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(Yes/No)

SEL. DIFF.

1 42.2 41.7 >30 -3.8 45.4 Yes

2 76.8 35.1 >30 -4.4 39.6 Yes

DDD00044195 215.7 27.5 >30 -7.4 34.9 Yes

DDD00009621 77.8 30.4 >30 -1.0 31.4 Yes

DDD00041394 81.0 22.6 >30 -8.2 30.7 Yes

DDD00029810 144.1 31.3 >30 1.1 30.3 Yes
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DDD00031805 54.3 30.7 >30 2.6 28.1 Yes

DDD00052685 74.7 22.5 >30 -4.0 26.5 Yes

DDD00059994 61.0 24.3 >30 0.8 23.4 Yes

DDD00031613 91.1 28.3 >30 6.7 21.6 Yes
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UAP PROJECT

(diphosphorylase)
S1. Compound Triage

1

2

A B C D E F G H I J

Compound ID Structure
AVERAGE ABS IC50

(UAP + PPase)

AVERAGE ABS IC50 - Graphical Result

(UAP + PPase)

PI AVE @ 

30uM (UAP + 

PPase)

AVERAGE ABS IC50 

(PPase alone)

AVERAGE ABS IC50 - Graphical Result

(PPase alone)

PI AVE @ 

30uM (PPase 

alone)

PI UAP - PI 

PPase @ 

30uM

HPLC activity 

@ 30uM 

(Yes/No)

SEL. DIFF.UAP + pyrophosphatase Pyrophosphatase alone
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DDD00066711 40.6 36.1 32.6 46.5 -10.5

DDD00066700 43.3 37.6 29.7 50.5 -12.9

DDD00066694 36.6 39.9 28.0 53.5 -13.6

DDD00071188 73.7 23.6 47.4 37.3 -13.7

DDD00066695 43.3 38.4 28.8 52.2 -13.9

DDD00066718 33.1 46.0 24.6 59.9 -13.9

DDD00066717 55.3 30.7 31.0 49.7 -19.1
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Compound ID Structure
AVERAGE IC50 

uM
AVERAGE 

HILLSLOPE
AVERAGE IC50 

uM
AVERAGE 

HILLSLOPE

1 36.61 0.92 >300 -0.85

DDD00053409 48.93 0.65 549.81 0.87

7 475.97 1.56 >100 -19.85

DDD00085843 >100 -0.43 >100 -0.27

3 >100 -4.16 >100 -0.93

DDD00085847 >100 -29.96 >100 -0.80

DDD00085853 >100 -16.38 >100 -1.46

DDD00085854 >100 0.97 >100 11.32

TbUAP coupled assay Pyrophosphorylase assay
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DDD00085855 317.56 0.75 >100 2.31

DDD00085856 >100 -1.46 >100 -0.60

DDD00085857 >100 -9.09 >100 -0.28

DDD00085858 566.30 0.94 >100 0.06

DDD00085859 98.76 0.59 575.43 0.73

DDD00085861 >100 -0.50 >100 -0.56

DDD00085863 >100 -1.56 >100 -1.64

DDD00085864 317.23 0.64 449.47 0.84
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DDD00085865 256.18 0.67 225.94 0.86

DDD00085866 >100 3.22 >100 -0.14

DDD00085867 >100 -1.01 >100 -0.52

DDD00085868 >100 -15.76 >100 -0.99

DDD00085869 >100 1.86 >100 0.37

DDD00085870 197.47 1.21 >100 0.12

DDD00085871 448.93 0.64 >100 8.95

DDD00085872 >100 -0.77 >100 -19.83

N

S

N N

N

Z

N

S

N N

N

Z

N

Cl

O

O

O

Cl

O

O

N

Cl

O

O

O

Cl

N

N

N

S

N N

N

Cl

Z

N

S

N N

N

S
E

N

S

N N

N

O

O

Z

N

OO

O

N

O



6 365.49 0.76 >100 -0.95

DDD00085876 >100 0.22 >100 -0.07

5 348.25 0.91 >100 -0.72

DDD00085880 >100 -1.81 >100 -1.36

DDD00085882 252.07 0.89 292.51 1.01

DDD00085883 >100 -1.10 >100 -0.99

4 224.48 1.40 >100 -2.06

DDD00085885 >100 -1.74 >100 -1.01

N

O

O

O
O

O

N

S

N N

N

O

O

Cl

Z

N

Cl

O

O

O

Cl

O

O

N

Br

O

O

O

N

S

N N

N

O

O

Z

N

OO

O

Cl

Cl

N

O

O

O
O

O

N

O

O

O

Br

F


