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ﬁ G1:M1 - Bond Semichem SmartSlide (tm)

Bond Type:
Ohloe O 0 ) 0= ) ——
Displacement:
Aom 1: | Translate group |
0.770 1.39514
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ﬁ G1:M1 - Bond Semichem SmartSlide (tm) pd
Bond Type:
ONME O O O ; @ 'ﬁ O =1=T=T=1-1
Displacement:
Atomn 1: | Translate group |« Atom 2: | Translate group
Translate group
Translate atom
0.770 1.35514 3.080
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¥1] G1:M1 - Bond Semichem SmartSlide (tm)
Bond Type:
QO None O O O [ —— 0O ====
Displacement:

Atom 1: | Translate group |+
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Bond Type:
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Displacement:
Mom 2: | Translate group

0.770 2.80000 3.080

Mom 1: | Translate group |
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@ GT:M1 - Angle Semichem SmartSlide (tm)

Displacement:
Atom 1: | Rotate group v Mom3: | Rotate atom
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12 - Notepad

File Edit Format View Help ..)9.&2».:40 ORSij k:a\ao).é l.f LJ‘?.l'é

%chk=C:\Users\asus\Desktop\12.chk
# hf/3-21g geom=connectivity

o5 JUNOtepad ab , L1, L

@1
c -©.82557545  -1.86138106 ©.00000000 - | ’03 LJ - l . -
C 1.36958455  -1.06138106 ©.00000000 R )9“0 9“6 u'“;’, 9)39) ),’,9"‘4’
c 2.86712255 ©.14636994 @.00000000
c 1.36946855 1.35487894  -0.00119900
c -9.02535645 1.35480094 -0.00167800
c -©.72295745 ©.14659494  -0.00063200
H -©.57533445  -2.01369806 ©.00045000
H 1.919@9255  -2.81389406 ©.00131500
H 3.16680255 ©.14644994 ©.00063400
H 1.91966855 2.30702194  -0.00125800
H -©.57547845 2.30708194 -0.00263100
H -1.82256145 ©.14677794  -0.00086200
21.56 1.5 7 1.0
3 1.5 8 1.0
4 1.5 9 1.0
S 1.5 10 1.0
6 1.5 11 1.0
12 1.0
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File Edit Format View Help
%chk=C:\Users\Asus\Desktop\12.chk

| 12 - Notepad

# opt freq b3lyp/6-311+g(d) @ Q‘)e.?u.mb bs

Title Card Required

(%)

= = == =Rl 1=~ ==~ o T g T o I o T o O

|

.02557545
. 36958455
.06712255
. 36946855
.02535645
. /2295745
. 57533445
. 91909255
.16680255
.91966855
.57547845
.82256145

.06138106
.06138106
. 14636994
. 35487894
. 35480094
. 14659494
. 01369806
. 01389406
.14644994
.30702194
. 30708194
. 14677794

. 00000000
. 00000000
. 00000000
.00119900
.00167800
. 00068200
. 00045000
.00131500
. 00063400
.00125800
.00263100
. 00086200
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Existing File Job Edit
File Edit

é AUsersVAsus\Desktopll 2. gjfl

Additional Steps 0

4l % Section |%chk=C:\Users\Asus\Desktop\12.chk

Route Section | apt freq b3lyp/6-311+g[d]

Title Section |Title Card Required

Charge , Multipl. [0 1

Molecule Specification

-0.02557545
1.36958455
2.06712255
1.36946855

-0.02535645

-0.72295745

-0.57533445
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-1.06138106
-1.06138106
0.14636994
1.35487894
1.35480094
0.14659494
-2.01369806

0.00000000
0.00000000
0.00000000

-0.00119900
-0.00167800
-0.00068200

0.00045000
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Batch Data | Processog [
Active Job | C:\UsershAsus\Desktop\12.f T R
P,.,g,,;g IC \GO9YAI1110.exe is processing...

CAY €AY CA> <A CAY <AY CAD <AY CAY <A CAY <AD )
CAY CAY CA> CA> CA) <A> CAY <AY CAY <A CAY CAD
CAY €AY CA> <A CAY <A> <A <AX <AY <A <AY <AD
CAY €AY CA> <A CAY <AY CAY <AY CAY <A CAY <AD
CAY CAY CA> <A CA) <A)> CAY CAY CA)
Requested convergence on RMS density matrix=1.0BD-B8 within 128 cycles.
Requested convergence on MAX density matrix=1.008D-06.
Requested comrergence on energy=1.00D-86 .
No special actions if energy rises.
SCF Done: E(RB3LYP) = -232.300730186 A.U. after 2 cycles
Convg = 9.24088D-89 -U/T = 2.8845
Range of M.0.s used for correlation: 1 158
NBasis= 150 NAE= 21 NBE= 21 NFC= @ NFU= 5]
NROrb= 158 NOA= 21 NOB= 21 NUA= 129 NUB= 129

*xx% Yarning!?: The largest alpha MO coefficient is 0.13918572D+@3
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— l"ll.ldred Barthel
Job cpu time: A days B8 hours 8 minutes 12.0 seconds.

