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Figure 1S. H NMR spectrum of 8-((2-chlorobenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (5)
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Figure 2S. 13C NMR spectrum of 8-((2-chlorobenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (5)
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Figure 3S. TH NMR spectrum of 1-butyl-8-((2-chlorobenzyl)amino)-3,7-dimethyl-3,7-dihydro-1H-purine-2,6-dione (6)
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Figure 4S. 13C NMR spectrum of 1-butyl-8-((2-chlorobenzyl)amino)-3,7-dimethyl-3,7-dihydro-1H-purine-2,6-dione (6)
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Figure 5S. TH NMR spectrum of 8-((2-chlorobenzyl)amino)-3,7-dimethyl-1-pentyl-3,7-dihydro-1H-purine-2,6-dione (7)
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Figure 6S. 13C NMR spectrum of 8-((2-chlorobenzyl)amino)-3,7-dimethyl-1-pentyl-3,7-dihydro-1H-purine-2,6-dione (7)
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Figure 7S. 'H NMR spectrum of 8-((2-chlorobenzyl)amino)-1-hexyl-3,7-dimethyl-3,7-dihydro-1H-purine-2,6-dione (8)
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Figure 8S. 13C NMR spectrum of 8-((2-chlorobenzyl)amino)-1-hexyl-3,7-dimethyl-3,7-dihydro-1H-purine-2,6-dione (8)
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Figure 9S. IH NMR spectrum of 1-benzyl-8-((2-chlorobenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (9)
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Figure 10S. 13C NMR spectrum of 1-benzyl-8-((2-chlorobenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (9)
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Figure 11S. *H NMR spectrum of 1-(4-chlorobenzyl)-8-((2-chlorobenzyl)amino)-3,7-dimethyl-3,7-dihydro-1H-purine-2,6-dione (10)

TB-7_C13.esp
-
o ©
@ o5
o N
N
:‘\
(2]
3 Qo g I < ;‘g
$833 a2 e 9 ig
Y wino ©T ~ ~ SN @
0 < ~ e o S @ o <
St o TR = 20
Iy . ! | <‘r<,
I | | i
4 N
- ‘ i
R LA R e R R B T A A R A R B R B R RS A o R A AR e el
176 168 160 152 144 136 128 120 112 104 96 88 80 72 64 56 48 40 32 24 16 8 0

Chemical Shift (ppm)
Figure 12S. 13C NMR spectrum of 1-(4-chlorobenzyl)-8-((2-chlorobenzyl)amino)-3,7-dimethyl-3,7-dihydro-1H-purine-2,6-dione (10)
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Figure 13S. *H NMR spectrum of 8-((2-chlorobenzyl)amino)-1-(3,4-dichlorobenzyl)-3,7-dimethyl-3,7-dihydro-1H-purine-2,6-dione (11)
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Figure 14S. 13C NMR spectrum of 8-((2-chlorobenzyl)amino)-1-(3,4-dichlorobenzyl)-3,7-dimethyl-3,7-dihydro-1H-purine-2,6-dione (11)



MOS(m)  M03(s)

MZ-1479_PROTON_01.esp
Mo4(s) &
" [32]
32
©
™
MO8(m) MO6(d)
MO9(m) MO7(m) ~ 10
go%%gg 2o 17 ~~
TR ] 5%
,\'\1 Hr—N‘ITJ ~ -
—lll i N
)/ I ) //‘
200206094 1.98 200290 2.97
H =Y H [ d
B LA A B AL LA o e o L B A R R EEE RS
9.5 9.0 8.5 8.0 75 7.0 6.5 6.0 55 5.0 4.5 4.0 35 3.0 25 2.0 15 1.0 0.5 0
Chemical Shift (ppm)

