Table S1 Comparison of pathways calculated by CAVER 3.0, MOLE 1.2 and MolAxis 1.4

Mechanosensitive channel MscL (20AR)

CAVER 3.0 MOLE 1.2 MolAxis 1.4

Pathway Bottleneck Rank | Pathway Bottleneck Rank | Pathway Bottleneck Rank
radius [A] radius [A] radius [A]
Blue 1.0 18 Blue 0.1 32 Blue 0.9 1
Nicotinic acetylcholine receptor (2BG9)
CAVER 3.0 MOLE 1.2 MolAxis 1.4

Pathway Bottleneck Rank | Pathway Bottleneck Rank | Pathway Bottleneck Rank
radius [A] radius [A] radius [A]
Blue 2.7 28 Blue 24 18 Blue 2.2 1
Potassium channel KcsA (1BL8)
CAVER 3.0

MolAxis 1.4

Pathway Bottleneck Rank | Pathway Bottleneck Rank | Pathway Bottleneck Rank
radius [A] radius [A] radius [A]
Blue 0.7 21 Blue -8 -8 Blue 0.7 1




Cytochrome P450 CAM (1AKD)
CAVER 3.0

MOLE 1.2

MolAxis 1.4

Pathway  Bottleneck Rank | Pathway Bottleneck Rank | Pathway Bottleneck Rank
radius [A] radius [A] radius [A]
Blue 0.7 1 Blue 0.6 1 Blue 0.7 2
Green 0.8 2 Green 0.6 2 Green 0.7 8
Red 0.8 3 Red 0.8 4 Red 0.9 1

Acetylcholinesterase (2ACE)
CAVER 3.0

MOLE 1.2

MolAxis 1.4

Pathway Bottleneck Rank | Pathway Bottleneck Rank | Pathway Bottleneck  Rank
radius [A] radius [A] radius [A]
Blue 2.0 1 Blue 1.9 1 Blue 15 1
Green 1.7 2 Green -8 -8 Green 1.7 2
Red 0.6 3 Red 0.2 73 Red 0.7 5
Cholesterol oxidase (IMXT)
CAVER 3.0 MOLE 1.2 MolAxis 1.4

Pathway Bottleneck Rank | Pathway Bottleneck Rank | Pathway Bottleneck  Rank
radius [A] radius [A] radius [A]
Blue 1.1 1 Blue 0.9 1 Blue 1.2 1
Green 1.0 2 Green 0.7 3 Green 1.0 2
Red 1.6 3 Red 1.7 2 Red 13 3




Catalase (LMQF) |

CAVER 3.0 MOLE 1.2 MolAxis 1.4

Pathway Bottleneck Rank | Pathway Bottleneck Rank | Pathway Bottleneck Rank

radius [A] radius [A] radius [A]
Blue 1.3 1 Blue 1.0 1 Blue 1.3 1
Green 0.9 2 Green 0.7 3 Green 0.9 2
Red 12 3 Red -8 -8 Red 1.2 4
CAVER 3.0 MOLE 1.2 MolAxis 1.4

Pathway Bottleneck Rank | Pathway Bottleneck Rank | Pathway Bottleneck  Rank

radius [A] radius [A] radius [A]
Blue 0.9 1 Blue 0.8 1 Blue 0.9 2
Green 1.0 2 Green 0.8 2 Green 1.0 1
Red 0.8 3 Red 0.6 5 Red 0.8 4
Choline oxidase (2JBV) ‘

CAVER 3.0 MolAxis 1.4

Pathway Bottleneck Rank | Pathway Radius[A] Rank | Pathway Bottleneck  Rank

radius [A] radius [A]
Blue 11 1 Blue 0.7 1 Blue 0.9 5
Green 1.2 2 Green 1.2 2 Green 0.9 4
Red 0.6 3 Red 0.8 4 Red 0.6 3

dequivalent pathway was not found even among 300 calculated tunnels



