Figure # tested # active

2 13 7
3 18 8
5, all 123 38
5,screen1 78 30
5, screen 2 45 8
7 9 5

# inactive
6

10

85

48

37

% active
53.8

44.44

30.9

38.4

17.8

55.56

actives
79604, 78515, 728531, Z8539, Z8572, Z8580, Z8585

Z8539_0029, Z8539_0027, Z8539_0030, Z8539_0046,
Z8539_0041, Z8539_0014, Z8539_0002, Z8539_0023

See by-screen below

79020, 21628, Z1635, 23291, Z4141, Z5722, 25356, 22051,
Z0856, 29550, 24305, 24911, 21027, Z9920, 25531, Z1015,
/3896, 28074, 28186, 23271, 25972, Z0893, Z0078, Z4066,
79652, 25086, 24620, 23789, Z7873, Z1121

F2804, 28207, 23432, F6831, R7335, 29274, F4769, R1104

LL1_0023, LL1_0025, LL1_0018, LL1_0014, LL1_0027

inactives
73628, Z8554, 78569, 78593, Z8598, Z8614

Z8539_0026, Z8539_0025, Z8539_0037, Z8539_0038, Z8539_0039,
Z8539_0009, Z8539_0076, Z8539_0007, Z8539_0011, Z8539_0006

/8637, Z6511, 28648, 25167, 26395, 22024, Z4135, 20329, Z4508,
Z9710, 21086, Z5547, 22380, 25505, 28885, Z/864, 27665, 23280,
Z7041, Z7570, 26891, 28680, 26019, Z7655, Z/766, 23167, Z5728,
/8387, £2995, 29310, Z1211, Z3700, £5262, Z0132, Z0953, 24827,
26028, 20288, Z1347, 26468, 25289, /7156, Z1186, 20828, 26923,
Z7450, 29572, 26511

Z1964, R6134, FO9046, F7028, Z4196, FO346, Z8835, Z8619, F8284,
73247, F9192, R3575, R8538, R5324, Z1747, Z8095, F4848, Z4464,
R4764, R2032, Z9614, Z1110, Z9028, R8908, R2488, Z4273, Z0063,
Z7098, R4401, 21527, 26402, Z2483, 26960, R8539, R8407, Z6512,
R0658. (Not tested: Z1314)

LL1_0016, LL1_0010, LL1_0005, LL1_0017

Actives are defined as any compound for which both of the following conditions were met: (1) ATma and compound concentration
were positively correlated by Spearman, with a p-value less than or equal to 0.05, and thermal shift and (2) the maximum ATma was

equal to or exceeded 0.5 °C.
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Compound: ZINC000285507655 (a.k.a ZINC000285507655) | Library: Make—on-demand
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Compound: ZINC000336444141 (a.k.a ZINC000336444141) | Library: Make-on-demand
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Compound: ZINC000189176019 (a.k.a ZINC000189176019) | Library: Make—on-demand

1.00

0.75 1

0.50 1

0.251

1.00

0.754

0.50 1

0.25 1

0.00 1

Normalized DSF data

40 60 80

45 50 55 60
Temperaure (°C)

Apparent Tm (°C)

50000 1
S 400004
=
— 30000 4
-

I&L 20000 1

o
—
I3
o
1

5125' () [ :
[

I3
—
o
=}
1

10000 -

Thermal shift
Spearman est: -0.48, adj p: 0.017

0 250 500 750
[Compound] uM

Raw DSF data

40 60 80
Temperaure (°C)

1000

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 mac1

Compound: ZINC000292637864 (a.k.a ZINC000292637864) | Library: Make—on-demand
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Compound: ZINC000339235289 (a.k.a ZINC000339235289) | Library: Make—on-demand
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Normalized DSF data

0.754

S

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

0.00 1

45 50 55 60
Temperaure (°C)

g 40000 1

<
L 300001

)
LL
o

Apparent Tm (°C)

Thermal shift

Spearman est: 0.17, adj p: 0.43
52.00 - =
[ J
[ J

[(6)] a1 o (6]
- 'y - iy
o N o ~
o (63} o (6]
1 1 1 1
18

50.75 - : : r
0 250 500 750
[Compound] uM

1000

Raw DSF data

50000

20000 1

10000 -

Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0

® 1250

e 100.0

e 500

e 250

e 125

- — Buffer

— 1 uM nsp3 maci

Compound: ZINC000352369310 (a.k.a ZINC000352369310) | Library: Make-on-demand

Normalized DSF data

55
Temperaure (°C)

C

o1

—

u

o1
1

Apparent Tm (°C)

Thermal shift
Spearman est: -0.82, adj p: 9e-07

o
—
n
o
1

100 200 300
[Compound] uM

Raw DSF data

40
Temperaure (°C)

[Compound] (uM)

300.00

150.00

75.00

37.50

30.00

15.00

7.50

3.75

Buffer
1 yM nsp3 mac1

Compound: ZINC000359061121 (a.k.a ZINC000359061121) | Library: Make—on-demand

Normalized DSF data

50 55
Temperaure (°C)

Apparent Tm (°C)

Thermal shift
Spearman est: 0.71, adj p: 0.00011

o

iy

o
1

ol

iy

o
1

250 500 750
[Compound] uM

Raw DSF data

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0

500.0

250.0

125.0

100.0

50.0

25.0

12,5

Buffer
1 yM nsp3 mac1

Compound: ZINC000371804911 (a.k.a ZINC000371804911) | Library: Make—on-demand

Normalized DSF data

50 55
Temperaure (°C)

=]
=3

LL
o

Apparent Tm (°C)

Thermal shift
Spearman est: 0.77, adj p: 1e-05

a1

o

o
1

(]

iy

o
1

250 500 750 1000

[Compound] uM

Raw DSF data

50000

40000 1

30000 A

200001 -

10000 -

Temperaure (°C)

[Compound] (uM)

1000.0

500.0

250.0

125.0

100.0

50.0

25.0

12,5

Buffer
1 yM nsp3 maci

Compound: ZINC000450476923 (a.k.a ZINC000450476923) | Library: Make—on—-demand

Normalized DSF data

50 55
Temperaure (°C)

Apparent Tm (°C)
(6]
o

Thermal shift
Spearman est: 0.28, adj p: 0.19

u

n

o
1

()]

iy

o
1

250 500 750 1000

[Compound] uM

Raw DSF data

Temperaure (°C)

[Compound] (uM)

1000.0

500.0

250.0

125.0

100.0

50.0

25.0

12,5

Buffer
1 yM nsp3 maci

Compound: ZINC000559260078 (a.k.a ZINC000559260078) | Library: Make—on-demand

Normalized DSF data

1.00

0.751

0.50 1

0.251

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

—

=
i3
)

LL
o

Apparent Tm (°C)
(63} o a O (6]
- . o N @
o (6] o (6] o
o

Thermal shift
Spearman est: 0.88, adj p: 1.6e-08

e o
[ ]
“ °
0 250 500 750
[Compound] uM

1000

Raw DSF data

50000 1

40000 1

30000

20000 1

10000 -

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0

e 1250

e 100.0

e 500

e 250

e 125

- — Buffer

— 1 uM nsp3 maci

Compound: ZINC000350813789 (a.k.a ZINC000350813789) | Library: Make-on-demand

Normalized DSF data

1.00 1

0.75 1

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

—

=
T
)
T
o

Thermal shift
Spearman est: 0.74, adj p: 3e-05

6 51.754
o
€ . ®
t 51501 ¢ ®
c
o L
©
51.254
5°'%7e ¢
< °
51'00-| e T T T T
0 250 500 750 1000

[Compound] uM

Raw DSF data

50000 1

40000 1

30000

20000 1

10000 -

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0

® 1250

e 100.0

e 500

e 250

e 125

- - Buffer
— 1 uM nsp3 maci

Compound: ZINC000352487041 (a.k.a ZINC000352487041) | Library: Make-on-demand

Normalized DSF data

1.00

0.75 4

0.50 1

0.251

= 40 60 80
3

1.00 A

0.754

0.50 1

0.25 1

0.00

45 50 55 60

Temperaure (°C)

)
o
—
u

1

°

i

)
Lo

T 20000 1

Apparent Tm (°C
Q a9 9
N &)l o))

Thermal shift
Spearman est: 0.73, adj p: 4.6e-05

®

[ ] [
0 250 500 750 1000
[Compound] uM

Raw DSF data

60000 4

40000 A

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0

e 1250

e 100.0

e 500

e 250

e 125

- - Buffer
— 1 uM nsp3 maci

Compound: ZINC000368135547 (a.k.a ZINC000368135547) | Library: Make—on-demand

Normalized DSF data

1.00

0.751

0.50 1

0.25 1

_————

= 40 60 80
3

0.754

0.50 1

0.25 1

0.00 =

45 50 55 60
Temperaure (°C)

—

=
T
)
T

o
20000 1

Thermal shift
Spearman est: —-0.88, adj p: 1.6e-08

0 250 500 750 1000

[Compound] uM

Raw DSF data

60000 4

40000 A

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

- - Buffer
— 1 uM nsp3 maci

Compound: ZINC000373034135 (a.k.a ZINC000373034135) | Library: Make—on-demand

Normalized DSF data

1.00

0.75 1

0.50 1

0.251

= 40 60 80
3

1.00

e

0.754

0.50 1

0.25 1

0.00 ===

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.29, adj p: 0.17

PY [ )

—_ 515' [ ‘ L 4

O %

£ {8

= 5101 ¢

€

o

@ 50.54

o

o

<

50.0 4
0 250 500 750 1000
[Compound] uM
Raw DSF data
60000 A

=
L 40000
-
Lo
T 50000+

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

- - Buffer
— 1 uM nsp3 maci

Compound: ZINC000542791186 (a.k.a ZINC000542791186) | Library: Make—on-demand

Normalized DSF data

1.00 1

0.754

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

OC)

M)

T

RFU

Apparent Tm (

aQ a9 9

\V] w B
L J

Thermal shift

Spearman est: 0.23, adj p: 0.29
51.6 1 .

o
'y
&)l
1
o

a1

iy

it
1

0 250 500 750
[Compound] uM

1000

Raw DSF data

60000

40000 A

20000 1

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

- - Buffer
— 1 uM nsp3 maci

Compound: ZINC000570815972 (a.k.a ZINC000570815972) | Library: Make—on—-demand

Normalized DSF data

1.00

0.751

0.50 1

0.251

= 40 60 80
3

0.754

0.50 1

0.25 1

0.00 1

45 50 55 60
Temperaure (°C)

Apparent Tm (°C)

