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NMR Data PDF’s
5-lodo-7H-pyrrolo[2,3-d]pyrimidin-4-amine (3)
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3-lodo-1H-pyrazolo[3,4-d]pyrimidin-4-amine (4)
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Ethyl 2-(4-amino-5-iodo-7H-pyrrolo[2,3-d]pyrimidin-7-yl)acetate (5)
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Ethyl 2-(4-amino-3-iodo-1H-pyrazolo[3,4-d]pyrimidin-1-yl)acetate (6)
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Ethyl (E)-2-(4-(((dimethylamino)methylene)amino)-5-iodo-7H-pyrrolo[2,3-d]pyrimidin-7-yl)acetate

(15)
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Ethyl (E)-2-(4-(((dimethylamino)methylene)amino)-3-iodo-1H-pyrazolo[3,4-d]pyrimidin-1-
yl)acetate (16)
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Ethyl 2-(4-amino-5-((trimethylsilyl)ethynyl)-7H-pyrrolo[2,3-d]pyrimidin-7-yl)acetate (7)
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Ethyl 2-(4-amino-3-((trimethylsilyl)ethynyl)-1H-pyrazolo[3,4-d]pyrimidin-1-yl)acetate (8)
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Ethyl 2-(4-amino-5-ethynyl-7H-pyrrolo[2,3-d]pyrimidin-7-yl)acetate (9)
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Ethyl 2-(4-amino-3-ethynyl-1H-pyrazolo[3,4-d]pyrimidin-1-yl)acetate (10)
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Ethyl (E) 2-(4-(((dimethylamino)methylene)amino)-5-ethynyl-7H-pyrrolo[2,3-d]pyrimidin-7-
yl)acetate (17)
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Ethyl (E)-2-(4-(((dimethylamino)methylene)amino)-3-ethynyl-1H-pyrazolo[3,4-d]pyrimidin-1-
yl)acetate (18)
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Ethyl 2-(4-amino-5-(1-pentyl-1H-1,2,3-triazol-4-yl)-7H-pyrrolo[2,3-d]pyrimidin-7-yl)acetate (11a)
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Ethyl 2-(4-amino-3-(1-pentyl-1H-1,2,3-triazol-4-yl)-1H-pyrazolo[3,4-d]pyrimidin-1-yl)acetate (12a)

ErrrutcticctiiskbbEEERE bbb EE L EL PP PP P EE L EEE FE R EEE L EEEEELEEEECEEEE
ehrkedcApririnobeli bkl bl D
[
| F450
f
| I 400
(o [ |
f /Jr / | J|J| j J )
N-[“‘N/W 350
NHy Y=
N E
I*‘: | M +300
M kgo
Et Laso
L200
k150
F100
k50
JEREN A
T T e L T
4 § 3 g g5 =% 5 § 5
4 13 12 11 10 9 ] 7 3 4 3 2 1 0 -1 -2
F1 (ppm)
C1-01-043-02R_CARBON_001_cdcl3 29 Lig
N 5 28 g o g B 58 B Be 7 % BR
5 g #f 85 & @& iEE 3 & Ae 3 %5 H7
I [T Il | | ‘“~ I I SOY
He
ks
N”»NW F14
NHy =
2 SE]
N’l %
. ) iz
b PN
o¥ ri1
(0 ko
=
s
L7
33
ks
La
=
k2
1
Lo
=
k-2
T T T T T T T T T T T . T T T T T T . T T T . T .
230 220 210 200 190 180 170 160 150 140 130 120{1E1n)1u0 90 8 70 60 50 40 30 20 10 0 -0
ppm

S15



Ethyl 2-(4-amino-5-(1-benzyl-1H-1,2,3-triazol-4-yl)-7H-pyrrolo[2,3-d]pyrimidin-7-yl)acetate (11b)
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Ethyl 2-(4-amino-3-(1-benzyl-1H-1,2,3-triazol-4-yl)-1H-pyrazolo[3,4-d]pyrimidin-1-yl)acetate (12b)
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Ethyl 2-(4-amino-3-(1-phenyl-1H-1,2,3-triazol-4-yl)-1H-pyrazolo[3,4-d]pyrimidin-1-yl)acetate(19)

RERRYINTLIRG & 8598 AR
L L Lt e L L o - L i e
@\u'“m gyt RS P
— NHz
i
AL
»
0\
/
]
[I ||’
it |
|
|J 1] l J
]
]
]
A s |
A s T i)
885R8sH a4 A& &
~ ~ ~

ey e B S S
135 130 125 120 115 110 105 100 95 90 85 80 75 70 ?.s 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -L0
1 (ppm)

o
8 98§ R/RI5 £%3 A A adr = 5 =
M, ] oo megg —Sda & o il 3 ™ =
NN g  9ay  FTady dfn 8 § rfg @ 2 =
={ fH [ e Y + |
=N
IN,)

RN I

. - T . - : T - T : - : : - . : - . :
220 210 200 190 180 170 160 150 140 130 120 1}0( 100 90 B0 70 60 50 40 30 20 10 o =10
1 (ppm)

518



Ethyl 2-(4-amino-3-(1-phenyl-1H-1,2,3-triazol-4-yl)-1H-pyrazolo[3,4-d]pyrimidin-1-yl)acetate (20a)
et 5 Er B EE R EEEER

=
3
|

400

300

+50

ro

90

80

70

F60

r50

o P o T Ly i
8 5 ZEH3E g & %
4 13 12 11 i) 9 8 [] 4 3 2 1 =2
f1 (ppm)
(CL-02-033B~1B-P_CARBON_001_dmso g ] LT
= RRR | REZER &g 5 2 :E‘EEE%Q@%
g ghy | YHEAY RE B - YOV ITRERAR %
N NS W | [ | b=
»e
W (1]
MHz ==
=
I
b
CI::(
{U
1
J | |
|
I L] L
230 2x 210 200 190 18D 170 18D an 70 &0 50 40 a0 20 1 =10

T T T T T T
150 140 130 120 110 100 90
1 (ppm)

519



Ethyl-2-(4-amino-3-(1-(3-aminophenyl)-1H-1,2,3-triazol-4-yl)-1H-pyrazolo[3,4-d]pyrimidin-1-
yl)acetate (20b))
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Ethyl 2-(4-amino-3-(1-(pyridin-2-yl)-1H-1,2,3-triazol-4-yl)-1H-pyrazolo[3,4-d]pyrimidin-1-yl)acetate
(20c)
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2-(4-amino-5-(1-pentyl-1H-1,2,3-triazol-4-yl)-7H-pyrrolo[2,3-d]pyrimidin-7-yl)acetic = acid (13a)
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2-(4-amino-3-(1-pentyl-1H-1,2,3-triazol-4-yl)-1H-pyrazolo[3,4-d]pyrimidin-1-yl)acetic acid (14a)
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Photophysical characterization

Absorption spectra of compounds 19 and 20b were recorded in methanol at different concentrations
(Figure S1-S2, respectively) and varying temperatures (Figure S3-54, respectively) to investigate the
influence on the long absorption tail.
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Figure S1. Normalized absorption spectra of solutions of varying concentrations of compound 19 in
methanol.
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Figure S3. Normalized absorption spectra of compound 19 in methanol at varying temperatures.
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Figure S4. Normalized absorption spectra of compound 20b in methanol at varying temperatures.
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Due to a suspected excited state charge transfer process, the emission of 20b was recorded in
solvents with varying polarity and protic character.
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Figure S5. Normalized absorption (dashed line) and emission spectra (solid line) of 20b in
dichloromethane (DCM), acetonitrile (ACN) and methanol (MeOH).
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