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Enable parameter /structure scan ~ Config. .. %WM_STRUCT %
A # Conditions; 1
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Task Optimize v | Method B3LYP sis set  §-31G* v
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. : Marked Order:12-2-1-0
ERI#)L3 (bsse_gaussian) Options ¥ Marked Atom: X= 0.4171 V= 0170196 Z= -0474226 H
£ W : o Length="1.872519 Angle= 102.12117 Dihedral= * Lper= *

¢G> work1_GAU_OPT
wor k2 _GAU_OPT
wor k3 _GAU_OPT END
wor KA_GAU_OPT END

< b

gL (workl_GAU_OPT)

A coordinate (Initial) /1
. SCF Done: E(RB3LYF) = —231.440467057 A U, after 7 cycles
=4 Coordinate (Final), Charge &Dipdle Maxinum Force =TI 0. 000450 YES
@Log RMS Force 0.000008 0.000300 YES
Haximum Displacement 0.001756 0.001800 YES
Log (Extracted) RMS Displacement 0.000676 0.001200 YES
h Animation Optimization completed.
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@ Parameter/Structure Scan Results — O =
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Working Folders Solver Param1

[ work3_GAU_OPT  Gaussian 1
BA work4_GAU_OPT  Gaussian 2

-115.7144053834 ¢

10 11 12 13 14 15 16 17 18 19 20
Parameter 1 e

Show Setting Refresh
Copy Image
Export csv & Open Excel...

Export csv...
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-231.4404 - (-115.7144) - (-115.7144) = -0.0116 Hartree = -7.3 kcal/mol
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