
Example of a command (.com) file and description of a geometry with a Z-matrix
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#N HF/3-21G OPT 

H2O2

0 1
O 
O 1 B1
H 2 B2 1 A1
H 1 B3 2 A2 3 D1

B1 1.4600000
B2 1.0500000
B3 1.0500000
A1 109.47122
A2 109.47122
D1 180.00000
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From Stereochemistry of Organic Compounds, Ernest L. Eliel
and Samuel H. Wilen, New York, Wiley, 1994.
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