50000

< 40000 -

=

<
L 30000 A

)
LL. 20000 -

o

Thermal shift
Spearman est: 0.79, adj p: 4.9e-06

52.00 -
{ ]
51.75 - .
[ ]
51.50 1 e
oo °®
«®e o
51.25- ¢® 9
[ ]
0 250 500 750 1000
[Compound] uM

Raw DSF data

10000 -

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0

e 1250

e 100.0

e 500

e 250

e 125

- - Buffer
— 1 uM nsp3 maci




Compound: ZINC000579359572 (a.k.a ZINC000579359572) | Library: Make—on-demand

Normalized DSF data

Thermal shift

1.00 - Spearman est: 0.62, adj p: 0.0011
0.75- [\ G 5201
E o ® ©
0.50 1 5154 % 8
C o O
s |3
0.25 ‘ S
. o |
£ 51.0 ®
/2'\ 000 = T T T T T
= 40 60 80 0 250 500 750 1000
w [Compound] uM
-]
L
o 4004 Raw DSF data
0.75 - 60000 A
=
0.50 - L 40000 -
D
Tl
0.25 A e 20000 A
0.00 A T T T

45 50 55 60
Temperaure (°C)

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0

e 1250

e 100.0

e 500

e 250

e 125

- - Buffer
— 1 uM nsp3 maci

Compound: ZINC000649348648 (a.k.a ZINC000649348648) | Library: Make—on-demand

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

1.00

0.754

0.50 -+

0.25

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: —-0.36, adj p: 0.081

(o))
N
1

(31
—_
1

a
o
1

Apparent Tm (°C)
N
o

N
oo
1

0 100 200 300
[Compound] uM

Raw DSF data

Temperaure (°C)

[Compound] (uM)

300.00
150.00

® 75.00

e 3750

e 30.00

e 15.00

e 750

e 375

- - Buffer
— 1 uM nsp3 maci

Compound: ZINC000681764827 (a.k.a ZINC000681764827) | Library: Make—on—-demand

Normalized DSF data

Thermal shift

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

1.00

0.754

0.50 -+

0.25 1

0.00 -

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

40 60 80

1.00

0.754

0.50 -+

0.25 1

0.00 -

45 50 55 60

Temperaure (°C)

Normalized DSF data

1.00 -

0.75 4

0.50 1

0.25

0.754

0.50 -+

0.25 1

0.00 -+

45 50 55 60

Temperaure (°C)

1.00 Spearman est: 0.38, adj p: 0.067
§ ~ __ 5251
0.75- D O
S
S
050 . I l_ 520 T ..
s‘ = g °
‘ S s
© s
0.25 - Q515 o°
Q
<C L ©
U
6I0 8IO 0 250 500 750 1000
[Compound] uM
Raw DSF data
50000 -
0.75
g 40000 1
. w
0.50 — 30000 A
>
& 20000 A
0.25-
10000 A
0.00 - T y y

40 60 80
Temperaure (°C)

Thermal shift
Spearman est: 0.02, adj p: 0.93

oo s

Apparent Tm (°C)
W B B (&)
e 8 8 9

w
o
1

o

0 250 500 750 1000

[Compound] uM

Raw DSF data

60000 A

40 60 80
Temperaure (°C)

Thermal shift
Spearman est: 0.61, adj p: 0.0014

8 51.7 .
£ . ¢
- ® ®
— 5154 @ °
C [ ] [ ]
9 [ X J
S
2_ 51 3 b °
[ ]
0 250 500 750 1000
[Compound] uM
Raw DSF data
60000 S~
s
40000 4
T
)
L
OC 20000 12—

40 60 80
Temperaure (°C)

Thermal shift
Spearman est: -0.14, adj p: 0.53

)
ol
iy
o
1

(¢}
'y
~
1
o
[ J

Apparent Tm (°C
a1
o

0 250 500 750 1000

[Compound] uM

Raw DSF data
60000

50000 A
<§t 40000 4
L
~— 30000
-
L
o0C 20000 -

100001

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0

® 1250

e 100.0

e 500

e 250

e 125

- - Buffer
— 1 uM nsp3 maci

Compound: ZINC000772152995 (a.k.a ZINC000772152995) | Library: Make—on-demand

[Compound] (uM)

1000.0
500.0
250.0

e 1250

e 100.0

e 500

e 250

e 125

- - Buffer
— 1 uM nsp3 maci

Compound: ZINC000798346395 (a.k.a ZINC000798346395) | Library: Make-on-demand

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

- — Buffer

— 1 uM nsp3 maci

Compound: ZINC000835985505 (a.k.a ZINC000835985505) | Library: Make—on-demand

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

- — Buffer

— 1 uM nsp3 maci

Compound: ZINC000641881628 (a.k.a ZINC000641881628) | Library: Make—on-demand

Normalized DSF data

1.00

0.754

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

0.00 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.59, adj p: 0.0023

8

)
S 51.54
E [ ]
= g S
C 51.01
o
a [ ] [
Q.
Q
<C 50.51 )

[}

0 100 200 300

[Compound] uM

Raw DSF data

50000 A
= 40000 -
L 30000 -

LL. 20000 -

100001 2

40 60 80
Temperaure (°C)

[Compound] (uM)

300.00
150.00

® 75.00

e 3750

e 30.00

e 15.00

e 750

e 375

- - Buffer
— 1 uM nsp3 maci

Compound: ZINC000664632051 (a.k.a ZINC000664632051) | Library: Make—on-demand

Normalized DSF data

——

50 55
Temperaure (°C)

Thermal shift
Spearman est: 0.51, adj p: 0.012

Apparent Tm (°C)

(6] ()} O [6)] O
- - n n o
» (o] o N B~

250 500 750 1000

[Compound] uM

Raw DSF data

50000 A
<§t 40000 4
L
~ 30000
-
Lo
o0C 20000 -

10000 1 s———4
—— CRCRC N BN N N W

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0

500.0

250.0

125.0

100.0

50.0

25.0

12,5

Buffer
1 yM nsp3 mac1

Compound: ZINC000733430132 (a.k.a ZINC000733430132) | Library: Make—on-demand

Normalized DSF data

Thermal shift
Spearman est: -0.12, adj p: 0.58

a1

iy

o
1

Apparent Tm (°C)
ol
=

250 500 750 1000

[Compound] uM

Raw DSF data

55
Temperaure (°C)

40
Temperaure (°C)

[Compound] (uM)

1000.0

500.0

250.0

125.0

100.0

50.0

25.0

12,5

Buffer
1 yM nsp3 mac1

Compound: ZINC000773730329 (a.k.a ZINC000773730329) | Library: Make—on-demand

Normalized DSF data

50 55
Temperaure (°C)

Apparent Tm (°C)
a a 9
& 38 o

Thermal shift
Spearman est: —-0.86, adj p: 5.1e-08

250 500 750 1000

[Compound] uM

Raw DSF data

40
Temperaure (°C)

[Compound] (uM)

1000.0

500.0

250.0

125.0

100.0

50.0

25.0

12,5

Buffer
1 yM nsp3 maci

Compound: ZINC000820965086 (a.k.a ZINC000820965086) | Library: Make—on-demand

Normalized DSF data

50 55
Temperaure (°C)

Apparent Tm (°C)

50000
g 40000 1

<
L 300001

)

T ]
k= 20000

10000 -

Thermal shift
Spearman est: 0.58, adj p: 0.0028

ga !

250 500 750 1000

[Compound] uM

Raw DSF data

Temperaure (°C)

[Compound] (uM)

1000.0

500.0

250.0

125.0

100.0

50.0

25.0

12,5

Buffer
1 yM nsp3 maci

Compound: ZINC000865679550 (a.k.a ZINC000865679550) | Library: Make—on-demand

Normalized DSF data

_—
~
=

1.00

0.751

0.50 1

0.251

-

= 40 60 80
3

0.754

0.50 1

0.25 1

0.00 1

45 50 55 60
Temperaure (°C)

Apparent Tm (°C)
(63}

o

iy

o
1

50000 -
S 40000
<

L 30000

)

E= 20000 -

10000 -

(63}

iy

o
1

)]

Thermal shift
Spearman est: 0.71, adj p: 0.00012

—

~
1
L ]
L ]
L ]

—_
no
1

s
0 250 500 750 1000
[Compound] uM

Raw DSF data

Temperaure (°C)

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

- — Buffer

— 1 uM nsp3 maci

Compound: ZINC000642067873 (a.k.a ZINC000642067873) | Library: Make—on-demand

Normalized DSF data

1.00 1

[\ 7‘\ —
0.75-
0.50 4
0.25 -
= 40 60 80
T
-
L
C 1004

0.754

0.50 1

0.25 1

0.00 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.95, adj p: 2.2e-12

$ 525- N
E ' o
|_ [ )
" 52.01
C
o
© °
% 51 5 T .: '
< F
51.01-2 ; : ; :
0 250 500 750 1000
[Compound] uM
Raw DSF data
60000 -
s —~
i 40000 1 /’%g\_
) f %
m ~
T 20000 -

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0

® 1250

e 100.0

e 500

e 250

e 125

- - Buffer
— 1 uM nsp3 maci

Compound: ZINC000679635167 (a.k.a ZINC000679635167) | Library: Make—on-demand

Normalized DSF data

1.00

0.75 4

0.50 1

0.251

1.00 A

0.754

0.50 1

0.251

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: -0.95, adj p: 1.1e-12

H
~5207 @
o
I | e
c 51571 0o,
[ ”
*GC: 51.0 .
— [ ] [ ]
K 50.5-
3
50.0
0 250 500 750 1000
[Compound] uM
Raw DSF data
60000 - ——
=
L 40000 -
)
Lo
o
20000 A

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0

e 1250

e 100.0

e 500

e 250

e 125

- - Buffer
— 1 uM nsp3 maci

Compound: ZINC000745413896 (a.k.a ZINC000745413896) | Library: Make—on-demand

Normalized DSF data

1.00

0.751

0.50 1

0.25 1

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.55, adj p: 0.0051

52.0 1 ® o
o
~ [ ]
o
E 51.5 e
= 'S
C
S
25101 ¢
o °
< s.
0 250 500 750 1000
[Compound] uM
Raw DSF data
50000 -
S 40000 -
<
L 300004
z
(F 20000 1
10000 -

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

- - Buffer
— 1 uM nsp3 maci

Compound: ZINC000779122380 (a.k.a ZINC000779122380) | Library: Make—on-demand

Normalized DSF data

1.00

0.75 1

0.50 1

0.251

1.00

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.81, adj p: 1.3e-06

51.7
) o o
< 51.54 R
E |
T 51.31 g
o
S
®
Q .
Ss11q
[}
0 250 500 750 1000
[Compound] uM

