ationlInstuteofSience Commurication and Policy Research

Indian Journal of Biochemistry & Biophysics HeTAETEeTT

Vol. 62, January 2025, pp. 38-45
DOI: 10.56042/ijbb.v62i1.13400

The Innovation Engine of India

Force fields for simulating intrinsically disordered proteins: Assessing
conformational sampling and structural dynamics

Babli Sharma, Debatri Das & Venkata Satish Kumar Mattaparthi*

Molecular Modelling and Simulation Laboratory, Department of Molecular Biology and Biotechnology,
Tezpur University, Tezpur-784 028, Assam, India

Received 28 August 2024, revised 21 October 2024

Supplementary Figures

|

g

1

Temperature (K)
2
1
-~
1

Density (g/cc)
1

1 1 1 ! ] ]
('0 100 150 200 250 300 100 S0 200 250 300
Time (ps) Time (ps)

A ' -t T
C [/
o — Total Encrgy
—— Potential Energy
« Kinetic Energy
3
E
= -10000
Z
2
) —
@
=
= -20000
-25000
Il | 1 |
0 100 150 200 250 300
Time (ps)

Fig. 1 — (A) Temperature, (B) Density and (C) Energy plots of Histatin 5 simulated with ffl9SB-OPC water model as a function of

simulation time
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Fig. 2 — (A) Temperature, (B) Density and (C) Energy plots of Histatin 5 simulated with ff99SBildn-TIP3P water model as a function of
simulation time
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Fig. 3 — (A) Temperature, (B) Density and (C) Energy plots of Histatin 5 simulated with ff99SB-TIP3P water model as a function of
simulation time
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Fig. 4 — (A) Temperature, (B) Density and (C) Energy plots of Trp-cage simulated with ff19SB-OPC water model as a function of

simulation time
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Fig. 5 — (A) Temperature, (B) Density and (C) Energy plots of Trp-cage simulated with ff99SBildn-TIP3P water model as a function of

simulation time
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Fig. 6 — (A) Temperature, (B) Density and (C) Energy plots of Trp-cage simulated with ff99SB-TIP3P water model as a function of
simulation time



