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Figure S1: NMR spectra of the synthesized compounds (1, 2 and 3a-m).
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1BC NMR Spectrum (75 MHz, CDCI) of 3b.

986E'S

0T 9— —
S08T'LY

186611

8921
oP1S'L
SEPSLAL
888C°L ~e~—
6919LF—
eooiﬂ
Lot
9969'L ﬁ ~—
8S0L'L

I€1LL
1L
868081
ELI18
05528
€678

J\

—

b1

Foor

Froe
=61'E
Fore

90z
660

0.0

0.5

1.0

15

20

2.5

3.0

.50 4.5 4.0 3.5

.5

100 95 90 85 80 75 70 65 6.0 5

10.5

H NMR Spectrum (300 MHz, CDC) of 3c.

pLE9—

1891,

O

§9LL

601
pI'szl
SESTl
€562l
86'STI
[AREAR &
E1'STI
0p' 621
I 621~
pSTIEl
96'Z€1
69'tE
LSPE
17 9€1)
£9'661-

IS'€S1-7
strss1/
S 191~
01'891—

ILELI—

80

T T T T T
150 140 130 120 110

160

T
. 9%

T
100

1BC NMR Spectrum (75 MHz, CDCls) of 3c.



6 of 17

Molecules 2021, 26, 5214

D — 80T
ob&¥ 1 - ‘Rl
91ISL

8IpS'L

pISSL

19951 .

EPLYLY u

6811 Lk— _ ——— s
6PLLNE  —~—— — €
TGOS~ .
10218~ = - Fac
10978 & =007
8978’

20 1.5 1.0 0.5 0.0

95 90 85 80 75 70 65 60 55 50 45 40 35 30 25
H NMR Spectrum (300 MHz, CDCls) of 3d.

10.0

SIBE9—

0LO8'9L

/
OpSy'LL

bt 6015
8STLTI
E€L1TSTI
601P'ST1
621§ST1
££95'ST1
PEI9STIA
1899121
9p6ESTI w
PSEP6LI
LS6SIE \.w
€26£TE1
epoLEe s
68LSPEL
LPOLGET

GI9SES T~
P8I SS1—
PSSo191—
L10T891—
999LELI—

S—

10

170 160 150 140 130 120 110
13C NMR Spectrum (75 MHz, CDCI) of 3d.

180

STOPe

0SIpS— ° -

S90p9—
PLZTLY

9EST L
08T LA

£206L x —_
12651
bTpS L ———
m%m.&r- —
8969'L

PS99'L ﬁ —

19891
TS69L ]
9EILL
TipLt
9060'81
08118 A
91978
0028

S\

Eeve

FLIT

E90°1

0.0

0.5

45 40 35 30 25 20 1.5 10

5.0

1H NMR Spectrum (300 MHz, CDCls) of 3e.

95 90 85 8.0

10.0



7 of 17

Molecules 2021, 26, 5214

W' 1T—

£96L'€9—

ELOB9L

i
LESO'LL

16466015
8L2TSTI
pIOVST]

SIPSSTI

8165'ST1
LIP9STI
0698'SZ1-

\

6108'9C1

£
1Zes 1E14
6S0SPE 1/
Sipsopl

TESSES T~
LSPPSST—
S16v2917

6695191
PO6LELI

|
I
III

“ |

|

T
140

'L

T
170

J

T
10

T
100
13C NMR Spectrum (75 MHz, CDC) of 3e.

T T
120 110

T
130

T
150

T
160

T
190 180

SOOTT

99— -

e e

8piv'l

8P0S'L

WES'L

PT6S'L

SOTY'LA

LTILLA e

6OPLi~y  ~

8T608~\

POTI'8— 2

L9978
zs1es?

=SL'6

~E0T

40 35 30 25 20 15 10 05 00
H NMR Spectrum (300 MHz, CDCls) of 3f.