Raw DSF data
60000 A -

M)

40000 A
m

RFU (

20000 1

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0

e 1250

e 100.0

e 500

e 250

e 125

- — Buffer

— 1 uM nsp3 maci

Compound: ZINC000827900828 (a.k.a ZINC000827900828) | Library: Make—on-demand

Normalized DSF data

1 A

0.754

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

0.00 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: -0.37, adj p: 0.071

O 52.0
8 * .
E 5151 .
c °
) H
5 51.01
o
o
< 50.5-

[ ]

0 250 500 750 1000
[Compound] uM

Raw DSF data

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

- — Buffer

— 1 uM nsp3 maci

Compound: ZINC000866018680 (a.k.a ZINC000866018680) | Library: Make—on-demand

Normalized DSF data

1.00

0.751

0.50 1

0.251

0.754

0.50 1

0.25 1

0.00 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.2, adj p: 0.35

o

—

o)
1

o

iy

N
1

o

—

»
1

Apparent Tm (°C)

0 250 500 750
[Compound] uM

1000

Raw DSF data

Temperaure (°C)

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

- — Buffer

— 1 uM nsp3 maci




Normalized DSF data

1.00 -

0.75

0.50 1

0.25

1.00

0.754

0.50 -+

0.25 1

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

1.00

0.754

0.50 -+

0.25

0.00 -

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

0.754

0.50 -+

0.25 1

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

1.00

0.754

0.50 -+

0.25 1

0.00 -~

45 50 55 60
Temperaure (°C)

Normalized DSF data

/f“‘

0.754

0.50 1

0.25

=000 F=————

= 40 60 80
3

1.00

0.754

0.50 -+

0.25 1

0.00 -~

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.75 4

0.50 1

0.25

= 40 60 80
3

0.754

0.50 -+

0.25 1

0.00 -

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.45, adj p: 0.026

52.04 L
)
e
e i )
= 51.5
& e
I «®
Q 51.04 @
<C °
[ ]
0 250 500 750 1000
[Compound] uM
Raw DSF data
50000 A
= 40000 -
2
L 30000 -
T
T 20000 A
10000 A

Temperaure (°C)

Thermal shift
Spearman est: -0.19, adj p: 0.37

[ )
[ ]
o [ ]
E 5151 e
c
g |
S 51.04
é:l °
[ ]
0 250 500 750 1000
[Compound] uM
Raw DSF data
60000
= 40000
T
)
Lo
@ 50000

Temperaure (°C)

Thermal shift
Spearman est: 0.77, adj p: 1.2e-05

3 a
- N
o o
1 1

o

o
-
o

1

eeo g

Apparent Tm (°C)
[ 1]
o ®

(&)

o

(6]
1

0 250 500 750 1000
[Compound] uM

Raw DSF data

50000 / ~
S 40000 -
<

= 30000+
)
E= 20000 -

10000 -

Temperaure (°C)

Thermal shift
Spearman est: —-0.56, adj p: 0.0041

52.25 19
— [ J
O 50004 * °
~ [ J .0
£ 8%,
= 51.75-
‘E [
o $
< 51.50 A °
8 .
51054 °

[}
0 250 500 750 1000
[Compound] uM

Raw DSF data

Temperaure (°C)

Thermal shift
Spearman est: 0.59, adj p: 0.0022

[}
$ 520
S o
|_
+ 51.64
o ®
© ..
g5121 4 8
<
H
*%
0 250 500 750 1000
[Compound] uM
Raw DSF data
60000 / ~
= A
40000
3
-]
LL
0C 20000 -

40 60 80
Temperaure (°C)

Thermal shift

Spearman est: -0.73, adj p: 5.2e-05
53 = )

52 -
S ]
e 8
[ ]

0 250 500 750 1000
[Compound] yM

Raw DSF data

60000 - —_—

RFU (FAM)
S
o
o
o
o

20000 1

40 60 80
Temperaure (°C)

Compound: ZINC000879258074 (a.k.a ZINC000879258074) | Library: Make—on-demand

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer

1 yM nsp3 maci

Compound: ZINC000882897766 (a.k.a ZINC000882897766) | Library: Make—on-demand

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer

1 yM nsp3 mac1

Compound: ZINC000896334066 (a.k.a ZINC000896334066) | Library: Make—on-demand

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer

1 yM nsp3 maci

Compound: ZINC000904236028 (a.k.a ZINC000904236028) | Library: Make—on—-demand

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer

1 yM nsp3 mac1

Compound: ZINC000910475722 (a.k.a ZINC000910475722) | Library: Make—on-demand

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer

1 yM nsp3 mac1

Compound: ZINC001165768885 (a.k.a ZINC001165768885) | Library: Make—on-demand

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer

1 yM nsp3 mac1

Compound: ZINC000881775356 (a.k.a ZINC000881775356) | Library: Make—on-demand

Normalized DSF data

1.00

0.754

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

0.00 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.59, adj p: 0.0026
52.0 1 L4

&)
—
o

]

o0

°

Apparent Tm (°C)
o
e
o 0% o
L J

0 250 500 750 1000
[Compound] uM

Raw DSF data

50000 1 =
g 40000 1
i 30000 1
E 20000 1
o

10000 A

Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 mac1

Compound: ZINC000891493271 (a.k.a ZINC000891493271) | Library: Make—on-demand

Normalized DSF data

—

40

50 55
Temperaure (°C)

Thermal shift
Spearman est: 0.97, adj p: 2.8e-15

o1

@

o
1

(°C)

m
a1
n
)

1

Apparent T
(63} (&)}
. n
()} o

250 500 750 1000
[Compound] uM

Raw DSF data

Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 mac1

Compound: ZINC000896845531 (a.k.a ZINC000896845531) | Library: Make—on-demand

Normalized DSF data

50 55
Temperaure (°C)

Thermal shift
Spearman est: 0.68, adj p: 0.00024

()} ()}
'y iy
o ©
1 1

Apparent Tm (°C)
o
w

250 500 750 1000
[Compound] uM

Raw DSF data

40
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 mac1

Compound: ZINC000905245728 (a.k.a ZINC000905245728) | Library: Make—on-demand

Normalized DSF data

[S——

——

55
Temperaure (°C)

Thermal shift
Spearman est: -0.2, adj p: 0.36

51.50 - o
[ J
< 51.25-

51.00 -

50.75

250 500 750 1000
[Compound] uM

Raw DSF data

60000
50000
g 40000 4
i3
5 30000
LL
oc 20000

10000 -

40
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 maci

Compound: ZINC000920153280 (a.k.a ZINC000920153280) | Library: Make—on-demand

Normalized DSF data

50 55
Temperaure (°C)

Thermal shift
Spearman est: —-0.66, adj p: 0.0005

{

a
N
1

o
-
1

[ ]

Apparent Tm (°C)
O
o

250 500 750 1000
[Compound] yM

Raw DSF data

Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 maci

Compound: ZINC001184571635 (a.k.a ZINC001184571635) | Library: Make—on-demand

Normalized DSF data

1.00

0.751

0.50 1

0.251

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

0.00 1

Thermal shift
Spearman est: 0.82, adj p: 8.5e-07

C
o1
—
iy
o1

1

°

Apparent Tm (°C)
Qg a 9
o [\ a
o (63} o

[ ]
° [ ]
%o
S e
4
50.75 r—o" : : :
0 250 500 750 1000

[Compound] uM

Raw DSF data

50000
S 40000 -
<
L 300001
)
E= 20000 -

100001 ¢

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 maci

Compound: ZINC000882897665 (a.k.a ZINC000882897665) | Library: Make—on-demand

Normalized DSF data

1.00 1

0.75 1

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

0.00

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.38, adj p: 0.067

a1

n

o
1

o

—

o
1

s

[ ]

0 250 500 750 1000
[Compound] uM

Apparent Tm (°C)
a1
e

)

o

o
1

Raw DSF data

60000 A

M)

i 40000 1

RFU

20000 1

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 uM nsp3 maci

Compound: ZINC000893191027 (a.k.a ZINC000893191027) | Library: Make-on-demand

Normalized DSF data

1.001 —

[ \\3
0.75- \
0.50 A

0.251

1.00 A

0.754

0.50 1

0.251

0.00 7

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.96, adj p: 9.2e-14

52.50
O 52.25- o« °
€ . $
= 52.00
& 51.75- g‘
= ]
o [ ]
Q 51.50-
<
5125- |' T T T T
0 250 500 750 1000
[Compound] uM

Raw DSF data

50000

S 40000 -

s

~— 30000 -
)

= 20000 -

10000 -

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 maci

Compound: ZINC000897286891 (a.k.a ZINC000897286891) | Library: Make—on-demand

Normalized DSF data

1.00

0.751

0.50 1

0.25 1

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: -0.05, adj p: 0.83

e
5201
<
£ s ¢
B
g, 8 o
© [ ]
& 51.04
< °
[ ]
[ J
0 250 500 750 1000
[Compound] uM

Raw DSF data

60000

40000 1

RFU (FAM)

20000 1

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 maci

Compound: ZINC000910053700 (a.k.a ZINC000910053700) | Library: Make-on-demand

Normalized DSF data

\‘7\

0.75 1
0.50 1

0.251

1.00

0.754

0.50 1

0.25 1

0.00 1=

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: -0.73, adj p: 6e-05

52,001 &
%) H
2 51.75- s °
£ (X )
|_
= 51501 @ oo
o

{ ]

§51.25- °« o
<C ° e

51.00 -

0 250 500 750 1000
[Compound] uM

Raw DSF data

60000 4

20000 1

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 mac1

Compound: ZINC000924094620 (a.k.a ZINC000924094620) | Library: Make—on-demand

Normalized DSF data

1.00 1

0.754

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

0.00

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.62, adj p: 0.0012

(&) (&)
N o
o (&)
1 1
[ X |
o

Apparent Tm (°C)
o
o

[ ]
o8
®
51.0 1
[ ]
0 250 500 750 1000
[Compound] uM
Raw DSF data
40000 -
= 30000 -
=
s |
) 20000 A
Tl
o
10000 A

Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 mac1

Compound: ZINC001187497156 (a.k.a ZINC001187497156) | Library: Make—on-demand

Normalized DSF data

1.00

0.751

0.50 1

0.251

40 60 80

0.754

0.50 1

0.251 /

_’_/

0.00 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.32, adj p: 0.12

5204 ® o @
oQ ® ge
~ i )
£ 51571 o8
= °
S 51.01 ¢
©
oy
25051
0 250 500 750 1000
[Compound] uM
Raw DSF data
60000 - / .
=
L 40000 -
-
L
@ 20000

Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 mac1




0.25

0.754

0.50 -+

0.25 1

1.00 _——
f -

0.75
0.50 1

0.25

1.00
0.754
0.50 -+

0.25 1

1.00 -
0.754
0.50 1

0.25

0.754
0.50 -+

0.25

0.00 -——//

1.00 -
0.754

0.50 1

Normalized DSF data

0.00 =

45 50 55 60
Temperaure (°C)

Normalized DSF data

45 50 55 60
Temperaure (°C)

Normalized DSF data

0.00 -

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

40 60 80

1.00

0.754

0.50 -+

0.25 1

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

J

40 60 80

0.50 -+

0.25 1

0.00 -

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.75 4

0.50 1

0.25

\

0.754

0.50 -+

0.25 1

0.00 -~

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.82, adj p: 1.1e-06

~52.01
o .
S ° s
— 51.5 °
5 |ef
S 5104 *
o [ ]
<
[}
0 250 500 750 1000
[Compound] uM

g 40000 1

<
L 30000 4

)
o

S 40000

s

~— 30000 -

)

E= 20000 -

g 40000 4
m
= 30000 A
)

LL
o 20000 4

)

=

RFU (FA

M)

<C 40000 -

RFU (F.

