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How Gaussian is the recovered boost?

149,600 saved frames after 5 ns ¢ full observed boost range shown

I Recovered boost

Replica 0 | skewness 0.65
0.06 A

0.04 A

0.02 A

Maximum 52.8

o

o

o
1

0.06 A

0.04 A

0.02 A

o

o

o
1

0.06 A

0.04 A

0.02 A

o

o

o
1

0.06 A

0.04 A

0.02 A

Maximum 52.5

o

o

o
o+

10 20 30 40

50 60 70

Boost energy AV (kJ/mol)

= = Gaussian with matching mean and SD

Replica 1 | skewness 0.75

Maximum 55.7

Maximumf 68.4
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Dotted lines mark the largest observed boost in each replica. Rare tail values can dominate reweighting.



