Torsion profile: iteration 3
System: CN1C(=0)[C@@]([NH+]=C1N)(c2ccccc2)C3CCCC3-torsiondriveld-1

4
3 .
3>
£
© 2
)
X
>
2
g 1
L
0 .
— QM
—— MM Current
14— MM Initial
—150 —100 —-50 0 50 100 150

Dihedral (degree)



