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Table S1. Names and code numbers of tested compounds.

Compound chemical name No nt?r?l%eer
N-(Benzo[d]thiazol-2-yl)-4-(naphthalen-2-yl)butanamide 5a GK509
N-(Benzo[d]thiazol-2-yl)-3-(naphthalen-2-yl)propanamide 5b GK510
N-(Benzo[d]oxazol-2-yl)-3-(naphthalen-2-yl)propanamide 5¢c GK538
N-(Benzo[d]oxazol-2-yl)-4-(naphthalen-2-yl)butanamide 5d GK540

N-(1H-Benzo[d]imidazol-2-yl)-3-(naphthalen-2-yl)propanamide 5e GK539
N-(1H-Benzo[d]imidazol-2-yl)-4-(naphthalen-2-yl)butanamide 5f GK541
N-(Benzo[d]thiazol-2-yl)-2-(naphthalen-2-yloxy)acetamide 7 GK591
(E)-N-(Benzo[d]thiazol-2-yl)-3-(naphthalen-2-yl)acrylamide %9a GK522
(E)-N-(Benzo[d]thiazol-2-yl)-3-(4-methoxyphenyl)acrylamide 9%b GK523
N-(Benzo[d]thiazol-2-yl)-3-(4-methoxyphenyl)propanamide 11 GK521
N-(3-(Naphthalen-2-yl)propyl)benzo[d]thiazole-2-carboxamide 14 GK508
4-Methoxybenzyl benzo[d]thiazol-2-ylcarbamate 16a GK524
Naphthalen-2-ylmethyl benzo[d]thiazol-2-ylcarbamate 16b GK525
N-(1-Methoxy-3-(naphthalen-2-yl)propyl)benzo[d]thiazol-2-amine 18a GK542
N-(1-Methoxy-3-phenylpropyl)benzo[d]thiazol-2-amine 18b GK561
N-(1-Methoxy-3-(4-methoxyphenyl)propyl)benzo[d]thiazol-2-amine 18c GK559
N-(3-(Naphthalen-2-yl)propyl)benzo[d]thiazol-2-amine 19a GK543
N-(3-Phenylpropyl)benzo[d]thiazol-2-amine 19b GK562
N-(3-(4-Methoxyphenyl)propyl)benzo[d]thiazol-2-amine 19c GK560
N-(3-(Naphthalen-1-yl)propyl)benzo[d]thiazol-2-amine 19d GK593
N-(3-(Naphthalen-1-yl)propyl)thiazol-2-amine 19 GK610
N-(3-Phenylpropyl)thiazol-2-amine 19f GK643
N-(3-(Naphthalen-2-yl)propyl)-6-(tr-|fluoromethoxy)benzo[d]th|azol-2- 19 K642
amine
N-(3-(Naphthalen-1-yl)propyl)-6-(trifluoromethoxy)benzo[d]thiazol-2- Loh K644

amine




N-(3-(Naphthalen-2-yl)propyl)benzo[d]oxazol-2-amine 23a GK566
N-(3-(4-Methoxyphenyl)propyl)benzo[d]oxazol-2-amine 23b GK567
N-(2-(Naphthalen-2-yloxy)ethyl)benzo[d]oxazol-2-amine 23c GK592
N-(2-(Naphthalen-1-yloxy)ethyl)benzo[d]oxazol-2-amine 23d GK604
N-(2-(Naphthalen-2-yloxy)ethyl)benzo[d]thiazol-2-amine 25a GK606
N-(2-(Naphthalen-1-yloxy)ethyl)benzo[d]thiazol-2-amine 25b GK607
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Figure S1. Effect of the inhibitor 19a on IL-1/Fk-stimulated nitrite formation in rat mesangial
cells.

Cells were pretreated for 20 min with the indicated concentrations of 19a and then stimulated for
24 h in the absence (-) or presence (+) of 1 nM interleukin 1 (IL-1) plus 5 uM forskolin (Fk).
Nitrite was quantified in supernatants using Griess assay as previously described.® Data are
presented as mM of nitrite and are means +/- S.D. (n = 3).

