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6 atoms, 16 electrong, neutral, singlet Build Select Placement
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Keywords: # hf/3-21e eeom=connectivity
Charge/Mult: 0 1
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>  Energy
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Frequency

IRC
Scan

Stability
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Additional Keywords: Update:

Scheme: (Default Scheme) il

Submit... Quick Launch Cancel Edit... Retain Defaults Help




W\ERBIL

1) G1:M1:V1 - Gaussian Calculation Setup

Title:
Keywords: % opt freq hf/3-21e eeom=connectivity
Charge/Mult: 0 1

Job Type Method Title Link 0 General Guess NBO PEC S

‘ﬁ_j* Opt+FreqZz&Es3:

Optimize to a Minimum Use RFO step

Use tight convergence criteria

Compute VCD
Read Ihcident Light Freqs | Default

Calculate Force Constants | Never

Compute Raman Default
Compute ROA MNo
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Title:

Charge/Mult: 0 1

Keywords: % opt freq hf/3-21e eeom=connectivity

Job Type Title Link 0  General Guess NBO FEC  Solvation Add. Inp.

Method: Ground State

Hartree-Fock

ilayer ONIOM Model

Hartree-Fock

A
Basis Set: -21G W v
Charge: [0 e | Singlet o
Additional Keywords: Update
Scheme:  (Unnamed Scheme) v IE‘
‘ Submit... inch Cancel Edit... Retain Defaults Help
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C
File Process Utilities View Help
Batch Data: Processing:
Active Job: CAUSERSYYAMNORADESKTOPADANBUTADIENE.LOG Output File: BUTADIENE.LOG

Run

Progress: | rocessing Complete.

1,0.,-0.00001086, -0.00005226,0.,-0.00017413,-0.00004727,0.,-0.00001247
,0.00005567,0.,-0.00017483,0.00004621,0.,-0.00001334, -0.00002830,0. ,0.
00020623, -0.00004605,0. ,-0.00000689, -0.00000910,0.,-0.00001116] | |@

“THE TIME HAS COME™, THE WALRUS SAID,

“TO TALK OF MAMY THINGS,

OF SHOES AND SHIPS AND SEALING WAX,

OF CABBAGES AND KINGS,

AND WHY THE SEA IS BOILING HOT,

AND WHETHER PIGS HAVE WINGS.™

Job cpu time: 0 davs 0 hours 0 minutes 4.0 seconds.

File lengths (MBvtes): RWF= 6 Int= 0 D2E= 0 Chk=
Normal termination of Gaussian 09 at Mon Apr 23 09:37:11 2018.

< I

Finalizing Calculation and Output
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Gaussian job has completed
Do you want to close the Gaussian window?
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&* Gaussian Job Completed X

Gaussian Job Completed for input file:

C¥lUsers¥vamnor¥Desktop¥DA¥butadiene g)f

Would vou like to open the following result file(s)?
C¥lUsers¥vamnor¥Desktop¥ D A¥butadiene chk :—

C¥lUsers¥vamnor¥Desktop¥DA¥butadiene log

Target:  Separate new molecule eroup for each file o |

Read Intermediate Geometries (Gaussian Optimizations Only)

* Ok | ' Cancel
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31 G2:M1:V1 - Gaussian Calculation Summary X
Title Gard Required

File Name butadiene
File Type chk
Calculation Type FREQ
Calculation Method RHF
Basis Set 3-21G
Charege 0
Spin Sihelet
Total Enerey -154. au.
RMS Gradient Norm UO0o07ss2 au.
Imaeinary Freq
Dipole Moment 0.0342 Debye
Point Group

Ok  View File | Save Data
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Color Range: -0408 to 0229
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Current Surface:

. 48955
12 -0.51511
e 11 —m— -0.58722 v
Charge: 0 Spin: | Singlet ||  Gaussian MOs from: C:¥Users¥yamnor¥Desktop¥DA¥butadie
New MOs  Visualize  Calculation  Diagram
Wavefunction: | Restricted v Adjust Occupancy v
Permutation List:
Occupancy (Alpha) @  1-48
Ok Cancel Help
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Save as: Auto v Helg

Enlarge Width and Height by |3 x [ |v White Background [ Gray Scale
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2l Save... Ctrl+S
Save Temp Files...

— Print... Ctrl+P
i Save Image File...

