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(@ GAMESS Workflow Setup — O X
b 1 GAMESS A Preset Optimize w #oflobs: 4+ 1 .
MOPAC
GNDO/S [JEnable parameterfstructure scan ~ Config

- | Ren &
Gaussian 1st job + I -
NWChem

270 ( LAMMPS Task Optimize . Method  B3YP(same asGaus: ~ Bassset  6-31G%

Gromacs
Quantum ESPRESS0 Charge 0 v Multiplicity 1 Solvent  [None]
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Gaussian: &£ MSCF Done: E(RB3LYP) =D& D&

NWChem: # &HREDOEYEDIZDIE
PhYa (workt_GMS_0PT) GAMESS

d Coordinate (Initial) @ Extracted Log (C\winmos11\UserData\bondenergy.wmpjdata\work1_GMS_OPT\gms.out) — ] X

'd Coordinate (Final), Chgjge & Dipole NSERCH: 2 E= -79.8304372512 GRAD. MAX= 0.0008002 R.M.5.= 0.0002393

— FINAL R-B3LYPV1R ENERGY IS —79.8304384586 AFTER 7 ITERATIONS

Lug NSERCH: 3 E= -79.8304384586 GRAD. MAX= 0.0001672 R.M.S.= 0.0000491
FINAL R-B3LYPV1R ENERGY IS —79.8304385056 AFTER 7 ITERATIONS

Log (Extracted) B e e R NEAE T ia=iui=l ) ey sy v .0000214 R.M.S.= 0.0000071 ‘

B animation ——..exukw EQUILIBRIUM GEOMETRY LOCATED w#wsx _ —-

[$ MO &Charge

= Show in Explorer

Gaussian NWChem

@ Extracted Log (C¥winmos11¥UserData¥bondenergywmpjdata¥work3_NW_OPT¥nw.out) — O x
@ Extracted Log (C:¥winmos11¥UserData¥bondenergywmpjdata¥work1_. — O XK

@ 2 -79.83042193 -4 8D-06 0.00006 0.00002 0.00221 0.00419 6.9 A
SCF Done: E(RB3LYP) = -79.8303134086 AU after 9 cycles A Total DFT energy = -79.830422021171
Maximum Force 0.006079 0.000450 HO Total DFT energy = -79.830422021171
RMS Force 0.001426 0.000300 NO Step Energy Delta E Gmax Grms Arms Emax Walltime
Haximnum DJ:.Splau:ement, 0.022117 0.001800 RO —_—
RMS Displacenent 0.010771 0.001200 NO @ 3 -79.83042202 -9 .4D-08 0.00004 0.00001 0.00029 0.0005S B.4
SCF Done: E(RB3LYP) = -79.8304203754 A.U. after 8 cycles Optimization converged
WERITON FoTCE ULy T. 000450 YES Step Energy Delta E Gmax Grms Hrms Emax Walltime
RMS Force 0.000060 0.000300 YES —
Haximum Displacement 0.000415 0.001800 YES _
RMS Displacenment 0.000224 0.001200 YES %9 4D-08 _ggogggjzlggggggl 0.0002% D.000SS g4
Optl“lzathn Cm“plet,'ed Center of charge (in au) is the expansion point v

—— Stationary point found. . ) v
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@ Extracted Log (Ch\winmos11\UserData\bondenergy.wmpjdatatwork2_GMS_OPT\gms.out) ] X
d Coordinate (Final), Chgrge & Dipole
HSERCH: 2 E= -39.8382916162 GRAD. MAX= 0.0003344 R M.S. 0.0001287
=& Log FINAL U-B3LYPV1R ENERGY IS —39.8382901914 AFTER 7 ITERATIONS
Log (Extracted) HSERCH: 3 E= —-39.8382901914 GRAD. MAX= 0.0007067 R M.S. 0.0002593
g FINAL U-B3LYPV1R EHERGY IS -39.8382920524 AFTER 7 ITERATIONS
HAnlmatlon : = =37, = 0.0000084 R .M.S.= 0.0000040 |
[+ Mo & Charge sxxxx EQUILIBRIUM GEOMETRY LOCATED s
= Show in Explorer
(@ Extracted Log (C¥winmos11¥UserData¥bondenergywmpjdata¥work?_. — O * (@ Extracted Log (C:¥winmos11¥UserData¥bondenergywmpjdata¥workd_NW_OPT¥nw.out) O X
SCF Done: E(UB3I.YP) = =39.8382896465 A.U. after 9 cycles A @ 2 -39.83829177 -1.9D-06 0.00003 0.00002 0.00097 0.00187 4.3 A
<Sxk>= 0.0000 <Sy>= 0.0000 <Sz>= 0.5000 <S++2>= 0.7538 S= 0.5019 Total DFT energy = —39.838291779527
Mazimum Force 0.000756 0.000450 HO Total DFT energy = -39.838291779527
RMS Force 0.000495 0.000300 HO Step Energy Delta E Gmax Grms Hrms Walltine
Hazimun Displacement 0.002000 0.001800 HO —_—
RMS Displacement 0.001309 0.001200 HO @ 3 -39.83829178 -8.1D-09 0.00000 ©0.00000 O0.00005 O.00009 5.2
SCF Done: E(UB3LYP -39.8382919105 A.U. after 7 cycles Optimization converged
= = = «S**%2>= 0.7538 S= 0.5019 Step Energy Delta E Gmax Grms Hrmns Walltine
Maximun Force 0.000000 0.000450 YES —_—
RMS Force 0.000000 0.000300 YES @ 3 —-39.83829178 —3.1D—09 0.00000 O0.00000 O.00005 0O.00009 5.2
Mazximum Displacement 0.000001 0.001800 YES —-39.838291855458
RMS Dlsplacement 0.000000 0.001200 YES Center Df charge (:Ln au) is the expan51un point v

Opt.:Lm:Lzat, ion completed
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1. (AFILSZHILOIXRILF—) x 2 - (ZHA>DOIFIILF—)T, #HEIXRILF—Z2EBHUE
9, -39.8383 x 2 - (-79.8304) = 0.1539 Hartree = 96.5 kcal/mol = 403.9 k]J/mol&
XD E9d,

XFIL==H)L -39.8383 Hartree
T5> -79.8304 Hartree
EEIRILF— 0.1539 Hartree
96.5 kcal/mol
403.9 ki/mol
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