References

1. Miihl, H.; Kunz, D.; Rob, P.; Pfeilschifter, J. Cyclosporin derivatives inhibit interleukin
1B induction of nitric oxide synthase in renal mesangial cells. Eur. J. Pharmacol. 1993,
249, 95-100.



NMR Spectra

S6°T
66T
[4r4 Nt

907~
otz
BET
e
s’
697 —

el

€Ty —

90°L—

€€°L~
€L

SLL—

I

//

g g

0'S

8'S

T
4.5
f1 (ppm)

'H NMR spectrum of 5a.

5.0

6'GC—

8vE—

oozt
1t
9ect
6'vCT
98T
09zt
€91

8'9¢T
T
[kt

Lan

YIET
]
&35t —

65T —

T —

T T T T T T T
180 170 160 150 140 130 120 110

T
190

f1 (ppm)

13C NMR spectrum of 5a.



e
182 V
s8z”
60°E .

14353
Z.m\

6L'€ —

ST
6L\
e~

6LL—

//

2

[

—

0'S

6'S

T
5.5

1 (ppm)

'H NMR spectrum of 5b.

8'0€ —

bLE—

Toct
€1
€T
€61
6'SCT
T'9¢t
€921
9’9t
€L
v.mwﬁw
08¢t
PLET —

S'LpT —

L'89T —
VI —

S -

T
-20

-10

10

20

60 50 40

70

90
f1 (ppm)

13C NMR spectrum of 5b.

110

210




9P-0SWA 05°C —

067\
867~
907
ere’

//

ooz
Fooz

TTT

£0€—

SLE~

9P-OSWT 56E

0°0TT —

81T
m.mu/
Al
v'set
Su%
€921 ¢
f¥kal
Al
[kal
6221
L1t
T'EET
S'8eT
LopT \
96T
z'sST—

'H NMR spectrum of 5c.

P'0LT —

180 170 160 150 140 130 120 110 100

190

f1 (ppm)

3C NMR spectrum of 5c.



€67
6T
107
b0z~ S~
8oz

9p-0SWa 05

WS
mm.m*
19°C

8LC

/)

18°C
§8'C

POIT — N

Fsre

Fege
Fooz

T0°TT

Foor

1 (ppm)

'H NMR spectrum of 5d.

S'S¢—

9'60T
m.m:/
0'€et
18748
8T
9'Set
8'GeT
6'9¢T
T
v.mNﬁW
CIeT
8'CET /
8'8ET ~
€01

LT —

8'HST —

€01 —

140

180

120 110

130

150

160

170

190

f1 (ppm)

3C NMR spectrum of 5d.



9P-OSWA 05T\
[4:54
£€6C /
60°€ \

ET'E~—>
ﬁ.m\ -

0L~ ~—
ore”
EL~—0

1S°L—

SJN/
8L

/

8S'TT —

/

90°¢T —

g4

Fog1

.<To.m

ot

1ot

1 (ppm)

'H NMR spectrum of 5e.

£0€—

0Le—

j4°149
T'9CtT
€921

€
x4t

m.mNﬂN
6°LCT
LTET
N.mg\

S'8ET
9'OpT —

LTLT—

N

oo

M

i

T T T T T T T
180 170 160 150 140 130 120 110

T
190

f1 (ppm)

13C NMR spectrum of 5e.



€6'T—
£Te—
rdoird

097 —
8977
8T

|/

I8ee

= Fust

V0L~
e’
YL~
150
182~
68~

ST —

90°CT —

1 (ppm)

'H NMR spectrum of 5f.

T6T —

86—

PreE—

02T
LvCT
8'vCT |
52T
9'SCT
£'STT
£L'STT
8'9CT
6'9CT
6'9CT |
0°£TT A
€L ;W
€L
T'IET

N.ﬁmﬁw
LTET

L'8ET —

TovT —

8TLT —

T T T T T T T
180 170 160 150 140 130 120 110

T
190

f1 (ppm)

13C NMR spectrum of 5f.

