.HTM EFTR T 7A IV

anime.js ghE s —

GLmol.js SFEFRRY —
jquerry-1.7.min.js FTERRY —
Three-49custom.js SRR — L
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A v Edid L
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