AMBER/NAB
igb extdiel consistant?
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We sometimes see different energy and gradient for AMBER and NAB

extdiel = 1 is vacuum

Looks like there are two seperate issues here:
1. AMBER and

NAB treat igh2 and

igb5 differently

2. extdiel is treated

differently by

AMBER and NAB

Take away message: when using AMBER in vacuum, use
igb=0!
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