10



98y —

PUL—

w517
89,
6L\

//

Tooz

|

0'9

%ﬁm.v

»T<

f1 (ppm)

'H NMR spectrum of 7.

899 —

S'L0T —
T'8T1T

6°0CT
ST
SveT
SveT /
9'9¢T ¢
8'9¢1T
oz N
L
L'6CT
T'0eT
8'TET
TreT
9LbT —
8¥ST —

S'/LST—

LT —

180 170 160 150 140 130 120 110

190

f1 (ppm)

3C NMR spectrum of 7.

11



LL9~
S8'9

€L
18°,L~

19—

08—

/.
N
A

A JLA

'H NMR spectrum of 9a.

4

—

0'S

€L

S'8TT
S0t
L7
ST
(4749
9'9¢T
o'zt
JAVA4Y
0’81
8'8CT
0'6ZT

8'0ET ¢
m.EH\w
TCET
S'EET
9PET
TSPT —
T8yl —

L'65T —

69T —

T T T T T T
170 160 150 140 130 120 110

T
180

T
190

f1 (ppm)

3C NMR spectrum of 9a.

12



8€—

59~
099"
G899\
689 —

mm.m\
6b'L—
99°L~
S8'LN\

/

4.0 3.5

4.5
1 (ppm)

5.0

5.5

'H NMR spectrum of 9b.

SS—

SETT
THIT~:
SSTT—
1021~
[Atite
reer—
1921 N
goz1 s

6'6CT
£TeT \

ShpT —
8'LvT —

ST9T —
69T —

130

160

110

120

140

150

180 170

190

f1 (ppm)

13C NMR spectrum of 9b.

13



89¢C
ﬁ.N/

SL'T~

06'C 7
vm.N*

L6'C

vLE

699

AN
889~
697/
67L~
ShL~
65—
69°L \

9L \

L6°L

9LTT —

14
0'C

Fooe

f1 (ppm)

'H NMR spectrum of 11.

T0€ —

€88 —

8s —

8EIT—

£02T
9'TZT —
v —
v'9er
16217
rier””

S'LpT —

0°8ST ~
6'6ST

€T —

T T T T T T T
180 170 160 150 140 130 120 110

T
190

f1 (ppm)

3C NMR spectrum of 11.

14



il
we—

oS
el

887\
6T
o677

€9°€
mm.mW
09°¢
vw.m\

€L—

90’8 —

s

A

Fooz

Fooz

Faor

10°CT

3.0

4.0

5.0

1 (ppm)

'H NMR spectrum of 14.

6'0€ —
P'eeE—

§'6€ —

vzer
Thery
[2Ta8
0921
5921
9921
1921
021
v'LeT ]
921
'8zl
0'zET
oeer
Ter
oger )
87sT —

.
————

6°6ST —
6°€9T —

180 170 160 150 140 130 120 110

190

f1 (ppm)

3C NMR spectrum of 14.

15



6L'€ —

€Sy —

€€'9—

89
mm.w/
0L

:.NM
wiN
YELN
L
8b'L

&N\

8S°L

hy

i

z

1%x4
60
4
8°0
80

f1 (ppm)

'H NMR spectrum of 16a.

6'8F —

€65 —

THIT
8'8TT N

8'0¢T
9'TeT V
6'SCT
w.wﬁ#
0'6¢T W
€61

6'6ET —

TesT—
£'65T —

L1091 —

T T T T T T T
180 170 160 150 140 130 120 110

T
190

f1 (ppm)

13C NMR spectrum of 16a.

16



J

LS —

16'9
mm.o/
66'9
S.NN T~
e ~—
e |2
€WoTLy S~ z=
Wi
st T
9L O“A
€L
i \ o
6L

Fooz

Teot
Fort

Tm.N

rAN4
8'€

f1 (ppm)

'H NMR spectrum of 16b.