Save Movie »
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4 atoms, 8 electrons, neutral, doublet Build Select Placement
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6 atoms, 16 electrong, neutral, singlet Build Select Placement
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1) G1:M1:V1 - Gaussian Calculation Setup

Title:
Keywords: % opt freq hf/3-21e eeom=connectivity
Charge/Mult: 0 1

Job Type Method Title Link 0 General Guess NBO PEC S

‘ﬁ_j* Opt+FreqZz&Es3:

Optimize to a Minimum Use RFO step

Use tight convergence criteria

Compute VCD
Read Ihcident Light Freqs | Default

Calculate Force Constants | Never

Compute Raman Default
Compute ROA MNo

<1 [ <] <]
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774 LV&(N): m— ethylene I
774 VDERR(T): IGaussmn Input Files (*.gjf *.com) I

Save as: Auto v Help

[v Write Cartesians [ Append Extra Input [ New Molecule Group
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_ B=22: (CHECI) Ihquire Select Atom 3
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B=221034 (C5C11) Ihquire Select Atom 3
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E G3:M1:V1 - Gaussian Calculation Summary

Title Card Required

File Name ethylene
File Type chk
Calculation Type FREQ
Calculation Method RHF
Basis Set 3-21G
Charge 0
Spin sihelet
Total Enerey =71 au.
RMS Gradient Norm 000009216 awu.
Imaginary Freq
Dipole Moment 00000 Debye
Point Group

"""" Ok L View File ~ Save Data
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Current Surface: A
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@ G6:M1:V1 - Gaussian Calculation Setup

Title: Title Card Required
Keywords: # opt=(calcfc.ts) freq rhf/3-21e scrf=chec
Charge/Mult: 0 1

Job Type Method Title Link 0 General Guess

Gevre

Optimize to a ‘ TS (Berny) : [ ] Use RFO
Calculate Force Constants  Once v: [ ] Use tight

Compute Raman Default | | | Compute
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B=221034 (C5C11) Ihquire Select Atom 3
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@ G6:M1:V1 - Gaussian Calculation Summary

Title Card Required
File Name 3 TS
File Type chk
Calculation Type FREQ
Calculation Method RHF
Basis Set 3-21G
Charge 0
Spin sihelet
Total Enerey -231. au.
RMS Gradient Norm 000074630 awu.
Imaginary Freq
Dipole Moment 05748 Debye
Point Group

uuuuuuuuuuuu

Ok : iew File = Save Data
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7] G&:M1 - MOs - O X

Current Surface: 20 v P 0 32839 ~
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1) G1:M1:V1 - Gaussian Calculation Setup

Title:
Keywords: % opt freq hf/3-21e eeom=connectivity
Charge/Mult: 0 1

Job Type Method  Title Link 0  General Guess NBO PBC S

z{-
‘ Minimum

Optimize to a *: Use RFO step
Calculate Force Constants | Never | Use tight convergence criteria

Compute VCD
Read Ihcident Light Freqs | Default

/4

|

Compute Raman Default
Compute ROA MNo
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16 atoms, 46 electrons, neutral, singlet Ihquire Select Atom 1
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@ G5:M1:V1 - Gaussian Calculation Summary

Title Gard Required

File Name cyclohexane
File Type chk
Calculation Type FREQ
Calculation Method RHF
Basis Set a=-21G
Charee 0
Spin Sihelet
Total Enerey =231. au.
RMS Gradient Norm 0.00000071 awm.
Imaeinary Freq
Dipole Moment 02259 Debye
Point Group

Ok View File  Save Data
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Scan...
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Intrinsic Reaction Coordinate

Intrinsic Reaction Coordinate = 7.94538, Total Energy (Hartree) = -231.652
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31 G&:M51:V1 - IRC Plot - O X
Plots

Total Energy along IRC

Show All Plots
— Hide Other Plots
9 - Q Zoom Out
g -232 — Undo Last Zoom
E — & Print...
S
o

-232 — @l Save Data...
- @ Export...
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Intrinsic Reaction Coordinate

Intrinsic Reaction Coordinate = 7.94538, Total Energy (Hartree) = -231.652 ?
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Y-Axis:

Units
Origin = - 145364 KCal/Mol[: Current &

Ihvert Axis

A-Bxis:
Unite = | Scale by... vl |

Current

Origin = 0

Cancel Default
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31 G&:M51:V1 - IRC Plot
Plots

Total Energy along IRC
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Show All Plots
Hide Other Plots
(':'{ Zoom QOut

Undo Last Zoom

& Print...

izl Save Data...

Properties... I

Intrinsic Reaction Coordinate

Intrinsic Reaction Coordinate = 7.94538, Total Energy (+ 145364) (KCal/Mol) = 0.264409




EffRZEFRFI S (RibiER)

T74 )b %&(N)q| IRC_energy.jpg

IRC energy.jpg

l

T74 LOFEFR(T): JPEG Raster Image File (*.jpeg *.jpg)

~ TANI-ORER



SIEEROE LY



EHEEIRILF—DETR

a.u. » kcal/mol

*

AE = _ETS - (Ebutadiene T Eethylene )_ X 6275095
S
=
—
©
O
=
|
¥
=
'y
H

R It AR



RIiGIYILE—DETR

IXRILF— [kcal/mol]

cyclohexene - ( butadiene

cthylene )

a.u. » kcal/mol

X 627.5095