Apparent Tm (°C)

Apparent Tm (°C)

Apparent Tm (°C)

Apparent Tm (°C)

Raw DSF data

50000 - ——

L. 20000 A

10000 -

a1 a1
— —
) ~
o o1

51.25

51.00

50000

10000 -

o

—

o
1

60000

50000

10000 -

52.5

o

—

o
1

o

iy

N
1

o

—

o
1

40 60 80
Temperaure (°C)

Thermal shift
Spearman est: 0.66, adj p: 0.00046

1& ¢
°
e
0

250 500 750 1000

[Compound] uM

Raw DSF data

40 60 80
Temperaure (°C)

Thermal shift
Spearman est: 0.6, adj p: 0.0018

0 250 500 750 1000

[Compound] uM

Raw DSF data

40 60 80
Temperaure (°C)

Compound: Z4574659604 (a.k.a Z4574659604) | Library: Merger—order—1

Thermal shift
Spearman est: 0.76, adj p: 1.7e-05

(]
iy
w

w1

n

(V)
1

%)

—

©
1

o

—

o
1

t: [ J

?0

60000

40000

20000

0 250 500 750 1000

[Compound] uM

Raw DSF data

40 60 80
Temperaure (°C)

Compound: Z4718398539 (a.k.a Z4718398539) | Library: Merger-order—1

Thermal shift
Spearman est: 0.98, adj p: 1.3e-17

[6)]
(o]
1

(o))
»
1

[¢)]
A
1

60000

20000

0 250

500 750 1000

[Compound] uM

Raw DSF data

Temperaure (°C)

Compound: Z4718398572 (a.k.a Z4718398572) | Library: Merger-order—1

Thermal shift

Spearman est: 0.89, adj p: 3.7e-09

5 52.44 ®
8 e o
E [ ]
F 52.0- e
€ °
o
S 51.6-
277 »0

to

( ]
0 250 500 750 1000
[Compound] uM

50000 1
g 40000 A

<
L 30000 4

)

LL 4
o 20000

100001 =

Raw DSF data

40 60 80
Temperaure (°C)

Compound: ZINC001337833291 (a.k.a ZINC001337833291) | Library: Make—on-demand

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

Buffer
1 yM nsp3 maci

Compound: ZINC001458791015 (a.k.a ZINC001458791015) | Library: Make—on-demand

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

Buffer
1 yM nsp3 mac1

Compound: ZINC001641481086 (a.k.a ZINC001641481086) | Library: Make-on-demand

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

Buffer
1 yM nsp3 maci

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

Buffer
1 yM nsp3 mac1

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

Buffer
1 yM nsp3 mac1

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

Buffer
1 yM nsp3 mac1

Compound: ZINC001364194305 (a.k.a ZINC001364194305) | Library: Make—on-demand

1.00

0.75

0.50

0.25

1.00

0.75

0.50

0.25

0.00

Normalized DSF data

== N\
] e——
40 60 80

=

45

50 55
Temperaure (°C)

60

Apparent Tm (°C)

50000 1
s 40000 1

<
L 30000 4

)

LL .
o 20000

10000 -

Thermal shift
Spearman est: 0.77, adj p: 1e-05

[ ]
[ J
52.5 1 °
[ J
[ ]
52.0 1
[}
[ J
51.54 [ )
88 °
[ ]
®
51.0 1,2 . ; . .
0 250 500 750 1000
[Compound] uM

Raw DSF data

Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 mac1

Compound: ZINC001472868186 (a.k.a ZINC001472868186) | Library: Make—on-demand

Normalized DSF data

50 55
Temperaure (°C)

C
o
—
u
a
1

Apparent Tm (°C)

50000

S 40000 -

<C

L 300004

)

L
b= 20000

10000 -

o o
— —
N &)
o e}
1 1

Thermal shift
Spearman est: 0.79, adj p: 5.2e-06

[ ]
-
[
0

100 200 300

[Compound] uM

Raw DSF data

40
Temperaure (°C)

[Compound] (uM)

300.00
150.00
75.00
37.50
30.00
15.00
7.50
3.75

Buffer
1 yM nsp3 mac1

Compound: ZINC001652467570 (a.k.a ZINC001652467570) | Library: Make—on-demand

Normalized DSF data

50 55
Temperaure (°C)

Apparent Tm (°C)

[

o

]
1

o

iy

o
1

o

iy

w
1

(6]

iy

o
1

Thermal shift
Spearman est: 0.44, adj p: 0.031

250 500 750 1000

[Compound] uM

Raw DSF data

40
Temperaure (°C)

Compound: Z4718398515 (a.k.a Z4718398515) | Library: Merger-order—1

Normalized DSF data

55
Temperaure (°C)

Apparent Tm (°C)

a1
\S]

60000
50000 -

<§t 40000

L

~ 30000

2

o 20000 -

10000 -

Thermal shift

Spearman est: 0.98, adj p: 4.8e-17

[6)]
(&)
1

(&)}
A

[¢)]

o
.

0 250 500 750 1000

[Compound] uM

Raw DSF data

40
Temperaure (°C)

Compound: Z4718398554 (a.k.a Z4718398554) | Library: Merger—order—1

Normalized DSF data

' 55
Temperaure (°C)

Apparent Tm (°C)

(6]

iy

o
1

o

iy

o
1

(]

iy

N
1

ol

iy

o
1

Thermal shift
Spearman est: -0.18, adj p: 0.4

250 500 750 1000

[Compound] uM

Raw DSF data

e e e e e ——

40 60 80
Temperaure (°C)

Compound: Z4718398580 (a.k.a Z4718398580) | Library: Merger-order—1

1.00

0.751

0.50 1

0.251

0.754

0.50 1

0.25 1

Normalized DSF data

S

%-,

40 60 80

0.00 1

45

50 55
Temperaure (°C)

60

Apparent Tm (°C)

50000

g 40000 A

<C

L 30000

)

E= 20000 -

10000 -

&) a a a  »
- o n n n
© ©o (V) ~ o
1 1 1 1 1

°

°

°

Thermal shift
Spearman est: 0.74, adj p: 3.4e-05

0 250 500 750 1000

[Compound] uM

Raw DSF data

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 mac1

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 maci

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 maci

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 maci

Compound: ZINC001364630288 (a.k.a ZINC001364630288) | Library: Make—on-demand

Normalized DSF data

1.00 1

0.75 1

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

0.00 1

45 50 55 60
Temperaure (°C)

o

—

o
1

%)

—

o
1

o

—

N
1

50000 A

S 40000 -

<C

= 30000 A

)

= 20000

10000

Apparent Tm (°C)
o
"

Thermal shift
Spearman est: 0.73, adj p: 4.7e-05

250 500 750
[Compound] uM

O -

Raw DSF data

1000

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0

® 1250

e 100.0

e 500

e 250

e 125

Buffer
1 uM nsp3 maci

Compound: ZINC001559178387 (a.k.a ZINC001559178387) | Library: Make-on-demand

Normalized DSF data

1.00

0.75 4

0.50 1

0.251

0.754

0.50 1

0.251

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: -0.22, adj p: 0.29

~ 5201 o*¢

60000 1

RFU (FAM)

40000 A

20000 1

0 250 500 750
[Compound] uM

Raw DSF data

1000

40 60 80
Temperaure (°C)

Compound: 21082933628 (a.k.a Z1082933628) | Library: Merger—-order—1

Normalized DSF data

1.00

0.751

0.50 1

0.25 1

0.754

0.50 1

0.25 1

0.00 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.37, adj p: 0.073

52,01 o
& .
= 51.81 .
|_
£ 51.6
9 o O
© ..
Q 51.4- .s°
< [ ]

5124 @

0 100 200 300 400 500
[Compound] uM

6000

FAM)

4000

~

RFU

2000

Raw DSF data

0-

0 A

O-

40 60 80
Temperaure (°C)

Compound: Z4718398531 (a.k.a Z4718398531) | Library: Merger-order—1

Normalized DSF data

1.00

0.75 1

0.50 1

0.251

1.00

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

[}

§ 51.75 -
E H
\= 51.50-
<
3] IR
5 51257 Je
fon °
< 51004 —©

° [ ]

0 250 500 750 1000
[Compound] uM

50000 1

S 40000

s

~— 30000 -

)

E= 20000 -

10000 A

Thermal shift
Spearman est: 0.72, adj p: 6.2e-05

Raw DSF data

Temperaure (°C)

Compound: Z4718398569 (a.k.a Z4718398569) | Library: Merger-order—1

Normalized DSF data

1.00 1

0.754

0.50 1

0.25 1

= 40 60 80
3

1.00 A

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

Apparent Tm (°C)
a (] a1 a O
o - . n N
(6] o (¢] o (]

60000

M)

= 40000

RFU (F.