5§89 —

et
0'1CT
S'ECT
6°SCT
T'9ct
¥9CT
S'9ctT
9L~
08¢t
T8¢t
S'8¢t
A
et
T'eeT

EfH—

8'€ST —

79T —

T T T T T
150 140

170

180

120 110 100

130

160

190

f1 (ppm)

13C NMR spectrum of 16b.

17



6T'C—

Lre—

667\
€0e—
we

S§E—

mm.v/
mo.vw
20's

LvL—

06'L—

€8 —

~

% 60°C
% €0'C

= I-

\ﬂ w 80'T

01T

E %mﬁ.ﬁ

'H NMR spectrum of 18a.

01E—

b9E—

LYS—

€L8—

9'81T
§'0cT
ST
6'vCT
9'Set
8'SeT
[4° T4
£'921
T
o
L
8'6CT
L'TET
[4333
6'LET
€181 —

91—

170

180

150 140 130 120 110

160

190

f1 (ppm)

13C NMR spectrum of 18a.

18



b0z —
9TT—
AN

6LC—
€8¢

Sb'e—

S8y \
88'v —
16t /

/

T
4.5
1 (ppm)

5.0

o

hoe

'H NMR spectrum of 18b.

TIeE—

6'9€ —

T8 —

€8—

6811
8021 %
62T\
09zt
1921 A
£°8e1

Al \

0°0€T

8°0bT —

PIST —

0491 —

T T T T T T
170 160 150 140 130 120 110

T
180

T
190

f1 (ppm)

13C NMR spectrum of 18b.

19



sz /
8TT—

wT
wr—= T

08¢

g

08'¢ —

8\
68y — —=
6y

289
%@M B

8_“/
0z'L
S %)

€000 972~
HM.NM S NHA
ov'L
€L TT———— ZT
B.N\ (@]

/ /
L08—

Feoz

T
0.0

T
0.5

1.5 1.0

2.0

T
4.0

T
4.5
1 (ppm)

'H NMR spectrum of 18c.

c0E—

69€ —

6'vS v.

0'SS

€8—

LETT~
L811

EﬁM
e —
0921\
76T\
6621 —
Leer—

PIST —

L'LST—

TLOT—

150

130 120 110

140

180 170 160

190

f1 (ppm)

3C NMR spectrum of 18c.

20



6T'C— /

8¢ —

STEL
6ee7 //
gee

A

€9°€

667\
No.mw /
S0°S

VAN _
€100 9T L\ =

s %)
mo.h/ AAN

8L'L
MS% T ZT
06°L~ ~

86'L— ~

s087

~o

Fooe
90T
Lot

'H NMR spectrum of 18d.

€8¢ —

9E—

T'ss—

L'(8—

6'8TT
L0zt
8T
S'ECT
1 4°T4} /
8'set
09zt
09¢t
89¢t
L'8¢T

T'0eT
9'TET
8'EET

6'9€T

9IST —

L1 —

T T T T T T T
180 170 160 150 140 130 120 110

T
190

f1 (ppm)

13C NMR spectrum of 18d.

21



€T —

we—

€6°T\
96'C—~
ooﬁ\

9v'eE—

887\
16t —~
o'y

YL —

S8'L—

Foot

T0°TT

Y
0
i
G
(o]
S
8 ]
ful (]
o
(%]
o
=
=
I
—

c1eE—

L9€ —

8s—

T8 —

[AVA) S

180

160 150 140 130 120 110

170

190

f1 (ppm)

13C NMR spectrum of 18g.

22



T9T-—

T T T T T T T T
-35 -40 -45 -50 -55 -60 -65 -70 -75 -80

-30

-20

1 (ppm)

F NMR spectrum of 18g.

ac—

e —

e~
sTe
sve’
gre

[N
S6'v —~
86'v

PTL—

108 —

S

% 00'C
00
ST

yAZNY

'"H NMR spectrum of 18h.

23



€8¢ —

9 —

€65 —

L(8—

9°L9T —

130

170

110

120

150 140

160

180

190

1 (ppm)

13C NMR spectrum of 18h.

