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Figure S1. NMR and LC-MS spectra of final compounds

1H- and 13C-NMR Spectra in DMSO-ds of compound 5a
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LC-MS mass spectrum of compound 5a
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1H- and 13C-NMR Spectra in DMSO-ds of compound 5b
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LC-MS mass spectrum of compound 5b
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1H- and 13C-NMR Spectra in CDCl; of compound 5c¢
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LC-MS mass spectrum of compound 5c¢
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1H- and 13C-NMR Spectra in DMSO-ds of compound 5d
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LC-MS mass spectrum of compound 5d
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1H- and 13C-NMR Spectra in DMSO-ds of compound 5e
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LC-MS mass spectrum of compound 5e
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100 236.25 4.06a7
by
23730

56.09 ;33.3& 51”115 35

s 219.1{ . !3;3335433.9? |,5 79130 80646 9?5.55101?.?{ 1067 20 22301

LA RS RN LA MRS AR R A MRS L LR RS R LA R RS RS A LR L R R il R

100 200 300 400 500 600 70D 80O 900 1000 1100 12




1H- and 13C-NMR Spectra in DMSO-ds of compound 5f
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LC-MS mass spectrum of compound 5f
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100- 24220 2 8de7
i, O
~P Ty
N‘A‘HH;
=
243.20
&
- 244.20
P t5704 [245353508 51590 gea2e’™ M gso 018934 110825113679
G LR LR MR AL LAY R LR R R LAY L LR LA RRLE LR R bl Rl LS LR L) L) LR
100 200 300 400 500 = 600 700 800 900 | 1000 1100 1200




1H- and 13C-NMR Spectra in DMSO-ds of compound 5g
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LC-MS mass spectrum of compound 5g
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1H- and 13C-NMR Spectra in DMSO-ds of compound 5h
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LC-MS mass spectrum of compound 5h
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1H- and 13C-NMR Spectra in DMSO-ds of compound 5i
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LC-MS mass spectrum of compound 5i
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1H- and 13C-NMR Spectra in CDCl; of compound 5j
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LC-MS mass spectrum of compound 5j
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1H- and 13C-NMR Spectra in DMSO-ds of compound 5k
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LC-MS mass spectrum of compound 5k
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1H- and 13C-NMR Spectra in CDCl; of compound 5l
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LC-MS mass spectrum of compound 5I
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1H- and 13C-NMR Spectra in DMSO-ds of compound 5m
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LC-MS mass spectrum of compound 5m
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1H- and 13C-NMR Spectra in CDCl; of compound 5n
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LC-MS mass spectrum of compound 5n
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1H- and 13C-NMR Spectra in CDCl; of compound 50
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LC-MS mass spectrum of compound 50
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1H- and 13C-NMR Spectra in DMSO-ds of compound 5p
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LC-MS mass spectrum of compound 5p
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1H- and 13C-NMR Spectra in CDCl; of compound 9a
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LC-MS mass spectrum of compound 9a
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1H- and 13C-NMR Spectra in CDCl; of compound 9b
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LC-MS mass spectrum of compound 9b
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1H- and 13C-NMR Spectra in CDCl; of compound 9c
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LC-MS mass spectrum of compound 9c
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1H- and 13C-NMR Spectra in CDCl; of compound 9d
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LC-MS mass spectrum of compound 9d
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1H-NMR Spectra in DMSO-d6 and 13C-NMR Spectra in CDCl; of compound 9e
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LC-MS mass spectrum of compound 9e
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1H- and 13C-NMR Spectra in CDCl; of compound 9f

706"
LT6"
676"
118"

€G8°
GL8"
Lvv”®
LTL®
9rL”
€90°
160°

ELT”
881"
petT”
T0C”

cee”
066
196°
TLS”
189°
G89°
LoL:
TTL”
GEL”®
128°
878"

L Sl S S L S Sl Sl e Sl Sl Sl ol el el ol el e SRR D BN O BN B 00 ISP IR QU Q NQN]

J

=\\——

OH

T

®

ppm

10

12

13

616°9C—
969" pE—

916" ¢V —

FESTSTI
06€°8TT
S06°¢2c1
0S8G6°SCT
T€9 .\.NH/
mhv.wmﬁ/
mvm.mmﬁ/
GZ8°6¢CT
7887621
TIG'0€ET
670" FET
mvN.\.m.ﬁ.\.
196261
mmh.va“
LOL"8GT

