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1. 1H- & 13C-NMR Spectra for Compounds 3a-3m and 4a
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Figure S1. 1H NMR at 400 MHz and 13C NMR at 100 MHz spectra, DMSO-d6, for compounds 3a.
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Figure S2. 1H NMR at 400 MHz and 13C NMR at 100 MHz spectra, DMSO-d6, for compounds 3b.
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Figure S3. 1H NMR at 400 MHz and 13C NMR at 100 MHz spectra, DMSO-d6, for compounds 3c.
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Figure S4. 1H NMR at 400 MHz and 13C NMR at 100 MHz spectra, DMSO-d6, for compounds 3d.
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Figure S5. IH NMR at 400 MHz and 13C NMR at 100 MHz spectra, DMSO-d6, for compounds 3e.
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Figure S6. 1H NMR at 400 MHz and 13C NMR at 100 MHz spectra, DMSO-d6, for compounds 3f.
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Figure S7. 1H NMR at 400 MHz and 13C NMR at 100 MHz spectra, DMSO-d6, for compounds 3g.
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Figure S8. 1H NMR at 400 MHz and 13C NMR at 100 MHz spectra, DMSO-d6, for compounds 3h.
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Figure S9. 1H NMR at 400 MHz and 13C NMR at 100 MHz spectra, DMSO-d6, for compounds 3i.
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Figure S10. 1H NMR at 400 MHz and 13C NMR at 100 MHz spectra, DMSO-d6, for compounds 3j.

)J\ ,N Z — N\ )‘J\
HNT NS N N™ TNH,
D 08 1H DMSO =
g NAUE D08
EXENO 10
PROCNO X
Date_ 20180517
Time 23.43
1 INSTRUM spect
x PROBHD 5 mm PABBO BB-
b PULPROG 2g30
D 65536
SOLVENT DMSO
NS 32
DS 2
SWH 8278.146 Hz
FIDRES 0.126314 Hz
AQ 3.9584243 sec
o ’G 181
oW 60.400 usec
DE £.50 usec
I 8 373.1 K
/ Dl 1.00000000 sec
i 00 1
== CHANNEL £l ===
1H
P1 13.50 usec
PL1 0.00 dB
SFOL 400.1324710 MHz
ST 32768
| sF 400.1300027 MHz
WDH £y
| EE] [
LB 0.30 Hz
GB 0
i PC 1.00
; -
8.0 ppm
|
|
T R o T e R T T A = T
1 10 9 8 7 6 5 4 3 2 1 ppm
=] |N Teaf o
< o| [w =1
- | | o~
D 08 13C DMSO id‘ e
1
1
201w0518
6.3
spact
S mm PABGC BB~
. o

170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



12 of 16

Pharmaceuticals 2018, 11, 169
Figure S11. 1H NMR at 400 MHz and 13C NMR at 100 MHz spectra, DMSO-d6, for compounds 3k.
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Figure S12. 1H NMR at 400 MHz and 13C NMR at 100 MHz spectra, DMSO-d6, for compounds 31.
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Figure S13. 1H NMR at 400 MHz and 13C NMR at 100 MHz spectra, DMSO-d6, for compounds 3m.
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Figure S14. 1H NMR at 400 MHz and 13C NMR at 100 MHz spectra, CDCI3, for compounds 4a.

/|

O.N
2 o

Ja 1H CDC13

/N\

Nj)j\NHz

m0EIea1z
el

ppm

eneraniz

o et T T  {id T i T 5 = T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 0.0
\ | ] [ i | Iy
™ o <oy -
I8 3 b
4a 13C CDC13
% B8 B
[ [
1
I I
‘
], l ‘ [ ]
atudks e T T  ihiah T T LA T N s N e
130 120 110 100 90 80 70 60 50 40 30 20 ppm

T T T
160 150 140



Pharmaceuticals 2018, 11, 169

2. Molecular Docking Calculation Parameters

Table S1. Amino acid residues treated as flexible during the docking calculations.

CDK2 CDK5 CDK?9 CLK1 DYRK1A PIM1 CK16
LYS-33 LYS-33  GLN-27 PHE-172 PHE-170  PHE-49 ILE-15
GLU-51 GLU-51 LYS-48 LYS-191 LYS-188 LYS-67 LYS-38
PHE-80  PHE-80 PHE-103 GLU-206 GLU-203 LEU-120 MET-80
PHE-82  PHE-82 PHE-105 PHE-241 PHE-238 GLN-127 METS2
ASP-86 ASP-86 CYS-106 SER-247 ASN-244  ASP-128 LEU-84
LYS-89  LYS-89 GLU-107 ASP-250 ASP-247  ASP-131  ASP-91
GLN-131 GLN-130 ASP-109 GLU-292 GLU-291 GLU-171 ASP-132
ASN-132  ASN-131 ASN-154 ASN-293 ASN-292 ASN-172 LEU-135
LEU-134 LEU-133 LEU-156 LEU-295 LEU-294 LEU-174 ILE-148
ASP-145 ASN-144  ASP167  ASP-325  ASP-307  ASP-186  ASP-149
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