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Abstract: Functions of antibody are determined by its structure. However, the interaction mechanism is still not known since no carbaryl
antibody crystallization was analyzed, which severely affeds its.application in ELISA detection. This study aimed to predict the 3D structure and
binding mode of anti-carbaryl scFv with antigen. The molecular modeling and docking technology were employed by utilizing relative
bioinformatics tools and on-line resources. The resulis showed a hydrophobic groove was formed by H-CDR2, H-CDR3 and L-CDR2, which
block in carbaryl firmly. The binding site was composed of Ala51, Ser52, lle51, Gly54, Ser56, Arg98 and Gly100, etc. These data highlighted
the mechanism of interaction between-anti-carbary| antibody and antigen. Furthermore, it provides guidance for in vitro affinity maturation of
anti-carbary | antibody.
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Fig.1 The structure of carbaryl
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Table 1 Anti-carbaryl scFvamplification primers

HEZEA S 5145 7
VH-Back AGGTSMARCTGCAGSAGTCWGG
VH-For TGAGGAGACGGTGACCGTGGTCCCTTGGCCCC
VK-Back GACATTGAGCTCACCCAGTCTCCA
MJK1-FONX CCGTTTGATTTCCAGCTTGGTGCC
MJK2-FONX CCGTTTTATTTCCAGCTTGGTCCC
MJK4-FONX CCGTTTTATTTCCAACTTTGTCCC
MJK5-FONX CCGTTTCAGCTCCAGCTTGGTCCC
VH-BACK.-SR GTCCTCGCAACTGCGGCCCAGCCGGCCATGGCCCAGGTSMA
RCTGCAGSAGTCWGG
JK1-Notl GAGTCATTCTGCGGCCGCCCGTTTGATTTCCAGCTTGGTGCC
JK2-Notl GAGTCATTCTGCGGCCGCCCGTTTTATTTCCAGCTTGGTCCC
JK4-Notl GAGTCATTCTGCGGCCGCCCGTTTTATTTCCAACTTTGTCCC
JK5-Notl GAGTCATTCTGCGGCCGCCCGTTTCAGCTCCAGCTTGGTCCC
Lirlker GGGGCCAAGGGACCACGGTCACCGTCTCCTCAGGTGGAGGCGGTTCAGGC

GGAGGTGGCTCTGGCGGTGGCGGATCGGACATTGAGCTCACCCAGTCTCCA

pCANTABSE-R1
pCANTABS5E-R2

CCATGATTACGCCAAGCTTTGGAGCC
CGATCTAAAGTTTTGTCGTCTTTCC

12 7%
1.2.1 % RNA 89425

4 VG 4 [R 2 A2 R 41 i B 7R 2 L 108~107, 1000
rpm, 5 min BLUTIEANM, 3R, FIAH RNeasy
Midi kit 2075 P HUE RNALSI,
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Fig.5 PCR detection of scFv-pCANTABSE positive clones
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Fig.6 The sequence of positive clones and partition
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