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Abstract: In this article, several molecular modeling methods were systematically reviewed including quantum mechanics method, molecular

mechanics method, Monte Carlo method and molecular dynamics method. The application of molecular modeling technique in the study of the small

molecular immunity examination methods was explored. It was found that molecular modeling could enhance the intermolecular action between

antigen and antibody well, advanced the research of the recognition mechanism of immunoreaction was advanced, and improve broad specificity of

antibody.
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Table 1 cross-reactivity of various sulfonamides with MAb

Sulfa-1
Competitor 1Csp(ng/well) %Reactivity
SNT 0.141 4801.42
SPY 228 296.93
SUL(hapten) 6.77 100.00
STZ 322 21.02
SIM 3136 2.16
SMR 3743 1.81
SSZ 430.5 1.57
SCP 436.0 1.55
SDZ 976.3 0.69
SAT 1434.9 047
SDM 15724 043
N-ASPY 1596.7 0.42
N-ASAM 2000 0.34
SQX 2500 0.27
SAM 6000 0.11
SMX 6000 0.11
SMZ 7000 0.10
N-ASMZ 7000 0.10
SMT 7000 0.10
SBM 10000 0.06
SFX 20000 0.03
SAA ni’ 0.00
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