a React-OT * OA-ReactDiff + rec. » OA-ReactDiff TSDiff b

i X e i X H—
L L Lt LT DG
I e . Y/ \
z ' ' \ (
2 08
@
2 RMSD=0.02 A \\
5 06 |AE|=0.56 kcal/mol
2 o4
©
>
= 02
>
&) 0 |
001 2 3 4 5 678901 2 3 4 5 67891 01 2 5 1 2 5 10 2 5 100
RMSD (A) IAE| (kcal/mol)
C React-OT vs. OA-ReactDiff + rec. d
—f— i , RMSD=0.32 A
0.4 | 1 0.6 I 1 100 |AE|=37.82 kcal/mol
i Z | EN
2 03 0752 2 045 0753 8 ,
= - 2 3
qv) — ® — Q
Qo o 9 o g
© 02 05 o © 03 05 © =
Q = o = O
ks g g —
= 5 O ®)
0.1 0.25 g 0.15 0.25 g HCI;J + RMSD=027A
O o £ ©
= 0 |AE|=45.23 kcal/mol
() e =
-02 -01 0 0.1 0. -10 -5 0 5 1

ARMSD (A) A|AE]| (kcal/mol) approach



