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Eo = ( — — Epps(REP)
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G (oxidized): CgHgtDGibbsBHIRILF—
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. VIL\ZEIRTGaussianZERL. & 9—02I70—WERI>Z2IUVIULET,

2. Presetz [Optimize] %3#IRU. Basis setz [6-311G*| (CEEL. # of jobsDA
D+NF>=TJw/ILT. 2nd jobZENMUET,

3. 2nd jobdSame conditions as previous jobdDF 1w IS5 L. Taskz [IR] (.
SolventZz [CH3CN(SMD)] (CEEUZXT,

0 Gaussian WorkflowMftup — O

Preset | Optimize ~ | (modified) #of Jobs: | 4+

[JEnable parameter fstructure scan Confi

1stjob i
Task Optimize ~ | Method  B3LYP » | Basisset |6-311G*
Charge i ~ Multiplicity |1 w Solvent [Mone] ~

Details. ..
2nd JDb + =
Task IR Method B3LYP ~ | Basisset |6-311G6%
Charge ] w licity |1 w Solvent | CH3CM(SMD)
[]5ame conditions as previous job evious job £
Details. ..
Reset... Import... |v Expart... Cancel
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1. # of jobsDAEFED+RY>ZToUwILT. 3rd jobZiENL. Same conditions as
previous jobdDOF T v U%&4 L. TaskZ [Optimizel (C. ChargeZz [1] . Multiplicity
Z [2] (C. SolventZz [[None]l (CEEUZFET,

2. # of jobsDARBED+RY>ZIUw I LT, 4th jobZENL. Same conditions as
previous jobdF v OZ4 L. Taskz [IR] (C. Solventz [CH3CN(SMD)| (CEEL
x99,

3. TATDE/ET > ROT, SAEHOIOT7EIISECT# of Threads/MPI Procz:i&E L T.
RTINS =20 v IUERT,

3rd job

Task Optimize ethod B3LYP ~ | Basisset | g-311G* ~
Charge 1 Multiplicity |2 Solvent [Mone]

[ same conditions aJrevious job Continue from | previdhy job i

4th job + || -
Task IR Method B3LYP ~ | Basisset |g-311G*

Charge 1 v Multiplicity |2 Solvent | CH3CMN(SMD) <

[]same conditions as previous job Continue from | previous job w

Details. ..

Reset... Import... |7 Export... Cancel
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1. workl~work4D{EZET A )L DIRRENEND(ICEIL LT, T A IS D

work2_GAU_IRZ2UUw O L. 7933 >dDLog(Extracted)z2oUw DU,

[Sum of

electronic and thermal Free Energies] Dfl (REZEWEED25CHDGibbsHHAIRILF—.
BfiI(IHartree)zikE=H UE 9. workd_GAU_IRICDWLWTHEEHRICSUm of electronic and

thermal Free EnergiesfEZzikE=H UE T,

@ Extracted Log (C¥winmos11¥UserData¥redox_potential. wmpjdata¥work2_GAU_IR¥gau.log) -

Folarizable Continuum Model (PCH)

¥ Jfoiizhh
FEZE 74 )4 (redox_potential) Options ¥
E=0 o) 1% FE

war k1 _GAU_OPT
b warkZ_GAU_IF
L workI_GAU_OPT

Lo L workd_GaU_lI

<

TH4 g (work2_GAU_IR)

':__‘ Coordinate (Initial)
{__1 Coordinate (Final), Charge & Dipole
-
Log

Log (Extracted)
E MO & Charge
E IR fRaman
'= Show in Explorer

Model

Atomic radii
Folarization charges :
Charge compensation
Solution method
Cavity type

Cavity algorithm

1zt derivatiwves

2nd derivatives

: PCH.
: SMD—Coulomb.

Total charges.

: Hone.

: Matriz inwversion.

: VdW {wvan der Waals Surface) (Alpha=1.000).
: GePol (Ho added spheres)

Default sphere list used. HSphiG= 12.

Lebedev-Lailkov grids with approx. 5.0 points ~ Ang*x?,

Snoothing algorithm: Karplus-York (Gamma=1.0000}).

Polarization charges: spherical gaussians, with
point—specific exponents (IZeta= 3).

Self-potential: point-specific (ISelfS= 7).

Self-field : sphere—specific E . n sum rule (IS=1fD= 2.

: Analwtical E{r).r(=)-FHM algorithm (CHGder., D1EAlg=3).

Cavity lst derivative terms included.

; Analvtical Ei{x).r(=v)-FMH algorithm (CHGder. D2EAlg=3).

SCF Done: E(RB3ILYP) = —232 306947313 4. 0. after 10 cycles
Tenperature 298 150 Kelwin. Pressure 1.00000 Atm.
Zero-point corrections= 0.100310 (Hartres~Particle)
Thermal correction to Energy= 0.104707
Thermal correction to Enthalpy= 0.105e51
Thermal correction to Gibbs Fres Energy= 0.072847
Sum of electronic and zero—point Energies= —232 206637
Sum of electronic and thermal Energies= —232.202240
Sum of electronic and thermal Enthalpies= —232.201296
Sum of electronic and thermal Free Energies= —232.234100
E (Thermal) cy =]
KCal- Mol Cal-Hol-Kelwvin Cal-Hol-Kelvin
Total 65705 17 . 176 69042
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« AEOFIETEFEMLETEMIIUTORXNSEETDEL.90 VERDFUR, P, EEBREE L
TXHA[1]T1E2.00 VIERE SN TWLET, BEAOZHR(C (Y =) | BiieZE#R=FAEAUE U,

G (reduced) -G (oxidized)
Eo/r = ( — Eps(REF)
s e
el e=e) - Offidd [Sum of electronic and thermal Free -232.234100 [hartree]
Energies | =-6.097305458E+005 [kJ/mol]
= -6.097305458E+008 [J/mol]

G(oxidized) 1{id> [Sum of electronic and thermal Free -231.993647 [hartree]
Energies | -6.090992366E+005 [kJ/mol]
-6.090992366E+008 [J/mol]

_ BE U IEET DR
_ J7 ST —TEH 96485.33289 [C mol]

E ngs(REF) Ag/AgCISEREBIR (+0.199V (vs. SHE. 25°C) )  4.639[V] (25°C) [1]

BicE R

[1] EXULFEEF e
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« B3LYP/6-311G*DABICB3LYP/6-31G* L ARILTHEERDFTEZITWLWE L UIZEALITIRDIED T,
BE L <(EDND6-31G*EERE CIEIEBRENSAS < INDIERERDFILUR,

e it v

SEERME [1] 2.00
ZTE{iE [B3LYP/6-31G*] 1.69
s1E1E [B3LYP/6-311G*] 1.90

« ARF21— MUV TECHg/CeHgt DEERME TRENDMNTZSIREIBAG/AQCIZETE CHEREARLFE UL
H MBOZEREBBR COEZEL UZWEE(CE. 25CTERDE[1]ZENET,

E L R

SHE 4.44
SCE 4.6844
Ag/AgCl 4.639

[1] BRULFAEESR6hR
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