L9E"OLT—

OH

N\/)N\N

ppm

40

T T T T T T T
200 180 160 140 120 100 80

T
220




LC-MS mass spectrum of compound 9f
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1H- and 13C-NMR Spectra in CDCl; of compound 9g
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LC-MS mass spectrum of compound 9g
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1H- and 13C-NMR Spectra in DMSO-d6 of compound 9h
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LC-MS mass spectrum of compound 9h
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1H- and 13C-NMR Spectra in CDCl; of compound 9i
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LC-MS mass spectrum of compound 9i
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1H- and 13C-NMR Spectra in CDCl; of compound 9j
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LC-MS mass spectrum of compound 9j
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1H- and 13C-NMR Spectra in CDCl; of compound 9k
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LC-MS mass spectrum of compound 9k
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1H- and 13C-NMR Spectra in CDCl; of compound 9l
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LC-MS mass spectrum of compound 9I
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1H- and 13C-NMR Spectra in CDCl; of compound 9m
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LC-MS mass spectrum of compound 9m
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1H- and 13C-NMR Spectra in CDCl; of compound 9n
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LC-MS mass spectrum of compound 9n
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1H- and 13C-NMR Spectra in CDCl; of compound 90
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LC-MS mass spectrum of compound 90
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1H- and 13C-NMR Spectra in CDCl; of compound 9p
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LC-MS mass spectrum of compound 9p
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1H- and 13C-NMR Spectra in CDCl; of compound 9q
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LC-MS mass spectrum of compound 9q
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1H- and 13C-NMR Spectra in CDCl; of compound 9r
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LC-MS mass spectrum of compound 9r
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1H- and 13C-NMR Spectra in CDCl; of compound 9s
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LC-MS mass spectrum of compound 9s
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1H- and 13C-NMR Spectra in CDCl; of compound 9t
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LC-MS mass spectrum of compound 9t
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1H- and 13C-NMR Spectra in CDCl; of compound 9u
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LC-MS mass spectrum of compound 9u
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1H- and 13C-NMR Spectra in CDCl; of compound 9v
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LC-MS mass spectrum of compound 9v
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1H- and 13C-NMR Spectra in (CD3),CO of compound 9w
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LC-MS mass spectrum of compound 9w

1: Scan ES+
100+ 379.33 2 5307
H; T
";;l‘\w
N M N
F
190.35 2a0 32
381,38
L
11420 29425 | 39353 o744 Gug93  BPD0584569 93864 108933 V187 .
LARAS RAARS ML RARAS RAALN LT RAGAN LA ALY ALY RALES RAARE LALS MARAS RALLN LLRRT RALLN MAARY RALES RS RARES RLAS LiALd R
100 200 300 400 500 600 700 800 900 1000 1100 1200




1H- and 13C-NMR Spectra in CDCl; of compound 9x
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LC-MS mass spectrum of compound 9x
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1H-NMR Spectra in DMSO-d6 and 13C-NMR Spectra in CDCl; of compound 10a
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LC-MS mass spectrum of compound 10a

1: Scan ES+
100 299.19 S.2da7T
CCL 0
.
PPN
H
=
300,19
-
301.19
104 9% | 33501 so550 60346 7% goase meos1  sesis 1161.16 }?'f’ﬁ?‘:
LR AR LRl R RS AR AR LS MR RARLE AR AR LALLE MLALE RARES LS RSN RALES LR AL LEALS RALES LERAD LLEA
100 200 300 400 500 600 700 800 900 1000 1100 1200




1H-NMR Spectra in DMSO-d6 and 13C-NMR Spectra in CDCl; of compound 10b
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LC-MS mass spectrum of compound 10b
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1H- and 13C-NMR Spectra in (CD3),CO of compound 10c
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LC-MS mass spectrum of compound 10c
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1H- and 13C-NMR Spectra in CD;0D of compound 10d
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LC-MS mass spectrum of compound 10d
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Figure S2. Dose-response curve of ZM241385
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Figure S3. FP competition binding experiments with compound 1 and some final compounds
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FP competition binding experiment with 5c
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FP competition binding experiment with 5h
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FP competition binding experiment with 5l
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FP competition binding experiment with 50
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FP competition binding experiment with 5p
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FP competition binding experiment with 9f
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FP competition binding experiment with 9i
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FP competition binding experiment with 9l
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FP competition binding experiment with 90
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FP competition binding experiment with 9r
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FP competition binding experiment with 9w
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FP competition binding experiment with 10c
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Figure S4. cAMP assays of compounds 5m, 9w, 9x, 10c, 10d
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