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Figure S1. A complete set of force field parameters for (a) Tanshinone (TS1) and (b)
Tanshinone ITA (TS2) in CHARMM?27 format.
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IMPROPERS

Cz25 Cz25 Czel 0223 6.0000 O 0.00
Cz25 Cz25 Cz51 0z23 6.0000 O 0.00
CK25 CK25 CK51 OK23 6.0000 O 0.00
CK25 CK25 CKo61l OK23 6.0000 O 0.00

NONBONDED nbxmod 5 atom cdiel fshift vatom vdistance vfswitch -
cutnb 14.0 ctofnb 12.0 ctonnb 10.0 eps 1.0 eld4fac 1.0 wmin 1.5

Czel 0.0 -0.0700 1.9924

Cz51 0.0 -0.0500 2.1000

Cz25 0.0 -0.0900 2.0000

0z23 0.0 -0.0500 1.7000 0.0 -0.12 1.40
0z50 0.0 -0.1200 1.7000

HZ61 0.0 -0.0300 1.3582

HGA3 0.0 -0.0240 1.3400

Cz33 0.0 -0.0780 2.0500 0.0 -0.01 1.9
HZ52 0.0 -0.0460 0.9000

CKo61l 0.0 -0.0700 1.9924

CK51 0.0 -0.0500 2.1000

CK25 0.0 -0.0900 2.0000

OK23 0.0 -0.0500 1.7000 0.0 -0.12 1.40
OK50 0.0 -0.1200 1.7000

CK33 0.0 -0.0780 2.0500 0.0 -0.01 1.9
CK30 0.0 -0.0320 2.0000 0.0 -0.01 1.9
HGAZ2 0.0 -0.0350 1.3400

CK32 0.0 -0.0560 2.0100 0.0 -0.01 1.9

HBOND CUTHB 0.5

END
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