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Figure S1. Alchemical Analysis Outputs for a short unconverged simulation. A. Convergence Plot. B. Overlap Matrix. C. Thermodynamic Integration plot. D. Curve Fitting Method (CFM) based consistency inspector.
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Figure S2. Alchemical Analysis Outputs for a converged simulation. A. Convergence Plot. B. Overlap Matrix. C. Thermodynamic Integration plot. D. Curve Fitting Method (CFM) based consistency inspector.


Copyright © 2020 The Authors; exclusive licensee Bio-protocol LLC.								 	2
image2.png
AG (kcal/mol)

7.52

7.50

7.48

7.46

7.44

7.42

7.40

) (kcal/mol)

U
A

(

—4

0.64

0.11
0.22
0.33
0.44
0.56
0.67
0.78
0.89
1.00
0.08

0.68

Fraction ofthe simulation time

0.72

—  Forward
everge

0.76

0.23

0.80

0.38

0.53

>

0.84

0.68

0.88

0.92

0.96

1.00

s 27—

o 1 203 43 67 6 3w omn 3w v w0 n 2 m s w o n ww R B s ey ws
o-1 1-2 us 2=3) 3-4 1 a-s 5-6
Lo 2 : ——— - s -
-~ »
= w w w w0
£ g e 10
g w o
i) 25 23 25 25
9 50 50+, "
g .l w0 . soa
3 R A [ R
= 2% w- 2 g N 27
5 a0 - a0 24
+ 25 ) s °
5 o N
R A o n P
s"ﬁ“ . -s. S0 o :u.‘ ‘—Sn'.. o 504!
s 35-36  _goero 36-37 37-38  Gboss 38-39

AU; i +1 (reduced units)




image1.png
AG (kcal/mol)

) (kcal/mol)

ouU
A

(

22 — Forward ) |
— Reverse e[ [ o[ [ [ [ R o |
20 21 |5 | es | es s [os | es  es | s |os |05 o1 | o o
18 wfa[aa[a[n[=a]n =~ (=0 OB
16 Y o= =
14 2 » = =
1 z; o [ ==
10 : - OTHERS
8 . o m= -
6 B - -
010 020 030 040 050 060 070 080 090 100 - = -
Fractionofthe simulation time . Op
i Coul AT
— vdw ] -
= Bonded o I, I I -
e (R (=) EETEER T e RO Rl
E lm. ol o3 . 0l ok . u‘m";x' o P, 2 . 'u‘> w1 A;6> a0 o5 10 —): 20 -15 -10 05
B :: 03- o Coa- o3 = R e . . '{V -
O o 1 11 0 ‘ N Y
3 A T Lt T e e O T T S Lo s
g 2 [ 21-22 O PPy :" 23-24 1 Fy{zs I8 %r26 T ," 27-28
3 N 1 ot o : . ' 8
3 S . N \\[ B w ’ Xho ,} o — -
Pompowp g My Y e
A -isfzs . Tarw BN e am o mem S men 2 e
o e . ., B - " R L .
. 1 ‘ 11 o —— } . ‘] ., 4 X F
- ¥ N Al ol ]
SR S - S

AU; i 41 (reduced units)





image3.png
bio-protocol




