Additional file 6
Parameters of solvent models

A) Cyclohexane

Atom names in cyclohexane:

g

Atom name | AMBER atom type Partial charge
C1 CT 0.02395
H4 HC -0.01198
H5 HC -0.01198
C2 CT 0.02395
H2 HC -0.01198
H3 HC -0.01198
C3 CT 0.02395
H1 HC -0.01198

H12 HC -0.01198
C4 CT 0.02395
H6 HC -0.01198
H7 HC -0.01198
C5 CT 0.02395
H8 HC -0.01198
H9 HC -0.01198
C6 CT 0.02395

H10 HC -0.01198

H1l HC -0.01198




Bond Bond length [A]
Cc-C 1,53
C-H 1,09

B) Isopentane

Atom names in isopentane:

Atom name | AMBER atom type Partial charge
C1 CT -0.447
H1 HC 0.102
H2 HC 0.102
H3 HC 0.102
C2 CT 0.380
H4 HC -0.038
C3 CT -0.447
H5 HC 0.102
H6 HC 0.102
H7 HC 0.102
C4 CT -0.068
H8 HC 0.016
H9 HC 0.016
C5 CT -0.102

H10 HC 0.026
H11 HC 0.026
H12 HC 0.026




Bond Bond length [A]
Cc-C 1,53
C-H 1,09

C) Toluene

Atom names in toluene
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Atom name | AMBER atom type Partial charge
Cc2 CA -0.27587
H2 HA 0.15626
C1 CA -0.11100
H1l HA 0.13753
C6 CA -0.17752
H5 HA 0.14095
C5 CA -0.11100
H4 HA 0.13753
Cca CA -0.27587
H3 HA 0.15626
C3 CA 0.28974
c7 CT -0.38897
H6 HC 0.10732
H7 HC 0.10732
H8 HC 0.10732




Bond Bond length [A]
C3-C7 1,51
C7-H 1,09
C3-C2 1,39
C2-H2 1,08
C2-C1 1,39
Ci1-H1 1,08
C1-C6 1,38
C6-H6 1,08