9T-—

T T T T T T T T T
-20 -25 -30 -35 -40 -45 -50 -55 -60 -65 -70 -75 -80 -85 -90

-15
f1 (ppm)

F NMR spectrum of 18h.

24



02\
SHN -
el

98T\
06'C—
€6'C

EPEN
Ly'e—
0S¢

909 —

€074~
aL—
wL"

YL~
orL"
S8'L"

/

/

Toot

'H NMR spectrum of 19a.

6'0€ ~
TeE—

0'Sy —

L°8TT
8'0ct
jaras

€61
6°SCT
09¢t
SOCT ~

oZet
Lt
9L
T8t

€0eT
0CeT
G'EET
G'8ET

eSSt —

89T —

180 170 160 150 140 130 120 110 100

190

f1 (ppm)

13C NMR spectrum of 19a.

25



oial
v0'T—~
.y

0LT~

YL~
8LC /

[U4RN
ee—
VA2

99—
66’9 —
[4 A

8y,
9L

/

/

i T_c
.

Froz

'H NMR spectrum of 19b.

6°0€ ~
67—

TSy —

€811
m.omﬁ”
[AT4 S\
6'SCT
o9zt
£8¢1

[&:14 \

0°0€T

6°0bT —

TesT —

89T —

Wb

L}

140

150

120 110

130

180 170 160

190

26

f1 (ppm)
13C NMR spectrum of 19b.



68'T —
v0'C—

197
sz
69

9EEN
6£°€ —
€r'e

UL'E—

€9 —

09°L—

s s/

N

Fore

Lo

.<To.m

106

3.5

8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0
1 (ppm)

9.0

'H NMR spectrum of 19c.

TTE~
o

0'Sh—

T'ss—

L€~
€811\
802T\
[4ate
65T~
[4748N
00eT —
6261 —

TS —

88T —

89T —

180 170 160 150 140 130 120 110

190

f1 (ppm)

13C NMR spectrum of 19c.

27



el
wﬁHN -
el

STE
6TE~
cve”
e~

157
vmim\

19—
90°L~\
VL~
6107

€94~
89,7

108 —

v

'H NMR spectrum of 19d.

ﬁ.omv.

oe

b'Sb—

S'8IT

6'0CT
91zt
SETT
m.mNﬂ/
S'Set

0'9¢t
~.w~ﬁw
6'9¢T
8'8¢T
8'6¢T
9'TET
6'EET
0°LET

STST—

89T —

MY

Ll

VPN

My
Ll

170

150 140 130 120 110

160

180

190

f1 (ppm)

13C NMR spectrum of 19d.

28



il
vz —

o
el

mﬁ.m/
oe

e
e 7
mm.mx

ov'e

1€9~
99\
8v'9~

L
[AA
€00Ad 9T L\

/]

1/

/

T€L
95°LN\

69
wEM
8L
E.NW
6L \

908

/1]

- Foot

= Foot

>=

/A ot
Fot
Fsot

'H NMR spectrum of 19e.

662~
rog’

6P —

6'S0T —

0TLT—

T T T
150 140

170

180

120 110

130

160

190

f1 (ppm)

3C NMR spectrum of 19e.

29



8v'9 .
mv.w\
899

AW
YL,
ﬁN.h\
LEL

f1 (ppm)

'H NMR spectrum of 19f.

9'0€ —
0ee—

9'Sh —

8'S0T —

6'STT
jog:14
8T v r

9°8ET —
Tl —

0 TLT — 1

180 170 160 150 140 130 120 110

190

f1 (ppm)

13C NMR spectrum of 19f.

30



109 —

L
RoAY
€L\
€€L~
A
ove
'L

oL
mm.m*

98°L

OCF,

———— Tooz

= Tooe

{ Too

Re0
H00'T
~ Hhov
E0'T
10t

4.5
1 (ppm)

5.0

5.5

'H NMR spectrum of 19g.