20000 1

Thermal shift
Spearman est: 0.06, adj p: 0.77

Qe

0 250 500 750
[Compound] uM

Raw DSF data

1000

Temperaure (°C)

Compound: Z4718398585 (a.k.a Z4718398585) | Library: Merger-order—1

Normalized DSF data

1.00 F\

0.751

0.50 1

0.251

0.754

0.50 1

0.25 1

0.00 1

45 50 55 60
Temperaure (°C)

a
N
1

Apparent Tm (°C)
(&)}

60000

FAM)

~—

RFU

40000 1

20000 1

Thermal shift
Spearman est: 0.75, adj p: 2.2e-05

0 250 500 750 1000

[Compound] uM

Raw DSF data

Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0

e 1250

e 100.0

e 500

e 250

e 125

Buffer
1 yM nsp3 maci

[Compound] (uM)

500.00
250.00
125.00

® 6250

e 50.00

e 2500

e 1250

® 625

Buffer
1 yM nsp3 maci

[Compound] (uM)

1000.0
500.0
250.0

e 1250

e 100.0

e 500

e 250

e 125

Buffer
1 yM nsp3 mac1

[Compound] (uM)

1000.0
500.0
250.0

e 1250

e 100.0

e 500

e 250

e 125

Buffer
1 yM nsp3 mac1

[Compound] (uM)

1000.0
500.0

e 250.0

e 1250

e 100.0

® 500

e 250

e 125

Buffer
1 yM nsp3 mac1




Normalized DSF data

1.00 -

0.75

0.50 1

0.25

1.00

0.754

0.50 -+

0.25 1

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

g 40 60 80
3

0.754

0.50 -+

0.25

0.00 -

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

= 40 60 80
3

0.754

0.50 -+

0.25 1

0.00 -

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -
0.754

0.50 1

0.25
= 0.00 -

= 40 60 80
3

1.00

0.754

0.50 -+

0.25 1

0.00 -

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 - N
=
==~ =

0.754

0.50 -+

0.25 1

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.75 4 =

0.50 1

0.25

— 0.00 - &J

= 40 60 80
3

0.754

0.50 -+

0.25 1

0.00 -

45 50 55 60
Temperaure (°C)

Compound: Z4718398593 (a.k.a Z4718398593) | Library: Merger-order—1

Thermal shift
Spearman est: —-0.56, adj p: 0.0041

52.25- @

oC)

52.00 -

~

Apparent Tm
a a 9
N (6)) ~
o o o
[ ]

0 100 200 300
[Compound] uM

Raw DSF data

60000 1

M)

i 40000 A

RFU

20000 1

Temperaure (°C)

Compound: 24661819162 (a.k.a Z4661819162) | Library: Merger—order-2

Thermal shift
Spearman est: -0.51, adj p: 0.01

52.01 ®
) [ )
Os51518 8 o
< e 8 o
€
= 51.0-
5
© 50.51
o
o
< 500
0 250 500 750 1000

[Compound] uM

Raw DSF data

50000

g 40000 1

<
L 300004
-
E= 20000 -

10000 -

Temperaure (°C)

Compound: FRESH00010267028 (a.k.a F7028) | Library: Mergers, Set 1

Thermal shift
Spearman est: 0.52, adj p: 0.0095

49.25 - H

~

°C
e oo

Apparent Tm
5 &
3 8

48.50 -

0 25 50 75 100
[Compound] uM

Raw DSF data

40000 1

g 30000 1
<

=5
= 20000
LL

o
10000 -

40 60 80
Temperaure (°C)

Compound: FRESH00014134848 (a.k.a F4848) | Library: Mergers, Set 1

Thermal shift
Spearman est: 0.41, adj p: 0.048

— [ ] [ ]
[ X}
oL) «0e o
~49.4 1 o ® ®
€ oo
= °
= o
) i
= 49.2
o
o
<C
49.01 o
0 25 50 75 100
[Compound] uM
Raw DSF data
75000 4
=
L 50000
)
T
T 25000

Temperaure (°C)

Compound: FRESH00020289192 (a.k.a F9192) | Library: Mergers, Set 1

Thermal shift
Spearman est: -0.17, adj p: 0.42

49504 ¢ o

OC)

°
~— 49.25 - f ° .

t Tm

£ 49.004 ® o

48.75 -

Appare

48.50 12

0 25 50 75 100
[Compound] uM

Raw DSF data

40000 A

—

=
30000 1
i3

) -
T 20000
o

10000 -

Temperaure (°C)

Compound: REAL250002155324 (a.k.a R5324) | Library: Mergers, Set 1

Thermal shift
Spearman est: -0.27, adj p: 0.21

49.50 - °
5) o
<
£ 49.25- .“ .
L__, o [ I ]
GCJ °
5 49.00
o
o
<

48754 ® o

0 25 50 75 100
[Compound] uM

Raw DSF data

= EE = EE s E -

40 60 80
Temperaure (°C)

[Compound] (uM)

300.00
150.00
75.00
37.50
30.00
15.00
7.50
3.75

Buffer
1 yM nsp3 maci

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 maci

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

Compound: Z4718398598 (a.k.a Z4718398598) | Library: Merger-order—1

Normalized DSF data

1.00

0.754

0.50 1

0.25 1

f%

1.00

0.754

0.50 1

0.25 1

45 50 55
Temperaure (°C)

60

Thermal shift
Spearman est: -0.41, adj p: 0.048

@0

P O
o o
1 1

Apparent Tm (°C)
LN
o

0 250 500 750 1000
[Compound] uM

Raw DSF data

0e+00 ;
40 60 80

Temperaure (°C)

Compound: Z4661819167 (a.k.a Z4661819167) | Library: Merger-order-2

Normalized DSF data

50 55
Temperaure (°C)

Thermal shift
Spearman est: 0.82, adj p: 8.6e-07

)
(&)} (&)
o o
o (&)
1 1

Apparent Tm (°C
9
o

°
o8
4
'

®
°
°

a1
iy
o

0 250 500 750 1000
[Compound] uM

Raw DSF data

40 60 80
Temperaure (°C)

Compound: FRESH00010608284 (a.k.a F8284) | Library: Mergers, Set 1

Normalized DSF data

[

50 55
Temperaure (°C)

Thermal shift
Spearman est: -0.51, adj p: 0.012

)
LN
©
N
1

(°C

m
I
©
o

Apparent T
s &
» (o]

25 50 75
[Compound] uM

Raw DSF data

40
Temperaure (°C)

Compound: FRESH00014649046 (a.k.a F9046) | Library: Mergers, Set 1

Normalized DSF data

=

—

"’\%ﬁ

50 55
Temperaure (°C)

Thermal shift
Spearman est: 0.3, adj p: 0.15

N

©

(o)}
1

Apparent Tm (°C)
®
T

N

©

N
1

50 75 100
[Compound] uM

Raw DSF data

40000 1

g 30000

£

= 20000
LL

o
10000 -

40
Temperaure (°C)

Compound: REAL250000548538 (a.k.a R8538) | Library: Mergers, Set 1

Normalized DSF data

55
Temperaure (°C)

Thermal shift
Spearman est: 0.27, adj p: 0.2

Apparent Tm (°C)
5 © & &
© o N

25 50 75 100
[Compound] uM

Raw DSF data

40000 1

g 30000 1
m

~

2 20000 -
LL
o

10000 A

40
Temperaure (°C)

Compound: REAL250002852032 (a.k.a R2032) | Library: Mergers, Set 1

Normalized DSF data

1.00- \\\
\\%‘

0.751 :
0.50 4
0.251

— 0.00_ ,‘g‘ 4

= 40 60 80

L

>

L

C 1004

0.754

0.50 1

0.25 1

45 50 55
Temperaure (°C)

60

Thermal shift
Spearman est: 0.29, adj p: 0.16

50.0

o

~ [ )

E 4951 e $

= |

QC_, oo

S 49.0-

g °

[ )
0 25 50 75 100
[Compound] uM
Raw DSF data
75000
s
= 500001
)
L
OC 25000 -
_——
0 = i |— ------ — I_ =

Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 mac1

[Compound] (uM)

1000.0
500.0
250.0
125.0
100.0
50.0
25.0
12.5

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 maci

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 maci

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 maci

Compound: Z4718398614 (a.k.a Z4718398614) | Library: Merger-order—1

Normalized DSF data

1.00 1

0.75 1

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: -0.43, adj p: 0.038

LT
£ 51510 o0 o
= ° °
€
o
% 51.01
o
<
0 250 500 750 1000
[Compound] uM
Raw DSF data
60000 A
=) 40000 A
T
-
L
OC 20000

Temperaure (°C)

Compound: FRESH00002410346 (a.k.a FO346) | Library: Mergers, Set 1

Normalized DSF data

1.00

0.75 4

0.50 1

0.251

—

40 60 80

1.00 A
0.754
0.50 1
0.251
0.00 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: -0.34, adj p: 0.11

N

©

~
1

49.3 1

Apparent Tm (°C)
®

0 25 50 75 100
[Compound] uM

Raw DSF data

40000 A

=3
30000 -
i

~

-] 4

i 20000

o
10000 -

Temperaure (°C)

Compound: FRESH00012962804 (a.k.a F2804) | Library: Mergers, Set 1

Normalized DSF data

1.00

0.751

0.50 1

0.25 1

40 60 80

0.754

0.50 1

0.25 1

0.00 1

45 50

55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.54, adj p: 0.0068

C
a1
o
o
o
1

Apparent Tm (°C)
5 & ©
[\ (&) ~
(63} o a1

0 25 50 75 100
[Compound] uM

Raw DSF data

Temperaure (°C)

Compound: FRESH00020236831 (a.k.a F6831) | Library: Mergers, Set 1

Normalized DSF data

1.00

0.75 1

0.50 1

0.251

~—

1.00

0.754

0.50 1

0.25 1

0.00 +—

45 50 55 60

Temperaure (°C)

Thermal shift
Spearman est: 0.94, adj p: 8.6e-12

51.51
o
& 51.0
£
' 50.5
C
o $
(O] 500' o o
s .
< o5] 880
0 25 50 75 100
[Compound] uM

Raw DSF data

80000 A=
S 60000 -
=

S 40000
LL

20000 1

Temperaure (°C)

Compound: REAL250001652488 (a.k.a R2488) | Library: Mergers, Set 1

Normalized DSF data

1.00 1

0.754

0.50 1

0.25 1

j\

1.00 A

0.754

0.50 1

0.25 1

45 50 55 60

Temperaure (°C)

Thermal shift
Spearman est: 0.12, adj p: 0.57

49504 —®

N
©
\]
(&)}
1

Apparent Tm (°C)
o
8

48.75 o

0 10 20 30 40 50
[Compound] uM

Raw DSF data

75000 1

50000

RFU (FAM)

25000 1

Temperaure (°C)

Compound: REAL250003296134 (a.k.a R6134) | Library: Mergers, Set 1

N

ormalized DSF data

1.00

0.751

0.50 1

0.251

40 60 80

0.754

0.50 1

0.25 1

0.00 1=

45 50 55 60

Temperaure (°C)

Thermal shift
Spearman est: 0.65, adj p: 0.00063

— o
O 49.61 ®
o\/ [ ]
€
t 49.4 1 :o ®
c [ ]
()] [ ] [ ]
a ]
S 4929 ee
o
<C
49.04 o
0 25 50 75 100
[Compound] uM
Raw DSF data
40000 A
~— 30000 -
b=
s
5 20000 A
L
o
10000 A

