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The revised sequence rule of P-94.2 of the IUPAC Rules for Nomenclature of
Organic Chemistry for an identification of the 3D maximal common substructures has been proposed.
The auto-generation program of initial structures for density functional theory (DFT) calculations
(ConfFragGeneration), the ring structure-enabled auto-generation program of initial structures for
DFT calculations (RingFragGeneration), and the codification program of organic structures,
conformations, (ConfCodeView3) using the original method of 3D chemical structure search were
constructed. The new hydrogen-bonding of oxalyl group in an immunosuppressant rapamycin was found by
using the programs.
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