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Figure S1: Estimator precision changes with the number of iterations for pymbar
(red line), FastMBAR-CPU (black line), and FastMBAR-GPU (blue diamond) to solve
MBAR/UWHAM equations of different sizes. All graphs use a log-10 scale for the Y axis.
The numbers inside each subplot represent the size of the energy matrix.
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Figure S2: Estimator precision changes with the number of iterations for pymbar
(red line), FastMBAR-CPU (black line), and FastMBAR-GPU (blue diamond) to solve
MBAR/UWHAM equations of different sizes. All graphs use a log-10 scale for the Y axis.
The numbers inside each subplot represent the size of the energy matrix.



400x64275 400x7058 400x7500 400x7963

| 1 |
o EN ~
1 1 1
| ! |
o IS N}
1 1
| ! |
o IS N
1 1 1
| | |
o IS N}
1 1 1

T T T
10 20 30

T T
10 20

T T T T T T
10 20 30 0 10 20 30

o
o
w
S
o

| 500x12%52 500x1871 500x250 500x31376

[
aor W oN e
T T
| ! |
o IS N}
1 1 1
| ! |
o ES N
1 1 1
| | |
o IS N}
1 1 1

o4

T T T
10 20 El

T T T
10 20 30

T T T T T T
10 20 30 40 0 10 20 30

=)
o4
o4

500x37424 500x4402 500x5018 -5+ 500x5578

[
o & 00N

L
[ |
o & 00N

TR
[ |
[ NN
T T
[ N
o v A oW N e
T T S S R

T T T T T T T T T T T T T
10 20 10 20 30 0 10 20 30 40 0 10 20

o 4
o
w
=)

500x62322 | 500x69546 | 500x74254 500x81892

| | |
o IS ~N
1 1
| ! |
o IS N}
1 1
| ! !
o ES N}
1 1
| | |
o IS N}
1 1

T T T T T T T
10 20 30 10 20 30

T T T
10 20 3

T T T
10 20 30

o
o
IS
S
=)
o
o

500x88345 500x9371

v
/
4
Ui

500x99990 | 600x14910

-6 -

T T
10 20

T T T
10 20 30

T T T
10 20 30

T T
10 20

o 4
o
o

IS
S
w
5

| 600x2253 _5 4 600x3000 600x37755 600x4514

| | |
o IS ~N
1 1
Lo
AW oN e
T T
| ! |
o IS N}
1 1 1
| |
IS ~N
1 1

|
o

T T T -6
10 20 3

T T
10 20

T T T
10 20 30

T T T
10 20 30

o
w
5]
N
S
o
o -

o
5

600x5260 600x6004 600x67329 600x75282

| | |
o IS N}
1 1 1
| 1 |
o ES N}
1 1 1
| ! |
o IS N
1 1 1
| 1 |
o ES ~
1 1 1

T T
10 20

T T
10 20

o
=
1)
N
1)
w
)
o
-
5
N
5]
w
)
o
o
w
S

Figure S3: Estimator precision changes with the number of iterations for pymbar
(red line), FastMBAR-CPU (black line), and FastMBAR-GPU (blue diamond) to solve
MBAR/UWHAM equations of different sizes. All graphs use a log-10 scale for the Y axis.
The numbers inside each subplot represent the size of the energy matrix.
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Figure S4: FEstimator precision changes with the number of iterations for pymbar
(red line), FastMBAR-CPU (black line), and FastMBAR-GPU (blue diamond) to solve
MBAR/UWHAM equations of different sizes. All graphs use a log-10 scale for the Y axis.
The numbers inside each subplot represent the size of the energy matrix.
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Figure S5: Estimator precision changes with the number of iterations for pymbar
(red line), FastMBAR-CPU (black line), and FastMBAR-GPU (blue diamond) to solve
MBAR/UWHAM equations of different sizes. All graphs use a log-10 scale for the Y axis.
The numbers inside each subplot represent the size of the energy matrix.
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Figure S6: Estimator precision changes with the number of iterations for pymbar
(red line), FastMBAR-CPU (black line), and FastMBAR-GPU (blue diamond) to solve
MBAR/UWHAM equations of different sizes. All graphs use a log-10 scale for the Y axis.
The numbers inside each subplot represent the size of the energy matrix.
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Estimator precision changes with the number of iterations for pymbar
(red line), FastMBAR-CPU (black line), and FastMBAR-GPU (blue diamond) to solve
MBAR/UWHAM equations of different sizes. All graphs use a log-10 scale for the Y axis.

The numbers inside each subplot represent the size of the energy matrix.




