
Temperature Increase in the Heating Phase

0 10 20 30 40 50
0

50

100

150

200

250

300

350

hCDK8 (3RGF & 1UA2)

Time (ps)

Te
m

pe
ra

tu
re

 (K
)

Temperature Was Maintained at Around 325 K
in the Equlibration Phase
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Energy Profile During the Trajectory
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Change of Potential Energy During the Trajectory
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Change of Potential Energy During the Trajectory
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Supplementary Figure 4
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