40 60 80
Temperaure (°C)

[Compound] (uM)

1000.0
500.0
250.0

® 1250

e 100.0

e 500

e 250

e 125

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

e 2500

e 1250

® 625

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

e 2500

e 1250

® 6.25

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

e 2500

e 1250

® 6.25

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

50.00
25.00

e 1250

® 625

e 312

e 156

e 078

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

e 2500

e 1250

® 6.25

e 312

e 156

- — Buffer

— 1 uM nsp3 maci




Normalized DSF data

- [\

0.75 —
0.50 1

0.25

—~ 0.00 - \J

= 40 60 80
3

1.00

0.754

0.50 -+

0.25 1

0.00 -

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

0.754

0.50 -+

0.25

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00- .
0.751 s
0.50-

0.251

—~ 0.00 1 ==———

= 40 60 80

L

>

L

o

0.754

0.50 -+

0.25 1

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

= 40 60 80
3

1.00

0.754

0.50 -+

0.25 1

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

0.50 -+

0.25 1

45 50 55 60
Temperaure (°C)

Normalized DSF data
1.00 - 7

0.75 4

0.50 1

0.25

0.754

0.50 -+

0.25 1

45 50 55 60
Temperaure (°C)

Compound: REAL250003324764 (a.k.a R4764) | Library: Mergers, Set 1

Thermal shift
Spearman est: 0.14, adj p: 0.51

49.6
o o
~ [ J [ ]
£ 49.4-
- ( J
€ o00
[ [ J [ ]
S 49.24
g9 .,
o )
<

49.01 o °

0 25 50 75 100
[Compound] uM

Raw DSF data

Temperaure (°C)

Compound: REAL300016493575 (a.k.a R3575) | Library: Mergers, Set 1

Thermal shift
Spearman est: -0.16, adj p: 0.45

49.50 - o
[ I ]
O H
~— 49.25-
E [ 1]
= ° °
§49.oo- . :
®©
o [)
o [ ] [}
< 48.75-
[ ] [ ]
0 25 50 75 100

[Compound] uM

Raw DSF data

40000 A

=

30000 A
z
] 4
i 20000
o
10000 A

40 60 80
Temperaure (°C)

Compound: ZINC000611664196 (a.k.a Z4196) | Library: Mergers, Set 1

Thermal shift
Spearman est: —-0.75, adj p: 2.6e-05

&.
¥,

LN

©

o
1

Apparent Tm (°C)
&
(&)}

0 25 50 75 100
[Compound] uM

Raw DSF data

40000 1

g 30000
m

~

- 20000
LL

o
10000 -

40 60 80
Temperaure (°C)

Compound: ZINC000850008207 (a.k.a Z8207) | Library: Mergers, Set 1

Thermal shift
Spearman est: 0.99, adj p: 2.6e-18

51.5
O 51.01
o
€ 50.5+
|_
‘T 50.01
o
K 4951 e

o

<90 B
[ ]
[ ]
0

25 50 75 100
[Compound] uM

Raw DSF data

80000 -

< 60000

= 40000 -

RFU (FAM

20000 1

40 60 80
Temperaure (°C)

Compound: ZINC000893101964 (a.k.a Z1964) | Library: Mergers, Set 1

Thermal shift
Spearman est: -0.12, adj p: 0.58

)

—~ 49.6 1

(®] )

e

49.5

S

= () )

"E 49441 oo ®

o o

§49.3- ° o
° °

< 49.2 1
0 25 50 75 100

[Compound] uM

Raw DSF data

50000 -
— 40000
=
& 30000
-
L 20000
o

10000+

40 60 80
Temperaure (°C)

Compound: ZINC001240411747 (a.k.a Z1747) | Library: Mergers, Set 1

Thermal shift
Spearman est: -0.16, adj p: 0.47

o
[ ]
O
4941 ¢
E [ ]
[ e o
€ 4924 "o
o o0
G ")
g .
< 49.04
0 25 50 75 100

[Compound] uM

Raw DSF data

40000 -

< 30000 -
=

£

— 20000 1
LL

o
10000 -

40 60 80
Temperaure (°C)

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 maci

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 maci

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

Compound: REAL250004627335 (a.k.a R7335) | Library: Mergers, Set 1

Normalized DSF data

1.00

0.754

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

0.00 1

45 50 55

Temperaure (°C)

60

Thermal shift
Spearman est: 0.73, adj p: 6e-05

51 4
@)
<
. [ ]
|§ 50 : . .
z | e
[0 [ J
& 49-
Q.
Q
<
48- I. T T T T
0 25 50 75 100
[Compound] uM

Raw DSF data

40 60 80
Temperaure (°C)

Compound: ZINC000273900063 (a.k.a Z0063) | Library: Mergers, Set 1

Normalized DSF data

50 55
Temperaure (°C)

Thermal shift
Spearman est: -0.02, adj p: 0.93

Apparent Tm (°C)
N N N
© © ©
N SN D

N

©

o
1

50 75 100
[Compound] uM

Raw DSF data

Temperaure (°C)

Compound: ZINC000751938095 (a.k.a Z8095) | Library: Mergers, Set 1

Normalized DSF data

~

\

50 55
Temperaure (°C)

Thermal shift
Spearman est: —0.41, adj p: 0.049

o8 ®
3ep

N N N
® © ©
&) o o
1 1 1

Apparent Tm (°C)
&
o

N

N

()}
1

25 50 75
[Compound] uM

Raw DSF data

80000 -

S 60000
£
S 40000
L

o
20000 1

Temperaure (°C)

Compound: ZINC000885048835 (a.k.a Z8835) | Library: Mergers, Set 1

Normalized DSF data

7\7\\ S
| - —
| ~ =

50 55
Temperaure (°C)

Thermal shift
Spearman est: 0.23, adj p: 0.29

N
©
(&)
o
1

N
©
o
o
1

Apparent Tm (°C)

25 50 75
[Compound] uM

Raw DSF data

50000 1

g 40000 1

<
L 30000 -
T
L. 20000

10000 A

Temperaure (°C)

Compound: ZINC000949397098 (a.k.a Z7098) | Library: Mergers, Set 1

Normalized DSF data

50 55
Temperaure (°C)

Thermal shift
Spearman est: 0.3, adj p: 0.16

Apparent Tm (°C)
5 & & &
o @ o

25 50 75
[Compound] uM

Raw DSF data

40000 1

g 30000 1

*;_-_-_-,=,._=-

40 60 80
Temperaure (°C)

Compound: ZINC001320848619 (a.k.a Z8619) | Library: Mergers, Set 1

Normalized DSF data

1.00

0.751

0.50 1

0.251

1.00 A

0.754

0.50 1

0.25 1

45 50 55
Temperaure (°C)

60

Thermal shift
Spearman est: 0.18, adj p: 0.41

[ ]

[ J
O 49501 ¢ o
o
€
49254 o °
b= e o
& -« . 8
§49.00- @ °
£ ®

48751 o ®
25 50 75 100
[Compound] uM

Raw DSF data

Temperaure (°C)

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 maci

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 maci

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 maci

Compound: REAL300007318908 (a.k.a R8908) | Library: Mergers, Set 1

— 0.001 _\J

Normalized DSF data

1.00 1

0.75 1

0.50 1

0.25 1

= 40 60
3

80

1.00 A

0.754

0.50 1

0.25 1

0.00 1=

45 50 55
Temperaure (°C)

60

Thermal shift
Spearman est: 0.29, adj p: 0.17

Apparent Tm (°C)

N N N N

® ® © ©

N © - w

1 1 1 1
(]

0 25 50 75 100
[Compound] uM

Raw DSF data

Temperaure (°C)

Compound: ZINC000359659274 (a.k.a Z9274) | Library: Mergers, Set 1

/2-\ T T T
4
g<|-_/ 0 60 80
-]
LL
= 00 —

Normalized DSF data

1.00
0.75 4

0.50 1

0.25 1 ’/
0.001 = ———

0.754

0.50 1

0.251

45 50 55
Temperaure (°C)

Thermal shift
Spearman est: 0.61, adj p: 0.0014

50.0 1 s
°

49.5 %'

Apparent Tm (°C)
&
o

48.51

0 25 50 75 100
[Compound] uM

Raw DSF data

Temperaure (°C)

Compound: ZINC000833624464 (a.k.a Z4464) | Library: Mergers, Set 1

Normalized DSF data

1.00 A ~
N
0.75 1

0.50 1

0.25 1

— 0.00 - e ——

= 40 60
3

\\x

80

1.007 \N

0.754

0.50 1

0.25 1

0.00 1

45 50 55
Temperaure (°C)

60

Thermal shift
Spearman est: -0.44, adj p: 0.03

N

©

(o)}
1

NN
©
~
1
L Y

Apparent Tm (°C)
5 &
o N
®

0 25 50 75 100
[Compound] uM

Raw DSF data

8000079 \
sSsS
< 60000 1 ~—  —
b ‘
) 40000 1
LL

20000 A

Temperaure (°C)

Compound: ZINC000891943247 (a.k.a Z3247) | Library: Mergers, Set 1

Normalized DSF data

1.00
—
0.75 1
0.50 1
0.251
0.00 1
40 60 80
1.00

0.754

0.50 1

0.25 1

45 50 55
Temperaure (°C)

60

Thermal shift
Spearman est: 0.24, adj p: 0.27

498' )
)
24954 ®
e ®
= o0 o
€ 49210 e0g o
o
© [ BN ]
S 4894 °®
s
[ ]
0 25 50 75 100
[Compound] uM

Raw DSF data

40000 -
i 30000 -
>

L 20000 -

10000 -

40 60 80
Temperaure (°C)

Compound: ZINC001119059028 (a.k.a Z9028) | Library: Mergers, Set 1

Normalized DSF data

1.00 1

0.754

0.50 1

0.25 1

40 60

80

1.00 A

0.754

0.50 1

0.25 1

0.00 1

45 50 55
Temperaure (°C)

60

Thermal shift
Spearman est: —0.58, adj p: 0.0031

Apparent Tm (°C)
®

49.0 1 P )

0 25 50 75 100
[Compound] uM

Raw DSF data

Temperaure (°C)

Compound: ZINC001327823432 (a.k.a Z3432) | Library: Mergers, Set 1

Normalized DSF data

1.00

0.751

0.50 1

0.251

0.754

0.50 1

0.25 1

0.00 1

45 50 55
Temperaure (°C)

60

Thermal shift
Spearman est: 0.54, adj p: 0.0067

8 49.8 1
S
E o954 %%
g’ '. ®
T 49.2 - e
2 e .
< [ J

48.94 ¢

0 25 50 75 100
[Compound] uM

Raw DSF data

Temperaure (°C)

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer

1 uM nsp3 maci

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer

1 yM nsp3 maci

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 maci

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1




Normalized DSF data

1.00 -

0.75

0.50 1

0.25

1.00

0.754

0.50 -+

0.25 1

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

0.754

0.50 -+

0.25

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

0.754

0.50 -+

0.25 1

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

1.00

0.754

0.50 -+

0.25 1

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00 -

0.754

45 50 55 60
Temperaure (°C)

Normalized DSF data

1.00

0.75 =

0.50 1
0.25 1

— 0.00- -\J . .