8'0€ —
TeE—

TSy —

0pTT
g9TT
6'8TT |
€611 1
L6TT
6721 |
vpeT |
(3748
1921 1
5921
6927
yLTT
9'LTT
78T
6°0€T

T'Zer S
9'gET
£8ET

S'EPT
S'EPT
9EPT

9'EvT
018T —

€891 —

180 170 160 150 140 130 120 110

190

f1 (ppm)

3C NMR spectrum of 19g.

31



85—

T T T T T
-105 -110 -115 -120 -125 -13(

-95 -100

T T T T T T T T T
-35 40 -45 -50 -55 -60 -65 -70 -75
1 (ppm)

-30

F NMR spectrum of 19g.

1454

mﬁ.N/
LTC—F
mﬁ.Nw\

17°C

8re
o0ze V
we’
6hE~

G.m\

[433

P9 —

€L
ST
€L
05°L

€L \S
st'L %
VAN
06'L—
6L

208 7

/]

/1]

OCF,

F00'T
00T
oot

'"H NMR spectrum of 19h.

32



H.omv

(43

¥'Sh—

89T —

170

150 140 130 120 110

160

180

190

1 (ppm)

13C NMR spectrum of 19h.

86—

T T T T T T T T T
-10 -15 -20 -25 -30 -35 -40 -45 -50 -55 -60 -65 -70 -75 -80 -85 -90 -95 -100 -105 -110 -115 -120 -125 -13C
f1 (ppm)

-5

E NMR spectrum of 19h.

33



il
e

oS
el

8T\
06'C—~

¥6'C s

L' —
19—

60'S —

86’9 —

05, ~
9L~
69,7
9L~

/

/

/

= ot

\A Fert

£26'0

~ s

4.5
f1 (ppm)

4.0

5.0

5.5

'H NMR spectrum of 23a.

T1E~
TeeE—

9t —

L7791 —

T T T T T T T
180 170 160 150 140 130 120 110

T
190

f1 (ppm)

13C NMR spectrum of 23a.

34



7.40

693
Z 683

\6.79

© ~N Mo v -
© N N e
I Moo e e NN

N e NI

/

S

2.06
2.02
1.98
1.95
191

/
i

\ 2.64

/

N
o (<)) o o o o o
© — — o ~ ~ ~
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
1
H NMR spectrum of 23b.
w o o a cacngan
- N o o MO YT OOM®D ~N n e
O un < < MmMANANAN—A—HO wn o o~
- — - o v v v e wn < Mmoo
I . — 1NN~ W
| I
ot s o o oo O s Voo e s o
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0]
f1 (ppm)

13C NMR spectrum of 23b.

35



€6
el
g5’
627\
1y 7

1434

0L —

A
¥9'L—
8L~

v

/

Fooz
Froz

0’8

Fooe

f1 (ppm)

'H NMR spectrum of 23c.

9 —

99—

8'90T ~
0'60T —
9Tt

m.w.:#
€1t \
6'€CT N\
4745
er4

w.wﬁN
9zt
621 \

9'6¢T
€PET
9T \

'9ST —

140

120 110

130

180 170 160 150

190

f1 (ppm)

13C NMR spectrum of 23c.

36



0%
€0py
90v7
VEP

9EY T
mm.v\

(0o~
1897
00—

€51
77AN
WL~

618~
[xa:

Y

v

4.5
f1 (ppm)

5.0

'H NMR spectrum of 23d.

5.5

O

O\/\N/&O

LTy —

9'99 —

80T —
6'80T —
91T

6°0CT

N.ﬁwﬁ/
9TCT ~=
THer —

T4}
yASTAY
§'octT
S
SPET \
€Tl —

S'8pT —

6°€ST —

37

1 (ppm)

110

13C NMR spectrum of 23d.

