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We have obtained nucleotide (ATP and ADP)
binding data for A subunit (responsible for ATP/ADP
nucleotide binding) by changing AMP_PNP from
original structure to ATP or ADP by softcore
potential of thermodynamic integration method. The
partial data we recently obtained shows near
agreement with experimental data. The work is still
in progress. We need to optimize few steps in

protocol to get better agreement.



Table 1: Nucleotide binding to NtpA subunit.

Nucleotide Subunit Calculated data | Experi-me
kecal/mol ntal value
( 2ns kcal/'mol
Equilibrated)
NipAr -10.00
ATP ~NtpArp 711
Homology 001 -1.56
modeled
NipA
NtpAr -10.13
ADP ~NtpArp -6.10
Homology 638 111
modeled
NipA
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