= 40 60 80
3

0.754

0.50 -+

0.25 1

45 50 55 60
Temperaure (°C)

Compound: ZINC001335091110 (a.k.a Z1110) | Library: Mergers, Set 1

Thermal shift
Spearman est: —0.36, adj p: 0.081

[ )
— [ )
[ ]
o .
~— 49.4
E 000 © [ )
= Lo
[ ]
g 4924 e
o [ )
o
< ° °
49.0 1
0 25 50 75 100

[Compound] uM

Raw DSF data

60000

FAM)

40000 1

~

RFU

20000 1

Temperaure (°C)

Compound: FRESH00004674769 (a.k.a F4769) | Library: Mergers, Set 2

Thermal shift
Spearman est: 0.72, adj p: 7.6e-05

a (6]
o iy
1 1

Apparent Tm (°C)
5
oy
[ J
( N J

N
oo
'

0 25 50 75 100
[Compound] uM

Raw DSF data

50000
40000+
i 30000 1
E 20000 -

10000 -

Temperaure (°C)

Compound: REAL250003958539 (a.k.a R8539) | Library: Mergers, Set 2

Thermal shift
Spearman est: 0.15, adj p: 0.48

_ 4951 *
8 o° ©
[ ]
E 4904 $°
5 .
@ 48.5
<& °
4801e * : : :
0 25 50 75 100
[Compound] uM

Raw DSF data

Temperaure (°C)

Compound: ZINC000183202483 (a.k.a Z2483) | Library: Mergers, Set 2

Thermal shift
Spearman est: -0.33, adj p: 0.11

»m
4951, .
O [ AN )
o
— 4904 %" ® o
E ™ °
‘qc: 4854 o
g
a 48.01
<
4751 —2 . . : ;
0 10 20 30 40 50
[Compound] uM
Raw DSF data
40000 -
S 30000 -
T
= 20000 1
Lo
o
10000 4

Temperaure (°C)

Compound: ZINC001240776402 (a.k.a Z6402) | Library: Mergers, Set 2

Thermal shift
Spearman est: -0.29, adj p: 0.17

0 25 50 75 100
[Compound] yM

Raw DSF data

40 60 80
Temperaure (°C)

Compound: LL1_0010 (a.k.a LL1_0010) | Library: LL

Thermal shift
Spearman est: 0.3, adj p: 0.15

50.75 -
— [ _J
09, 50.504 o ® °
[}
[}
|g ® .
+= 50251 ¢ .
9 [ ]
©
2 50.00 1 °
[ ]
< H
49.7519 . . . .
0 25 50 75 100
[Compound] uM

Raw DSF data

Temperaure (°C)

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 maci

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 maci

[Compound] (uM)

50.00
25.00
12.50
6.25
3.12
1.56
0.78

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100
50
25
13

Buffer
1 yM nsp3 mac1

Compound: ZINC001364774273 (a.k.a Z4273) | Library: Mergers, Set 1

Normalized DSF data

1.00

0.754 N

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.3, adj p: 0.16

N

©

(o]
1

Apparent Tm (°C)
[}
®

0 25 50 75 100
[Compound] uM

Raw DSF data

80000 -

< 60000 -

FAM

~

40000 A

RFU

20000 1

Temperaure (°C)

Compound: REAL250001448407 (a.k.a R8407) | Library: Mergers, Set 2

Normalized DSF data

55
Temperaure (°C)

Thermal shift
Spearman est: —0.24, adj p: 0.26

C
u
o
o
1

Apparent Tm (°C)
N AN SN N
© »® © ©
o [6)] o [6)]

25 50 75 100
[Compound] uM

Raw DSF data

40000 1

—

=
30000
i3

) -
T 20000
o

10000 -

40
Temperaure (°C)

Compound: REAL300007260658 (a.k.a R0658) | Library: Mergers, Set 2

Normalized DSF data

50 55
Temperaure (°C)

Thermal shift
Spearman est: -0.11, adj p: 0.59

Apparent Tm (°C)

25 50 75
[Compound] uM

Raw DSF data

Temperaure (°C)

Compound: ZINC000904346960 (a.k.a Z6960) | Library: Mergers, Set 2

Normalized DSF data

55
Temperaure (°C)

Thermal shift
Spearman est: 0.21, adj p: 0.31

N

©

(6}
1

N

©

o
1

Apparent Tm (°C)
&
(&)}

SN

©

o
1

25 50 75
[Compound] uM

Raw DSF data

Temperaure (°C)

Compound: ZINC001365141527 (a.k.a Z1527) | Library: Mergers, Set 2

Normalized DSF data

' 55
Temperaure (°C)

Thermal shift
Spearman est: —-0.66, adj p: 0.00041

a

Sg
e §

oC)

(

Apparent Tm
D
[0}

25 50 75 100
[Compound] yM

Raw DSF data

40 60
Temperaure (°C)

Compound: LL1_0005 (a.k.a LL1_0005) | Library: LL

Normalized DSF data

1.00

0.751

0.50 1

0.251

1.00 A

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.01, adj p: 0.96

50.50 - o o
@)
£ 50.25¢
E e

- [ )

£ 50001 ¢
% °
Q 49757 ¢
o
< [ J

49.50 -

0 25 50 75 100
[Compound] uM

Raw DSF data

40000
3‘30000
T
>
2 20000 -
o /

10000 —

e =
40 60 80

Temperaure (°C)

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 maci

[Compound] (uM)

100.00
50.00
25.00
12.50
6.25
3.12
1.56

Buffer
1 yM nsp3 maci

[Compound] (uM)

100
50
25
13

Buffer
1 yM nsp3 maci

Compound: ZINC001434309614 (a.k.a Z9614) | Library: Mergers, Set 1

Normalized DSF data

1.00- S
——
0.751 =
0.50
0.251
.
40 60

1.00 A

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

FAM)

~

RFU

Thermal shift
Spearman est: 0.08, adj p: 0.72

[ 1)
[ ]
O 49.4- .
e ®
%
= o’
49.2 4 °
"E [ ] [ ]
o °
©
Q. 49.04
< [ ]
48.8 12 . ; : :
0 25 50 75 100
[Compound] uM

Raw DSF data

60000 A

40000 1

20000 1

Temperaure (°C)

Compound: REAL250003774401 (a.k.a R4401) | Library: Mergers, Set 2

Normalized DSF data

1.00

0.75 4

0.50 1

0.251

0.754

0.50 1

0.251

45 50 55 60
Temperaure (°C)

—~ 40000
=

<C

L 30000

)
LL
o

Apparent Tm (°C)

Thermal shift
Spearman est: —-0.3, adj p: 0.15

°
. .
-®

® o, o
°, d

B S B H
® ® © ©
o (&) o (&)}
1 1 1 1

0 25 50 75 100
[Compound] uM

Raw DSF data

50000 1

20000 1

10000 -

40 60 80
Temperaure (°C)

Compound: REAL300019621104 (a.k.a R1104) | Library: Mergers, Set 2

Normalized DSF data

1.00

0.751

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

—

~

Apparent Tm (°C)
5
[}
[ ]

Thermal shift
Spearman est: 0.54, adj p: 0.0063

a
o
1

IS
0]
1

0 25 50 75 100
[Compound] uM

Raw DSF data

80000 -

60000 1

40000 1

20000 1

Temperaure (°C)

Compound: ZINC001156036512 (a.k.a Z6512) | Library: Mergers, Set 2

Normalized DSF data

1.00

0.75 1

0.50 1

0.251

1.00

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

—~ 49.51 ° 4

(

M)

s

RFU (

Thermal shift
Spearman est: 0.06, adj p: 0.77

0 10 20 30 40 50
[Compound] uM

Raw DSF data

40000 A

30000 1

20000 1

10000 -

Temperaure (°C)

Compound: LL1_0016 (a.k.a LL1_0016) | Library: LL

Normalized DSF data

1.00 1

0.754

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.18, adj p: 0.4

50.8 °
5)
o
~ °
€ 5044 o e ®
== °. e
€ S ° °
g ...
s 50.09 e
o
< °
49612 ; : : .
0 25 50 75 100
[Compound] uM

Raw DSF data

Temperaure (°C)

Compound: LL1_0017 (a.k.a LL1_0017) | Library: LL

Normalized DSF data

1.00

0.751

0.50 1

0.251

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

Apparent Tm (°C)

Thermal shift
Spearman est: 0.18, adj p: 0.4

50.75 -
[ ]
50.50 - °
.0
[ X ]
50.25 - 2.
[ ]
50.004 ® °® 3
e [ ]
49.754 o
0 25 50 75 100
[Compound] uM

Raw DSF data

40 60 80
Temperaure (°C)

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 6.25

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 625

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 6.25

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

50.00
25.00

® 1250

® 6.25

e 312

® 156

e 078

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)
100
50

o 25

e 13

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)
100
50

o 25

e 13

- — Buffer

— 1 uM nsp3 maci




Compound: LL1_0023 (a.k.a LL1_0023) | Library: LL

Normalized DSF data

1.00 -

0.75

0.50 1

0.25

1.00

0.754

0.50 -+

0.25 1

0.00 -

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.98, adj p: 6.1e-17

(&)}
A
1

[6)]

w
1
o«

Apparent Tm (°C)
2 8
[}

(&)
o
1

25 50 75 100
[Compound] uM

Raw DSF data

40000 1
i 30000 1

)
L 20000

10000 -

e e L

40 60 80
Temperaure (°C)

Compound: LL1_0014 (a.k.a LL1_0014) | Library: LL

Normalized DSF data

1.00 -

0.754

0.50 1

0.25

0.754

0.50 -+

0.25

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.91, adj p: 7.5e-10

544
$ 53
€
= 52+
o
G 511 =
o
LINPTL
o
0 25 50 75 100
[Compound] uM

Raw DSF data

Temperaure (°C)

Compound: 8539_0030 (a.k.a 8539_0030) | Library: Z8539 Analogs

RFU (FAM)

Normalized DSF data

0.754

0.50 -

0.25

0.754

0.50 1

0.25

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.86, adj p: 7.5e-08

o
EM- o
= .
© 52- e o
©
g |
[ ]

