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'H-NMR (500 MHz, CDCl5)

000°0- —

PI8'E —

697,
9zl
8Z€'L
ogEL
YYEL
el
0SEL
€9€°L
bOETL
99€°L
£6£°L
96€°L
862
THL
€102 o
oTvL
62,
665°L
2092y
609°Z
£19°Z
$19°2
S19°2
9192
619°L -]
v29°
9292
1292
0£9°2
£€9°2
9'¢
b9 ]
s ]
618 |
0z8'L
39
£E8°L
sEgL
9L
6108
1208
2208
$E0'8

L£0°8
8€0'8

3aa

— =0€

= H\WMH.N

Rerz
=501
=007

95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 0.0

11.0 10.5 10.0

12.0 115

13.0 125

f1 (ppm)

13C-NMR (125 MHz, CDCls)

PPE0E —

906°9L
09142 W
YIbLL

90

60£°66 —

100

f1 (ppm)

16211~
SIZTOTT ~
866911
860°b2T
osrreT\
82LbTT
ors'zer —
59621~

120 110

130

LT6°0ET
$90°EET \
990°vET

6T0°EST
0TS°€ST V

A
=

140

150

TOGEST
785°65T —

O

A
H

)O

160

£80°0LT —

Ox
lj
¢

N

N

I
3aa

17

180

190

X

200

S2



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

8¥T'T
99T'T W
€87°T

T6b°C
S6°T
0057
5057
6057

(%4l
43402 W

w

0.0

0.5

20 15 1.0

2.5

3.5 3.0

4.0

Priatend

Z1E°6E

0TE'Y
8CE'Y

o1v'L
sz'L
62v°2
26v°2

05t
LSY°L A
01LL
LA
6TL°L
Ll
9zL LA
£58°L
1582
0£8'L
SL8'L
688'
€68' 7
16827
116°
S16'¢
626'C |
£66'
6862 |
66
2008 ]
ﬁﬁm.wg
Dmc.mg
‘umc.m;
muﬁ.m;
[4%:

—_—eT T

10.5 10.0 95 9.0 85 80 75 70 65 60 55 50 45
f1 (ppm)

11.0

BC-NMR (100 MHz, DMSO-dg)

S29

et

-

1e2°6€
6€6'6E
8HT0p
£l
-3
= §=
= =
= 2
TELYTT = =1
665611 =
OLETT | e
v98°STT = o
€92°9¢T | = B
£56'621 =
STZ'0ET E
sze1el =3
ozLaer —— o)
881261 —
LLy°TET \
TSLEET \ = o
£60'SET A
=- o
= LR
gezsie 7\ = -
€68'2sT 7 / 3
9£5°95T — = °
: -
2
=
(@) Q =
A4 3 R
Y= @) =
12181 ~ @) X ~ = 2
ZT0°E8T — I 7

)

N/
Kl A
ey

190

I

I
\\
A

200




'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)

6TEC
Ev.N/
ﬁmv,N/

S6b°C
005°C
505°C

605°C

1.5 1.0

2.0

2.5

3.0

PEOE—

TEVL
909
pes'L
8€8'C
£58'C
£58°¢
128'¢ 4
5.8'C
088'L
$68°L
868'L
€16'L
116
026
bL6°L
6862
£66'2 -}
690°8
££0'8
£80'8 4
160'8

B0t
EsoT
H\#ﬁ.N
%G.H
50T

4.5

5.0

6.5

7.5

9.5

f1 (ppm)

BC-NMR (100 MHz, DMSO-dg)

[S=]
o
=
90£°8T ~ L Lo
S01°02 - 3 N
— [
TE0'6T LR
V68'8E
VOT6E
43
e
62L'6€
8E6'6€
Ly10p
e
o
o
o
FR
(=3
F®
LR
£
S
o Q
e~
=
=
=
o
2
=
oron 7 Iz
TL9°0ET = -
LYETET —
SBLTET
26ETET L2
£E9°EET — -
T20'SET \
£66°0bT
L]
08'0T — . n
T8€°€ST — —
L65°95T ~ —
o o I
O
O) | e
o ~ 5
=z Z— 8
|-
£E€18T ~ — -
66281 — B—
\ / &
]
V ” LS
~N

S32



'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

File Edt View Process Help

o 2eE 8 M B x|

Single Mass Analysis -
Tolerance = 100 0 mDa / DBE: mir -15, max =500
Element prediction: Off
Number of isotape peaks used for i-F1T = 3 =
Monaisalopic Mass, Even Elecion lans
1029 formula(e) evaluated with 254 results within limils (all results {up o 1000} for each mass)
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Single Mass Analysis B
Tolerance = 1000 mDa / DBE: min =-15, max =500
Element prediction: OF
Number of isotope peaks used for i-FIT = 3 b
Monoisotopic Mass. Even Electon lons
1014 formulale) evaluated with 262 rSUlts within limits (3l Fesults (up o 1000) for 8ach mass)
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File Edt View Process Help
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Single Mass Analysis B
Tolerance = 100.0 mDa / DBE: min =-15, max = 50.0
Element prediction: OF
Number of isotope peaks used for i-FIT = 3 =
Monoisotopic Mass, Even Eleciron lons
78 formulaie) evaluated with 25 results within imits (ll results (up to 1000) for each mass)
Elements Used: -
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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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