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"H NMR and *C NMR spectra of (E)-6-amino-5-(((2-oxo-1,2-dihydroquinolin-3-

yl)methylene)amino)pyrimidine-2,4(1H,3H)-dione (10a).

Figure S1
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Figure S2: 'H NMR and '3C NMR spectra of (E)-6-amino-1-benzyl-5-(((2-oxo-1,2-
dihydroquinolin-3-yl)methylene)amino)pyrimidine-2,4(1H,3H)-dione (10b)
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Figure S3: 'H NMR and '3C NMR spectra of (E)-6-amino-1-ethyl-5-(((2-oxo-1,2-
dihydroquinolin-3-yl)methylene)amino)pyrimidine-2,4(1H,3H)-dione (10c).
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Figure S4: '"H NMR and '3C NMR spectra of (E)-6-amino-1-methyl-5-(((2-oxo-1,2-

dihydroquinolin-3-yl)methylene)amino)pyrimidine-2,4(1H,3H)-dione (10d).
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Figure S5: "H NMR and '3C NMR spectra of (E)-3-(((6-amino-1-methyl-4-0xo0-2-thioxo-
1,2,3,4-tetrahydropyrimidin-5-yl)imino)methyl) quinolin-2(1H)-one (10e)

INEN

N o o O NMQOPEANOMM—OA (q o
= o G RhwvhsYoanaNNN-® QO 1
— = B NNNNNNNNNNKNKNM 6 ~
|l | | | Rt | |

o

—
_
L

L& b & <h'®h &

] o S Qoa-oQo N

o~ o el LR I ] (a2}

16 15 14 13 12 11 10 9 6 4 3 2 1 0 -1 -2 -3
f1 (ppm)

o~ NANANLLDOANLANMO ()]

~ O-TMNOOWOUNNSHINO ~N <
I ST OG0T S B G AN G I <
~ OININTMOMMOANNN o O
— o o o o o o o o — [}
I NN Sy N I I

HM N .5

IR, | |

210 200 190 180 170 160 150 140 130 120 110f11(00 )90 80 70 60 50 40 30 20 10 0 -10
ppm

S7



"H NMR and '*C NMR spectra of (E)-6-amino-1-ethyl-5-(((8-methyl-2-oxo-1,2-

Figure S6

o
(e]
—
g
>
=)
o
=
\lrl mﬁ.ﬂuv
(11 —
an a/
- 61
s P
— 052
F et
o S6°€
AH B.mv
86°€ -
k= 00t
o
o —
or'L
W L
P
o €L -
= pes E—
= e
g o5z I
5 65°L
197
2 18— R
5
p—
LW.,. 86— —
=y
15
g o~ —_
e T0°TT — —
o
«
(=] ENE
T ]
o
m \. =T
S 2
<
T
o

=Ie

=0'¢

=90'C

01
356'0
3681

H/mo.ﬁ
=00'T
=60

+88°0
YA

PO'ET —
6T°LT —

Lp'9E —

I

20

0,611
mw.EM
87'€eT —
8,921,
mm.mﬁx
SS'TET \
8bbET \
90°LET
6L°pT
26'8pT
S.E@
¥8°/ST 7
£2°291

-10

0

10

180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30
f1 (ppm)

190

210 200

S8



Figure S7: 'H NMR and '3C NMR spectra of (E)-3-(((6-amino-1-methyl-4-oxo0-2-thioxo-
1,2,3,4-tetrahydropyrimidin-5-yl)imino)methyl)-8-methylquinolin-2(1H)-one (10g)
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Figure S8: 'H NMR and '3C NMR spectra of (E)-6-amino-5-(((6-methoxy-2-oxo-1,2-
dihydroquinolin-3-yl)methylene)amino)pyrimidine-2,4(1H,3H)-dione (10h)
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Figure S9: 'H NMR and '3C NMR spectra of (E)-6-amino-1-benzyl-5-(((6-methoxy-2-o0xo-1,2-
dihydroquinolin-3-yl)methylene)amino) pyrimidine-2,4(1H,3H)-dione (101)
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Figure S10: '"H NMR and '3C NMR spectra of (E)-6-amino-1-ethyl-5-(((6-methoxy-2-oxo-1,2-
dihydroquinolin-3-yl)methylene)amino) pyrimidine-2,4(1H,3H)-dione (10j)

IQ R o ONILMNWBLMmAN oCONMO MO AN O
- =1 ® NYNN———~ SR MmN -
~— — ()] O NNNNNNN tTmMmmmnenmaA —
| = N ~
H M0
Me o] lm
M o} v
H N
l A JU
& & & &b EhA A S
S S S S s o S
~— i ~— ~— (N o ™M [a2]
16 15 14 13 12 11 10 9 7 6 4 3 2 1 0 -1 -2 -3
f1 (ppm)
OANNAYT M NN ONNLW o
TOMANOAN NN MOMO — ™M wn o~
ANYTOYT MO SRS o n N =
onNnmnmInstts MmN N~ — O o wn ~ [32]
o o o o o o e e — n (a2} ~—
R A A

210 200 190 180 170 160 150 140 130 120 110f12}00 )90 80 70 60 50 40 30 20 10 O -10
ppm

S12



Figure S11: '"H NMR and '*C NMR spectra of (E)-6-amino-5-(((6-methoxy-2-oxo-1,2-dihydro-
quinolin-3-yl)methylene)amino)-1-methyl pyrimidine-2,4(1H,3H)-dione (10k)
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Figure S12: '"H NMR and '3C NMR spectra of (E)-3-(((6-amino-1-methyl-4-oxo0-2-thioxo-
1,2,3,4-tetrahydropyrimidin-5-yl)imino)methyl)-6-methoxyquinolin-2(1H)-one (101)
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Table S1. 2D & 3D interactions of new compounds with the binding site of the human
carbonic anhydrases IX (PDB file SFL4)
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