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'H-NMR (500 MHz, CDCl5)
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'H-NMR (500 MHz, CDCl5)
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13C-NMR (125 MHz, CDCls)
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'H-NMR (400 MHz, CDCl5)
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'H-NMR (400 MHz, CDCl5)
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'H-NMR (500 MHz, CDCl;+ CD;0D)
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'H-NMR (400 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (400 MHz, DMSO-dy)

1647
S6v'T
005°Z
S0S°T
60S°C

Tes
SIEL
62€°L
[3
Se€'L
S9€°L
L0v'L
6cv'L
2L
09v'L
79v'L o
£95°L
£95°
1852
¥85°L

f1 (ppm)

8852
2002
50927 ﬁ

+89'2
889'2
[
soz¢
602
[x2%
czee
062
6L L]
orgz ]
v
S26'L
626'L
Sb6'L
6v6'L

.Y —

N

H
OO

ZT

3ia

Toor

T T T T T T
13.0 12,5 12.0 11.5 11.0 10.5

9.0

10.0 9.5

BC-NMR (100 MHz, DMSO-dg)

L68°8€
S0T°6€ /
LTE6S

40

Y66

A%
Eﬁ%%
/

(283

50

70

159°'101T —

f1 (ppm)

EEE'STT
YSE9TT W
YTH9TT
BET'ETT

110

186'€2T ~:
€62ve1 7
0447821 ~

€SL70ET ~
090°ZE€T =%

1

0LS°TET

s10°eer 7

140

PZ8TST
668651 —
c9951

¥58°09T —
08/°79T —

180

o

T
190

T
200

510



'H-NMR (400 MHz, DMSO-dy)
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'H-NMR (500 MHz, CDCl5)

0000 —

808°€ ~
806'€

S18°91
0z8'9 |
b8'9
6891
2689
16891
997°2 1
b8E°L
00v'2
[
STh"
[1v2
15 i”
0852

—

=90°€
o€

=0T
00T
10T
0T

f1 (ppm)

65
565°L ) m
165

609
719¢
8L,
€807
s8ss
86°L ]
6602
z08°¢
116
SE6'L

ML
BC-NMR (125 MHz, CDCl;)

=707
oot

6PE'0€ —

50

T209s —

60

70

STLL

80

90

YEI'L6 —
°LE00T —

SLY'60T —
6SLTIT~

110

f1 (ppm)

69T HIT —

96€°¥CT

$50°92T V
290°L21 —
8SY'621 —7

80S°0ET

96°CET

/O\

ELEEST

il

T9V'EST
0v0°'9ST “
£18'65T
98L'¥9T —

vL8'0LT —

N
A

)

. . OH
0]

04O
A

N

B

3ac

1

N

~

210

S14



'H-NMR (400 MHz, DMSO-dy)
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'H-NMR (500 MHz, CDCl5)
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'H-NMR (500 MHz, CDCl5)
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'H-NMR (400 MHz, CDCl5)
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'H-NMR (400 MHz, CDCl5)
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'H-NMR (400 MHz, CDCl5)
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'H-NMR (400 MHz, CDCl5)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (400 MHz, DMSO-dy)
13C-NMR (100 MHz, DMSO-dg)
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'H-NMR (400 MHz, DMSO-dy)
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'H-NMR (400 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (400 MHz, DMSO-dy)
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'H-NMR (400 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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HRMS Data
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File Edt View Process Help
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Table: Substrate Scope in Lipinski’s rule of five

Compound HRMS“ H-bond H-bond donor Log P?
acceptor
3aa 321.0880 6 1 2.63
3ba 335.1039 6 1 3.01
3ca 397.1184 6 1 4.23
3da 375.1341 6 1 431
3ea 345.0873 6 1 2.79
3fa 425.1132 7 1 3.78
3ga 349.1184 6 1 3.44
3ha 389.0095 6 1 3.90
3ia 307.0717 6 2 2.12
3ja 335.1027 6 2 2.92
3ka 374.9937 6 2 3.38
3ib 321.0872 6 2 2.54
3ac 351.0983 7 1 2.67
3ad 355.0478 6 1 3.29
31b 407.1244 8 1 3.30
S5a 285.0871 6 1 1.55
5b 299.1028 6 1 1.93
5c 361.1186 6 1 3.14
Se 309.0873 6 1 1.71
S1 357.1082 8 1 1.79
5f 389.1135 7 1 2.70
S5g 313.1182 6 1 2.35
5h 353.0091 6 1 2.81
5i 271.0714 6 2 1.03
5j 299.1021 6 2 1.84
5k 338.9918 6 2 2.29
7a 333.0870 6 1 2.29
7b 347.1029 6 1 2.67
Tc 409.1205 6 1 3.88
Te 357.0867 6 1 245
7g 361.1183 6 1 3.09
7i 319.0710 6 2 1.77

2 HRMS was recorded by electron spray ionization technique with a Q-TOF mass analyzer.

bTLog P estimated by using Molinspiration software.
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