120

130

140

U L b
160 150

Ab
170

180

190




o
Fo
n
Fo
o
Rl
n
Rl
o 9P-OSIWA §'6€ —
e Ter—
wn
9P-OSIWA 05T — - Fai
o
Il
099 —
" .
b _.nM
(o]
8/e—~
- G
06'€ — T Fooe o o)
L2 c
6% . ) =
eh > — — Foz [ £ 2
pev n g e
reg O
= 8
(%]
3 o
Le o
o S 8901 —
811
N = 1811
i T 01Tt
= 1z
< AN
3 i
LS X
rorr
szt
| v 9821
o v621
0gT
£HET
669~
00— ~
D/m/ ) cz6T —
6b'L~ NNA £95T —
997
ENW // ZT
stL o
s w 1991
mm.w/ Q
Nm.ww ~

38

1 (ppm)

1‘70 160 150 140 1‘30 120 110
3C NMR spectrum of 25a.

180

190




9P-OSWA 0S'C —

.

2.5

98'€ —
00—
€y
wme
LEY

/]

~
~

//

Fooz
Fooz

Fooz

-

Foo't
Foo't

Foo'r
Foot

1.5 1.0

2.0

T
4.5
f1 (ppm)

T
5.0

5.5

'H NMR spectrum of 25b.

9P-OSGS*6€

ey —

999 —

50T —
1811
1°02T
01zt
o1zt
ozzr~t
65T\
T'SeTF
9'seT

[4°I4}
S'9ctT
LAy
Y'0ET

0'beT

SeT ~
0vST

€991 —

WhpA

180

160 150 140 130 120 110

170

190

1 (ppm)

13C NMR spectrum of 25b.

39



HPLC traces

10004

500+

mAU
Detector A280nm

029

0
0.0

1.0

20

3.0

4.0

5.0

6.0

7.0

Peak# Ret. Conc. Area Height Peak Peak Area% | Resolution | Tailing
Time Start End F.
1 7.974 | 0.00000 | 14194107 | 1190029 | 7.508 | 8.158 | 100.0000 - 0.674

Figure S2: HPLC chromatogram of inhibitor 19d (GK593) [500 ppm, H,O/acetonitrile 65/35
v/v, gradient to 40:60 v/v for 15 min, 35 °C, 1 mL/min, Detector: 280 nm, Column: Thermo
Scientific, Hypersil Silica (250 x 4.6 mm, 5 um)].

40004
3000+
2000
10004

0

mAU
Detector A280nm

93154

0.0 1.0‘ ‘2.0‘ 3.0‘ ‘4.0‘ ‘5.0‘ ‘6.0‘ 7.0‘ ‘8.0‘ ‘9.0‘ ‘10.0‘ 1i0 ‘ '12‘.5‘ ‘13.0‘ 14‘10 ‘15.0‘ ‘m‘in
Peak# Ret. Conc. Area Height Peak Peak Area% | Resolution | Tailing
Time Start End F.
1 12.075 | 0.00000 | 40597100 | 3993154 | 11.758 | 12.258 | 100.0000 -- 0.699

Figure S3: HPLC chromatogram of inhibitor 5b (GK510) [500 ppm, H,O/acetonitrile 70/30 v/v,
gradient to 40:60 v/v for 15 min, 35 °C, 1 mL/min, Detector: 280 nm, Column: Thermo
Scientific, Hypersil Silica (250 x 4.6 mm, 5 um)].
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o |{10.011/212562/29473

0.0
Peak# | Ret. Conc. Area Height Peak Peak Area% | Resolution | Tailing
Time Start End F.
1 8.264 | 0.00000 | 13010978 | 1542179 | 7.983 | 8.458 | 98.3925 -- 0.941
2 10.011 | 0.00000 | 212562 29473 | 9.908 | 10.158 | 1.6075 7.955 1.149
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Figure S4: HPLC chromatogram of inhibitor 11 (GK521) [500 ppm, H,O/acetonitrile 70/30 v/v,
gradient to 40:60 v/v for 15 min, 35 °C, 1 mL/min, Detector: 280 nm, Column: Thermo

Scientific, Hypersil Silica (250 x 4.6 mm, 5 um)].

