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File Action
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| atoms bonds angles dihedrals
T nr type name res  mass sigma [nm] epsion [kJ/mol]
=]
'l
I 1 MOLO1 Si 0 Sl 0.00000 0.0 0.0
2 oh o1 16.00000 3.06647e-01 8.80314e-01
3 ha H1 1.00800 2.59964e-01 6.27600e-02
| 4 ha H2 1.00800 2,59964e-01 6.27600e-02
| 5 ha H3 1.00800 2.59964e-01 6,27600e-02
|
6 ho H4 1.00800 0.00000e+00  0.00000e +00
Y
L L
Select item dicked at viewport
Label Number & Type 0K I Cancel

| | + 162%
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‘ File Action
3 MOLO1 (SH40)
1 atoms, 0 bonds, 0 angles, and 0 dihedrals may be invalid.
a atoms bonds angles dihedrals
2 nr type name res  mass sigma [nm] epsilon [kJ/mol]
1 Si3 Si1 28.085999399339999 0.380413752645925 1.297040000000000
ot 2 oh o1 16.00000 3.06647e-01 8.80314e-01
ha 1.00800 2.59964e-01 6.27600e-02
ha H2 1.00800 2.59964e-01 6.27600e-02
5 ha H3 1.00800 2.59964e-01 6.27600e-02
ho ~ H$& 100800 0.00000e +00

4
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QM | GAMESS | 9—2J0—8&E%= 20UV I ULET,

Preset’z [Optimize+RESP Charge] (CZEELTHMS. 1st jobdDChargeZz [-1] (CEFE

\
L. OKZz2JUw O UFET,
S 14 IE @ GAMESS Workflow Setup — O x
P 15 Preset | Optimize+RESP Charge bl #ofJobs: | + -
S 16 Enable scan calculation Config...
aw
1st job
. Ar 18
¢ K 19 Task Optimize k%) d | HF w| Basisset |§-31G* ~
F5TAINCEBF) ShiftsCirle EIY>) Ca 20 Charge oty [1 v Solvent | [one] v

kW KE

VW@ szzamp S 21
D TEEZE (Shift+Fs)(9) n 22 e
TEEHATETE(Y) YA
BREISTEZE(O).. Cr 24 2nd job
Task RESP ~ HF 6-31G*
- it [Mone]

Same conditions as previous job Continue from | previous job w

Reset... Import... |v Export... 0K
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¥ Fo3Iak

PEE 2214 (ipfa) Options ¥
&t T /I
workl_GMS_OPT END

© L work2_GMS_RESPESP END <
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Log (Extracted)
E MO & Charge
[ rese charges Iy < . X
d Show in Explore \
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S 16 >

aw

1¥RE

T B DD e
mmmTmTmTm

' |
= =1 < 1

o
=
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@ ISTAYITEBIF) ShiftsCrls B9 Type Action
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TLEE TR (Shift+F5)(S)
) YR (7) Spin Density () scale 1.0

RETRATEE(Y) ’

BREIFTEEE()...

BEH/ALVEETE(Q)... # selected atoms: 1

SEBRFTEPL \—¢
0K

LT S T N L VT )

el | - () - 0 w R
Marked atom: ¥=0%=0 Z= 1 605632
Length= 1.605632 Angle= " Dihedral= * Lper= * Charges Available: USM

i
]
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I
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w2 ULET,
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AMBERO3

|
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8 20 S TIRRED FERA < b Now...
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1. Edit Force FieldJ > ROTHEAIDanglesY =20 w O UET ., £ TDOF-P-FRIOFEEE
M2 22 ([CERESNTVDERRFHDIMNDF T, COFEMDFTEZFEITI D E/\HAEEN
AN TCULFERWVET,

2. Action | Assign equilibrium bonds/angles from current structurez2- w2 L. &
HFAATTHEBEDMEER. ffaBICEFEaREFEAZEELEX I,

3. OKZzJOUw O UERT., BOEBIESILAMMPSE RS EF 1 — b ZILIREDFIE(CHREWNE T,

— KRERDOHBZEZEL TVDITEH., FTEROEE - Y (FEERIEL T ZE0,

@ Edit Force Fielg

Mo invald parameter found.

3 MOLO1 (PF6) atoms bonds angles  dihedrals

W3 No invalid parameter foyg i i k cth

toms bonds angh 2 1 3 O 3.6819E+002
- i 14 O 3.6819E+002
hn‘

- 9.22206+001 3.40H19€ +002 15 &l 3651964002
f-p5-f 9.2220E-+001 3.QM19E+002 1 5 @ 3.6319E+002
f-ps-f 9.2220E-+001 3.QM19E+002

1 7 (M 3.6519E+002
f-p5-f 9.2220E+001 3.QM19E+002
1 4 (M 3.6519E+002
f-p5-f 9.2220E+001 3.qQM19E +002
- 9.2220E-H001 3.QM19E +002 1 5 O 3.6815E+002
f-p5-f 9.2220E-+001 3.QM19E+002 1 [ (M 3.6519E+002
f-p5-f 9.2220E+001 3.QM19E+002 1 2

9.2220E+001 3.4

9.2220E+001 3.4
9,2220E+001 3.4
9.2220E+001 3.4

9.2220E+001 3.4

Select item dicked at viewport

- L + 159% - NS = oK @
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