< 50+ ‘.’3

%9

0 25 50 75 100

[Compound] uM

Raw DSF data

40 60 80
Temperaure (°C)

Compound: 8539_0046 (a.k.a 8539_0046) | Library: Z8539 Analogs

RFU (FAM)

Normalized DSF data

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.49, adj p: 0.015

O 56- * o
o [ ]
S
= 541 °
T
2 52+ e
2
< <&
50 A
k]
0 25 50 75 100
[Compound] uM

Raw DSF data

30000 -

FAM)

20000 1

~

RFU

10000 -

Temperaure (°C)

Compound: 8539_0002 (a.k.a 8539_0002) | Library: Z8539 Analogs

RFU (FAM)

Normalized DSF data

0.75

0.50 1

0.25

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.74, adj p: 3.4e-05

O 561
o
‘é’ ®
[ ]

: 54 o
C
[0 [ ]
gsz- o o
a 0.2
< 50- Y )

|

0 25 50 75 100

[Compound] yM

Raw DSF data

40 60 80
Temperaure (°C)

Compound: 8539_0026 (a.k.a 8539_0026) | Library: Z8539 Analogs

RFU (FAM)

Normalized DSF data

0.754

0.50 -

0.25

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.37, adj p: 0.076

5521 o
e o ©
Es14 °°
: e ° L
@501 e °
T °
g
< 497 ; °
° [ ]
0 25 50 75 100
[Compound] yM

Raw DSF data

Temperaure (°C)

[Compound] (uM)

100
50

* 25

e 13

° 7

° 4

e 2

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)
100
50

* 25

e 13

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 625

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 6.25

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 6.25

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 625

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

Compound: LL1_0025 (a.k.a LL1_0025) | Library: LL

Normalized DSF data

1.00- —
_
0.751
0.50 4
0.251 ‘
— 0.00-
= 40 60 80
L
>
L
T 1004
0.751
0.50
0.251
0.001

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.71, adj p: 0.00011

25 50 75
[Compound] uM

o{ege
Se
°

Raw DSF data

100

40000 1
30000

T

> ]

I 20000

10000 -

Temperaure (°C)

Compound: LL1_0027 (a.k.a LL1_0027) | Library: LL

Normalized DSF data

Temperaure (°C)

Thermal shift
Spearman est: 0.41, adj p: 0.048

o

o

)
1

Apparent Tm (°C)
2
o

50 75
[Compound] uM

Raw DSF data

40000 1

—

<§E 30000 1
L

) i
o 20000
o

10000 A

- mEmesEsTsss "=

40 60
Temperaure (°C)

Compound: 8539_0025 (a.k.a 8539_0025) | Library: Z8539 Analogs

Normalized DSF data

50 55
Temperaure (°C)

Thermal shift
Spearman est: 0.17, adj p: 0.43

80

(&) (6]
o iy
1 1

Apparent Tm (°C)
N
©

50 75
[Compound] yM

Raw DSF data

100

Temperaure (°C)

Compound: 8539_0014 (a.k.a 8539_0014) | Library: Z8539 Analogs

Normalized DSF data

55
Temperaure (°C)

Thermal shift
Spearman est: 0.59, adj p: 0.0026

(&)}
w
1

N
1

Apparent Tm (°C)
o 'y

N
o
1

25 50 75
[Compound] yM

Raw DSF data

Temperaure (°C)

Compound: 8539_0011 (a.k.a 8539_0011) | Library: Z8539 Analogs

Normalized DSF data

' 55
Temperaure (°C)

Thermal shift
Spearman est: 0.18, adj p: 0.41

o
© o -
1 1 1

Apparent Tm (°C)

i
0]
1

50 75
[Compound] yM

Raw DSF data

Temperaure (°C)

Compound: 8539_0037 (a.k.a 8539_0037) | Library: Z8539 Analogs

Normalized DSF data

1.00 A

0.751

0.50 1

0.25 1

RFU (FAM)

1.00 A

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.16, adj p: 0.47

52— e
) °
851- °°® 4
S
- °
= 50+ ®
S | °, e
1 R
0_49' '
<C )
L)
48- T T T T T
0 25 50 75 100

[Compound] uM

Raw DSF data

Temperaure (°C)

[Compound] (uM)
100
50

® 25

e 13

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)
100
50
25

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00

50.00

25.00

12.50

6.25

3.12

1.56

Buffer
1 yM nsp3 mac1

[Compound] (uM)

100.00

50.00

25.00

12.50

6.25

3.12

1.56

Buffer
1 yM nsp3 maci

[Compound] (uM)

100.00

50.00

25.00

12.50

6.25

3.12

1.56

Buffer
1 yM nsp3 maci

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 6.25

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

Compound: LL1_0018 (a.k.a LL1_0018) | Library: LL

Normalized DSF data

1.00 1

0.75 1

0.50 1

0.25 1

1.00 A

0.754

0.50 1

0.25 1

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.96, adj p: 6.7e-14

.52
O
e
= ®
— 51 s
§ 8
© ° ©®
g 501 %
< |
[ ]
0 25 50 75 100
[Compound] yM
Raw DSF data
40000 A
g 30000 A
s
D 20000 A
L
o
10000 A ]
e ————_

40 60 80
Temperaure (°C)

Compound: 8539_0029 (a.k.a 8539_0029) | Library: Z8539 Analogs

RFU (FAM)

Normalized DSF data

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.73, adj p: 5.8e-05

541 A
O [ ]
2 53
€
t, 52+ ©® ®
c [ ]
2 514
§ ' d
[ ]
<C 50+
fo2
0 25 50 75 100
[Compound] yM
Raw DSF data
30000
=
L 20000 -
)
s
10000 A

Temperaure (°C)

Compound: 8539_0038 (a.k.a 8539_0038) | Library: Z8539 Analogs

RFU (FAM)

Normalized DSF data

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.19, adj p: 0.36

(°C)
2 8
[ J
[ ] [ ]

O
o
1

Apparent Tm
N
(e}

N
00}
1
[ ]

25 50 75 100
[Compound] uM

Raw DSF data

Temperaure (°C)

Compound: 8539_0076 (a.k.a 8539_0076) | Library: Z8539 Analogs

RFU (FAM)

Normalized DSF data

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: —-0.19, adj p: 0.37

52- e
o
514 .
S
= °
€ 50 40
c °
o . s
© °
Q494 %o
< o ®
48- T . T T T T
0 25 50 75 100

[Compound] yM

Raw DSF data

Temperaure (°C)

Compound: 8539_0027 (a.k.a 8539_0027) | Library: Z8539 Analogs

RFU (FAM)

Normalized DSF data

45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.7, adj p: 0.00013

56
%)
S 54 -
IS
= e * °
g 52 @ ®
[ ]
@ s ¢
Q %
Q 50 -
< [ J
® H
0 25 50 75 100
[Compound] uM
Raw DSF data
30000 -
=
L 20000 4
)
L
o
100001

Temperaure (°C)

Compound: 8539_0039 (a.k.a 8539_0039) | Library: Z8539 Analogs

RFU (FAM)

Normalized DSF data

0.751

0.50 1

0.25 1

45 50 55 60

Temperaure (°C)

Thermal shift
Spearman est: 0.09, adj p: 0.69

521 o
8 514 °
E [ ]
=z 50 .0° ’
§ R 8 o
© ° [
S 49- .
4
<
48 - I. T T T T
0 25 50 75 100
[Compound] yM

Raw DSF data

Temperaure (°C)

[Compound] (uM)
100
50

* 25

e 13

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 625

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 625

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 6.25

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 6.25

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 625

e 312

e 156

- — Buffer

— 1 uM nsp3 maci




Compound: 8539_0041 (a.k.a 8539_0041) | Library: Z8539 Analogs

Normalized DSF data

RFU (FAM)

T
45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.6, adj p: 0.0019

56 -
%)
541 ¢ e
E [ ]
: o °
§ 521 o
g [ ]
50 .
< LY
() [ ]
0 25 50 75 100
[Compound] uM
Raw DSF data
30000 A
=
L 20000
-
s
10000
:':-—\-'--: ;ﬂ-—:—‘--«_'as—s-\q.
= == =)
40 60 80

Temperaure (°C)

Compound: 8539_0023 (a.k.a 8539_0023) | Library: Z8539 Analogs

Normalized DSF data

T
45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.81, adj p: 2e-06
_57.51
g s
£ 55.01 °
|_
5 52.51
©
o)
£ 50.01
s ¢
0 25 50 75 100
[Compound] uM
Raw DSF data
75000 A
=3
& 50000 -
o
0 25000
o T ——— =

40 60 80
Temperaure (°C)

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 6.25

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 6.25

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

Compound: 8539_0009 (a.k.a 8539_0009) | Library: Z8539 Analogs

RFU (FAM)

Normalized DSF data

1.00

0.75 1

0.50 1

0.25 1

T
45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.34, adj p: 0.1

a1
\S]
1

a1
—_
1

Apparent Tm (°C)
5 &
[ 4

N
0]
1

25 50 75 100
[Compound] yM

[ ]
(4
[ ]
o
®
0

Raw DSF data

40000 A

S 30000 -

£

> 20000 4
L

o
10000 ~

M B s =S EEEEEE

40 60 80
Temperaure (°C)

Compound: 8539_0006 (a.k.a 8539_0006) | Library: Z8539 Analogs

Normalized DSF data

0.6 1

T
45 50 55 60

Temperaure (°C)

Thermal shift
Spearman est: -0.43, adj p: 0.034

)]
o

w1

N
(&)
1

Apparent Tm (°C)
LN
o

W
]
1

0 25 50 75 100
[Compound] yM

Raw DSF data

120000 -

80000 -

RFU (FAM)

40000 -

Temperaure (°C)

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 625

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 6.25

e 312

e 156

- — Buffer

— 1 uM nsp3 maci

Compound: 8539_0007 (a.k.a 8539_0007) | Library: Z8539 Analogs

RFU (FAM)

Normalized DSF data

1.00 1

0.754

0.50 1

0.251

1.00 A

T
45 50 55 60
Temperaure (°C)

Thermal shift
Spearman est: 0.24, adj p: 0.25

Apparent Tm (°C)

g 2 8 &
o0

[ o

IS
©
1

I
[0}

25 50 75 100
[Compound] yM

Oo%e

Raw DSF data

40000 - A~

S 30000 -

£

S 20000 1
L

o
10000

Temperaure (°C)

[Compound] (uM)

100.00
50.00

® 2500

e 1250

® 6.25

e 312

e 156

- — Buffer

— 1 uM nsp3 maci