2Oocr”n[)AeLiector A280nm g
15004
10004
5004
e e e e e s
0.0 1.0 2.0 3.0 4.0 5.0 6.0 7.0 8.0 9.0 10.0 110 120 130 140 min
Peak# | Ret. Conc. Area Height Peak Peak Area% | Resolution | Tailing
Time Start End F.
1 8.151 | 0.00000 | 27497831 | 1729607 | 7.633 | 8.342 | 100.0000 -- 0.628

Figure S5: HPLC chromatogram of inhibitor 19a (GK543) [500 ppm, H,O/acetonitrile 65/35
vlv, gradient to 40:60 v/v for 15 min, 35 °C, 1 mL/min, Detector: 280 nm, Column: Thermo

Scientific, Hypersil Silica (250 x 4.6 mm, 5 um)].

mAU
1500]Petector A280nm §
1000+
500+
0 = L
0[0‘ a ‘1IO‘ a ‘2‘.0‘ a ‘3‘.0‘ a ‘4‘.0‘ - ‘5‘.0‘ a ‘6‘.0‘ a ‘7‘.0‘ o ‘8‘.0‘ o ‘9‘.0‘ a ‘10‘.0‘ a ‘1]‘..0‘ a ‘12‘.0‘ a ‘1?‘>.0‘ a ‘14‘1.0‘ a ‘m‘in
Peak# | Ret. Conc. Area Height Peak Peak Area% | Resolution | Tailing
Time Start End F.
1 4.427 | 0.00000 | 18753033 | 1391301 | 3.933 | 4.633 | 100.0000 -- 0.641

Figure S6: HPLC chromatogram of inhibitor 19¢ (GK560) [500 ppm, H,O/acetonitrile 65/35
v/v, gradient to 40:60 v/v for 15 min, 35 °C, 1 mL/min, Detector: 280 nm, Column: Thermo

Scientific, Hypersil Silica (250 x 4.6 mm, 5 um)].
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Peak# | Ret. Conc. Area Height Peak Peak Area% | Resolution | Tailing
Time Start End F.
1 5.368 | 0.00000 | 14027021 | 1280747 | 4.958 | 5.558 | 100.0000 -- 0.679

Figure S7: HPLC chromatogram of inhibitor 19b (GK562) [500 ppm, H,O/acetonitrile 70/30
vlv, gradient to 40:60 v/v for 15 min, 35 °C, 1 mL/min, Detector: 280 nm, Column: Thermo
Scientific, Hypersil Silica (250 x 4.6 mm, 5 um)].
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Peak# | Ret. Conc. Area Height Peak Peak Area% | Resolution | Tailing
Time Start End F.
1 9.209 | 0.00000 | 19928943 | 1881588 | 8.792 | 9.458 | 100.0000 -- 0.741

Figure S8: HPLC chromatogram of inhibitor 23a (GK566) [500 ppm, H,O/acetonitrile 65/35
vlv, gradient to 40:60 v/v for 15 min, 35 °C, 1 mL/min, Detector: 280 nm, Column: Thermo
Scientific, Hypersil Silica (250 x 4.6 mm, 5 um)].
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Peak# | Ret. Conc. Area Height Peak Peak Area% | Resolution | Tailing
Time Start End F.
1 9.853 | 0.00000 | 17569694 | 1998000 | 9.533 | 10.108 | 100.0000 -- 0.854

Figure S9: HPLC chromatogram of inhibitor 23c (GK592) [500 ppm, H,O/acetonitrile 70/30
vlv, gradient to 40:60 v/v for 15 min, 35 °C, 1 mL/min, Detector: 280 nm, Column: Thermo
Scientific, Hypersil Silica (250 x 4.6 mm, 5 um)].
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Peak# | Ret. Conc. Area Height Peak Peak Area% | Resolution | Tailing
Time Start End F.
1 6.637 | 0.00000 | 14902407 | 535938 | 6.475 | 7.808 | 100.0000 -- 5.189

Figure S10: HPLC chromatogram of inhibitor 19e (GK610) [500 ppm, H,O/acetonitrile 85/15
vlv, gradient to 55:45 v/v for 15 min, 35 °C, 1 mL/min, Detector: 280 nm, Column: Thermo
Scientific, Hypersil Silica (250 x 4.6 mm, 5 um)].
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