File lengths {MBytes>: RWF= 33 Int= 8 D2E= A Chk=
Normal termination of Gaussian B9 at Wed MNov 15 16:87:45 20817.
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%) G1:M1:v1 - Display Vibrations — (| >
Mode Infrared "
3 0.0000
4 623.92 0.0000
5 684.12 133.9720
6 718.57 0.0000
7 858.30 0.0000
8 858.42 0.0000
S 973.15 0.0000
10 973.55 0.0006 w
Animate Vibration:
Start Animation Save Movie ..«
Animation Frequency: .
Displacement Amplitude: l
[] Show Displacement Vectors Scale:
[] Show Dipole Derivative Unit Vector  Scale: l
[] Manual Displacement: Save Structure...
I I | I |
Close Cancel Spectrum Help
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E GLM2V1 - Gauszian Calcuhﬁﬁn Sat;tup- - R — u

Title: Title Card Required
Keywords: # hf/3-21g geom=connectivity
Charge/Mutt.. 01

wJob Typei | Method Title Link & | General Guess MEO FEC Saolvation Add. Inp.

........................

Additional Keywaords: lpdate

Scheme: | (Default Scheme) E

Submt_ | |Quick lsunch | | Cancel || Edt. || Retsn || Defauts || Hep |
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E G1:M2:V1 - Gaussian Calculation Setup - Iﬁ

Title: Title Card Required
Keywords: H hi /3-21g9 geom=connectivity
Charge/Mutt.: 01

Job Type | Method |Trt|e |IJn|v:ﬂ |GenE:1E|I |Guess |NED |F'E=C |5D|1.ratinn Add. Inp.

Energy —
Energy
Optimization
Frequency
+qu e 5 (Salnge 5 o0k (o) 0 Sl
il 3,5 eolatwl 458 opl 51 L
Stability
NMR
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@ G1:M2:V1 - Gaussian Calculation Setup (S

Title: Title Card Required
Keywaords: # opt freq hf/3-21g geom=connectivity
Charge/Mult.: 01

Job Type | Method |Trtle |IJnI-:1] |Geneml |Guess |NEO |F‘E=C |Snl'~ratinr| Add. Inp.

Opt+Freq v |
Optimize to a Minimum [] Use RFO step IUse Quadratic Macrostep

Calculate Force Constarts | Never |E| [[] Usetight convergence critera

Compute Raman Defautt [] Compute WVCD [] Save Momal Modes

Compute ROA Mo |E| Read Incidert Light Fregs | Defautt |E| [ Skip diag. of full matrix

[] Select Normal Modes Modes: Atoms:

[ Anhamonic Comections Specify Anhamonic Modes: 1
Additional Keywords: |pdate
Scheme: | (Unnamed Scheme) El

Submit.._ ”Guid-;Lauan Cancel ” Edit... H Retain ” Defaults H Help ]
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E G1:M1:V1 - Gaussian Calculation Setup : |

Title:

Keywords: H b3yp/6-311++g(d.p) geom=connectivity
Charge/Mutt.: 01

Job Type | Method | Title | Link 0 | Geneal | Guess | NBO | FEC | Solvation | Add. Inp.
o 1 /2 [ Muttiayer ONIOM Mode!

Method: Ground State || | DFT... » | | Default Spin | | BILYP —

Basiz Set: 6-311G =| |+ - { . P - }

Charge: [0 | 2P Sngkt T \

[ ] Use sparse matrices 3 4 5 6
Additional Keywords: Update
Scheme: | (Unnamed Scheme) - [E]
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|5ubnu‘t‘ ||E|Lﬂd£Laund1|| Cancel || Edit.. || Retain || Defauits || Help |
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Raman Activity

Depolar-P Depolar-U

<l

| 3

Animate Vibration:

Start Animation

Save Movie...

Animation Frequency: D
Displacement Amplitude: - D
| [7] Show Displacement Vectors Scale: — |
[] Show Dipole Derivative Unit Vector
Manual Displacement: [save Stucture._ |
[] Manual Displacem | | ) ) . ) ) : | Save Structure
Close ] [ Cancel ] [ Spectrum l [ Help l
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File
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View
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Calculate »
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Windows »
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Surmmary...
Charge Distribution...

Surfaces/Contours...

NMR...
UV-VI5...

Scan...
IRC/Path...
Trajectory...

Optimization...
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