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Willuse upto 4 processors via shared memory

mem=1024MB%

chk=D:\Alanine_CoNO3.chk%

td b3lyp/sdd nosymm scf=qc geom=connectivity #
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(@] IIZII
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Title Card Required
:Symbolic Z-matrix
Charge = 0 Multiplicity =1
-1.6818 -0.5571 0.5213
-1.7044 -0.4974 1.6099
-2.3403 0.2077 0.1068
-2.0372 -1.5414 0.2141
-0.2479 -0.3467 0.024
0.373 -1.1524 0.4176
0.3225 0.9908 0.502
1.334 0.946 1.6495
2.2747 05415 1.2773
0.9594 0.2823 2.4291
-0.2151 -0.4199 -1.4256
0.4272 -1.0738 -1.8493
-0.5134 0.3941 -1.9442
1.564 2.2236 2.2066
0.7328 2.5614 2.5481
-0.1335 2.0576 0.0868
47777 2163 0.462
2.6785 4.5007 -0.4372
2.8335 1.6971 -2.1131
2.8042 4.9816 0.8305
1.3886 4.6427 -0.849
4.8944 0.8071 0.5047
4.7348 2.6549 1.7308
1.6064 2.0352 -2.5966
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o 2.8801 0.3566 -1.8801

o 5.8486 2.6891 -0.1939

O 3.4996 5.197 -1.2705

(0] 3.7878 2.0321 -3.0247

Co 3.1725 2.6446 -0.4772

:Input orientation

(Center Atomic Atomic Coordinates (Angstroms
Number Number Type X Y z

0.521300
1.609900
0.106800
0.214100
0.024000
0.417600
0.502000
1.649500
1.277300
2.429100

1.849300-
1.944200-
2.206600
2.548100

0.557100- 1.681800- O 6 1
0.497400- 1.704400- O 1 2
0.207700 2.340300- O 1 3
1.541400- 2.037200- O 1 4
0.346700- 0.247900- O 6 5
1.152400- 0.373000 O 1 6
0.990800 0.322500 O 6 7
0.946000 1.334000 O 6 8
0.541500 2.274700 O 1 9
0.282300 0.959400 1 10
1.425600- 0.419900- 0.215100- 7 11
1.073800- 0.427200 1 12
0.394100 0.513400- 1 13
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2.057600 0.133500- 16
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3.024700- 2.032100 3.787800 O 8 28
0.477200- 2.644600 3.172500 O 27 29

td b3lyp/sdd nosymm scf=qc geom=connectivity|[Title Card Req #(|0]2022

- uired||0,1/C,0,-1.6818,-0.5571,0.5213|H,0,-1.7044,-0.4974,1.6099|H,0
||Version=IA32W-G

@||[(RevD.01|HF=-1349.086914|RMSD=0.000e+000|PG=C01 [X(C4H9Co1N401109



