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1. YVIVI\EEIRA -1 —TGaussianz:&ERLUTC. 9—2J0—-8/ENRT>ZI0UvIUET,
Gaussian Workflow Setup™ - > ROT# of Jobs:OAED+NF> &2 IIUVIULET,

3. 2nd job®dSame conditions as previous jobDF T v I =4 L T. TaskH S Energy.
Solventh*5Water(SMD)Z:#RLT. OKIKNF>ZIOUwIULET,

4, ST DRET > RO TERAGTEM(ICIGE U T# of Threads/MPI ProcziEL T, £1T

ALY \
/—I_\g /%0 IJ \\J 0 L/ i g_ i @ Gaussian Workflow Setup — O X |
y_u,}i Gaussian . | ' | Preset Optimize ~  (modified) #ofdobs: 4+ 2 -1
|
[_]Enable parameterstructure scan onfig |

v | Repla ' 1st job + I -

Task Optimize ~  Method  B3LYP ~ DBasisset 6-31G* v |

N

Multiplicity 1 Solvent [None]

[ | | Charge 0
| @ Gaussian Workflow Setup = a X i
|
| Preset Optimize ~ #ofJobs: 4
Details...
[CJEnable parameter/structure scan ~ CN\Jlo |

|
1st job + I - | + ] -
| Task Optimize v Method B3LYP ~ DBasisset 6-31G* | ~ DBasisset 6-31G* v
Charge 0 v Multiplicity 1~ Solvent  [None] Solvent  Water(SMD)

Details... Details...

|
Reset... Import... |v Export... 0K Cancel Reset... Import... |v Export... 0K
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1. 2 TCOTEMNMERT LU Twork2_GAU_ENEDEZE T A LT DIRENEND (CEIL U=, E%E
A IS Dworkl_GAU_OPTZoUwILT. ZP>3>dDLog (Extracted) #0Uw oL
F£9 ., BEDSCF Done:MITDE(RB3LYP) = OEDIILFE—1E(-155.03379 Hartree)HN'E
ZERDIRILF—TTI,

@ Extracted Log (C:¥winmos11¥UserData¥smd_gaussianwmpjdata¥work1_G... — O x
¥ Jovik SCF Done: E(RBILYP) = -158.033795267 ~ & .U after 8 cycles
i aximum Force : .
fF= 724 (smd_gaussian) e RMS Force 0.000012 0.000300 YES
=W i Maximum Displacement 0.002043 0.001800 HO
RHMS Displacemnent 0.000782 0.001200 YES
©> work1_GAU_OPT SCF Done: E(RB3ILYP) = -155.03379937% AU, after 7 cycles
“ workZ_GAU_EWERGY Haximum Force 0.o000079 0.000450 YES
RMS Force 0.00001le 0.000300 YES
Haximum Displacement 0.002536 0.001800 HO
RHS Displacenent 0.000956 0.001200 YES
< L4 SCF Done: E(RB3LYP) = 155 033799447 AT, after 7 cycles
. Haximum Force =rmmorooT o 0.000450 YES
PH3r3.s (work1_GAU_OPT) RMS Force 0.000003 0.000300 YES
Maximum Displacement 0.000135 0.001800 YES
A coordinate (Initial) RMS Displacemsnt 0.000047 0.001200 YES
. Optimization completed.
d Coordinate (Final), Charge & Dipole — Stationary point found.
Log /I #P B3LYP-6-31G* opt pop=full gfprint “Winmostar>~0,1~C.-0.0241119884
Dipole moment (field-independent basis. Debye):
ILOQ[Ettrached} < I X= 0.2631 ¥= 1.5401 Z=
h - Hormal termination of Gaussian 16 at Sun Sep 28 13:36:18 2025.
Animation v
< >
Export.., Close
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1. fFE T A IS Dwork2_GAU_ENERGY%ZZUwOULT. ZP>3>DLog (Extracted) %=

2JUw 2 L%ET, SCF Done:DITME(RB3LYP) = DEDIRILF+—1E(-155.04045 Hartree)
WKBERFDOIRILF—TT,

2. B EBEZEhDTRILE—24.2 kcal/mol (= -155.04045 - (-155.03379) = -0.0666
V=~ — N A\ = —
Hartree) WEstBEI(CKDBEINBEARAIRILF—7T. EERE[2]D-4.9 kcal/molz X <HBEIRLTL)
353_0 @Extracted Log (C¥winmos11¥UserData¥smd_gaussianwmpjdata¥work2.. — O s
v J03hk Polarizable Continuum Model (PCH) A
: - Model : PCH.
e 7415 (smd_gaussian) s Atomic radii . SHD—Coulomb.
= i Polarization charges : Total charges.
Charge compensation : Hone.
¢ work1_GRAU_OPT Solution method : On—the-fly selection.
- work2_GAU_ENERGY Cavity type : VdW (van der Waals Surface) (Alpha=1.000}.
Cavity algorithm . GePol (Ho added spheres)
Default sphere list used. HSphG= 9.
Lebedev-Laikov grids with approx. 5.0 poir
< > Smoothing algorithm: York-Karplus (Gamma=1.
Polarization charges: spherical g?qssians,
253" (work?2 ENER point—specific expone
PovaY € = " Self-potential: point-specific (ISelfS= 7).
d Coordinate (Initial) Self-field . sphere-specific E.n sum rul
Solvent . Water, Eps= 78, 355300 Ep=s(inf)= 1.77784¢
{1 Coordinate (Final), Charge & Dipole
— Spheres list:
Log /I— SCF Done: E(RB3LYP) = =155 040456833 AU, after 10 cyvcles
Dipole moment (field-independen as1=s, Debye):
L Log Extracted) & [ ] X= 0.3187  ¥= 20694  Z=
EMG&C’I‘mrge \l NHormal termination of Gaussian 16 at Sun Sep 28 13:36:23 2025.
< >
[2] Biochemistry 20(1981) 849. Export... Close
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