Additional file 10: Table S6. Molecular dynamics-derived stability metrics and MM-PBSA binding energetics of

Car_Chit-(GIcNAc)4 complexes (production window: 10-100 ns).

Additional file 10

Car_Chit-4

Car_Chit-11

Car_Chit-20

Car_Chit-14

Car_Chit-17

Car_Chit-19

Car_Chit-27

Family

GH19

GH19

GH19

GH18

GH18

GH18

GH18

Backbone

RMSD (A)

1.95 +£ 0.26

2.18 £ 0.20

1.51 = 0.16

1.92 +0.26

2.57 £ 0.21

1.24 +£0.11

2.11 £ 0.38

Ligand
RMSD (A)

1.29 £ 0.22

2.17 £ 0.14

0.85 = 0.15

0.85 £ 0.15

2.84 £ 0.40

2.01 £ 0.54

0.72 £ 0.14

RMSF H-bonds
M

17.92 =
0.41

17.58 =
0.11

17.93 =
0.18

20.12 +
0.08

21.19 =
0.14

20.12 =
0.08

18.05 =
0.21

1.23 =
0.84

1.17 =
1.06

1.10 =
0.66

1.16 =
0.58

0.86 +
0.57

0.77 =
0.36

1.29 =
0.73

9.40

4.90

4.90

3.52

3.03

4.23

7.30 £ 2.45

1.46 = 1.08

4.05 +1.92

4.43 = 2.10

3.10 +£ 1.85

3.60 £ 1.78

4.62 = 2.05

CcCOM
Distance

(A)

10.24 =
1.92

30.89 +
4.63

12.76 =
1.75

16.01 =
1.63

1143 =
1.28

14.06 =
1.56

14.83 =
1.68

AG_bind

(kcal/mol)

—6.89 =
14.67

—-11.65 +
8.55

—8.25 + 9.59

—-13.93 +
6.43

—18.51 +
6.75

—-11.24 =
13.68

—-10.16 *
8.61
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