Figure 15S. 'H NMR spectrum of 8-((2-bromobenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (12)
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Figure 16S. 13C NMR spectrum of 8-((2-bromobenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (12)
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Figure 17S. 'H NMR spectrum of 8-((2-fluorobenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (13)
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Figure 18S. 13C NMR spectrum of 8-((2-fluorobenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (13)
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Figure 19S. IH NMR spectrum of 8-((2-chloro-6-fluorobenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (14)
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Figure 20S. 13C NMR spectrum of 8-((2-chloro-6-fluorobenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (14)
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Figure 21S. IH NMR spectrum of 8-((3-chlorobenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (15)
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Figure 22S. 13C NMR spectrum of 8-((3-chlorobenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (15)
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Figure 23S. IH NMR spectrum of 8-((3-bromobenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (16)
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Figure 24S. 'H NMR spectrum of 8-((3-bromobenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (16)
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Figure 25S. IH NMR spectrum of 8-((3-methoxybenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (17)
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Figure 26S. *H NMR spectrum of 8-((3-methoxybenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (17)
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Figure 27S. IH NMR spectrum of 8-((3,4-dimethoxybenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (18)
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Figure 28S. IH NMR spectrum of 8-((3,4-dimethoxybenzyl)amino)-3,7-dimethyl-1-propyl-3,7-dihydro-1H-purine-2,6-dione (18)
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Figure 29S. IH NMR spectrum of 8-((2-chlorobenzyl)amino)-3,7-dimethyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (19)
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Figure 30S. 3C NMR spectrum of 8-((2-chlorobenzyl)amino)-3,7-dimethyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (19)
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Figure 31S. IH NMR spectrum of 8-((2-bromobenzyl)amino)-3,7-dimethyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (20)
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Figure 32S. 13C NMR spectrum of 8-((2-bromobenzyl)amino)-3,7-dimethyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (20)
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Figure 33S. IH NMR spectrum of 8-((2-fluorobenzyl)amino)-3,7-dimethyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (21)
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Figure 34S. 13C NMR spectrum of 8-((2-fluorobenzyl)amino)-3,7-dimethyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (21)
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Figure 35S. IH NMR spectrum of 8-((2-chloro-6-fluorobenzyl)amino)-3,7-dimethyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (22)
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Figure 36S. 3C NMR spectrum of of 8-((2-chloro-6-fluorobenzyl)amino)-3,7-dimethyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (22)
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Figure 38S. 13C NMR spectrum of 8-((3-chlorobenzyl)amino)-3,7-dimethyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (23)
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Figure 41S. IH NMR spectrum of 8-((3-methoxybenzyl)amino)-3,7-dimethyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (25)
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Figure 42S. 13C NMR spectrum of 8-((3-methoxybenzyl)amino)-3,7-dimethyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (25)
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Figure 43S. IH NMR spectrum of 8-((3,4-dimethoxybenzyl)amino)-3,7-dimethyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (26)

MZz-1487_CARBON_01.esp

S 8
[N S} 4
— 0 H ~
- "o ® N 8 o ~ 8o ~
Nogo @ o S ~ o N 0 © | 2 0 S o
O 0N ] Qo ‘ H o @Q 0 [S] N
LR 7 Sh g g8 q 5 g s S
0B <
e T ‘ & ’ i ! \ ; \1
" L m bl s Iww‘ulj " . }m‘ " 1 FROVION ey L I . ‘|\ " .Jm bl e bl L‘ n ‘ " " " "
fh bl Y NP i e it y o oo " i U it L Wi St i y aday
T T T T T T T T T T T T T T T T T T T T T T T
88 80 72 64 56 48 40 32 24 16 8 0

176 168 160 152 144 136 128 120 112 104 96
Chemical Shift (ppm)

Figure 44S. *H NMR spectrum of 8-((3,4-dimethoxybenzyl)amino)-3,7-dimethyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (26)



MZ-1524_PROTON_01l.esp

cl
L O
N
///\N)jz}—m/w
o NN
MO05(s)
o
o
]
MO7(d)
Mo6(d) MO3(t) Mo1(m)
22 N MO2(m
LB MO4(s) 2(m)
© (W]
S S Q
| - 1) oo
(© @S e
o~ /1
l =
) SN ) ‘/.; /L‘ g /H
0.982.092.29 2.001.82 2.99 0.661.19 2.172.08
Sy S 4 d u [ - =
R R R AR I A e a T e R S LRmaamanst
9.5 9.0 8.5 8.0 75 7.0 6.5 6.0 55 5.0 4.5 4.0 35 3.0 2.5 2.0 1.5 1.0 0.5

Chemical Shift (ppm)
Figure 45S. IH NMR spectrum of 8-((2-chlorobenzyl)amino)-3-cyclopropyl-7-methyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (27)
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Figure 46S. 13C NMR spectrum of 8-((2-chlorobenzyl)amino)-3-cyclopropyl-7-methyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (27)
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Figure 47S. IH NMR spectrum of 3-cyclopropyl-8-((2-fluorobenzyl)amino)-7-methyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (28)
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Figure 48S. 13C NMR spectrum of 3-cyclopropyl-8-((2-fluorobenzyl)amino)-7-methyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (28)
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Figure 49S. 1H NMR spectrum of 8-((2-chloro-6-fluorobenzyl)amino)-3-cyclopropyl-7-methyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (29)
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Figure 50S. 3C NMR spectrum of 8-((2-chloro-6-fluorobenzyl)amino)-3-cyclopropyl-7-methyl-1-(prop-2-yn-1-yl)-3,7-dihydro-1H-purine-2,6-dione (29)