4.5

5.0

6.0

6.5

PP P
Lge amya

LOWYSE—

T6SL'E9— 3

0908'9L
=== J‘

1ESY°LL 3

5100621
L8TTST 3
POOP'ST

9L6t'ST
USST
19655217 -
9EPYST1

SSERSTI =
LELO9TIY
LE999T 1)
01EP6T1 )

L999°6ET4

08SSES
ogopss1/
VL9 —
6625191 —

GOZ8ELT—

10

170 160 150 140 130 120 110 100
13C NMR Spectrum (75 MHz, CDCl) of 3f.

180



8 of 17

Molecules 2021, 26, 5214

LIPS

£5959— —
66LT LY
8825'L
S86S'L
12891
$069'L
LU ™
SOLTF—
00€LL
06SLL4
1881 ——
p88SL
18018
09€1'8 4
88978
pPLLTS
S967'8
29zEs

4.5 4.0 3.5 3.0 25 20 1.5 1.0 0.5 0.0

5.0

5.

6.0
H NMR Spectrum (300 MHz, CDCl) of 3g.

6.5

70

.

9.0 8.5 8.0 7.5

9.5

PEEB E9—

9908'9L

B30 E01
LEEPTL
PO0T ST
1Zp'szl
Z565°S
ELPISTI
TE0S LTI
PGI0ST I
A LTARNS

i
9089V 1
69LLPEL
1EpLGE T

z8p0iep 17
LYSSES T~
1EEPSS 1<
pISLO9I~_

080691
PESLELT—

10

160 150 140 130 120 110 100
13C NMR Spectrum (75 MHz, CDCl:) of 3g.

170

99§8€

EIopS—

PREES:

C1969

062513\

6v8S'L
SE197L+
bZSo'L
S60L LA

PLEL t~E— -Hm

0880'8~,
19118~

1szs

7T’

2.0 1.5 1.0 0.5 0.0

8.5 8.0 7.5 70 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5
H NMR Spectrum (300 MHz, CDCls) of 3h.

9.0



9 of 17

Molecules 2021, 26, 5214

18656~
T96L'E9—

6508 9L

/
PTSYLL

BeLHtlS
TE0'0T 1
9507 121
09202214

100

110

9ZITSTIA
LISESTI
PSTS ST
0SL§'ST1-

120
1BC NMR Spectrum (75 MHz, CDCI) of 3h.

EE0EST =
ow%_%_m
EL0SIET
9£ESTE N
pSOGTE I
8908 €€ 1
0S6b e
6r696E 1
EIPSEST—
zeerssi/
ETPE 91~
p621791<”
LSIPL9T~

E8GLELT—

150 140 130

160

L6160
mvo:. -.V

L8201
2191~

€S8P [

§60S'1-)
6PES 1
109514
6P8S1
LSSL'I
LLLL'T
08’1
TLT8'1
p6p81-

PEGGE
IS10v—7
8901 /

i

1LOPS

134300

2ES69

LOSTLY

SIES'L|
POLS'LY|

8%_?#.

GEILLA

Ll

POGOS~_ .

8LI1'8~
s
90LT'8”

EGE'E

et

—8'C

1T¢

0.0

5.0 4.5 4.0 3.5 3.0 2.5 20 15 1.0

55 .

1H NMR Spectrum (300 MHz, CDCls) of 3i.

8.5 8.0 75 70 6.5 6.0

9.0

LEGHEI—
000" 61—

09I 1e—

8L E9—
P1E0'89—

L908'9L

!

ﬂ

00£T L
GESY'LL

HR6ER1T
6120021
GIE60Z1H

8€20TTIY _

6615217
SLSESTIA
111§6Z1A
P09S'ST1
SPTSTI—
RIr6CiZ;
991 1€1+
L505TET
SOP6TE T
EL6LEETY
099 e 1
£€89'6E [
60CSES 17
s88ecs1/
0LEG091—
05912917
8SIPL91~

CBILELI—

150 140 130 120 110
BC NMR Spectrum (75 MHz, CDCls) of 3i.

160

170




10 of 17

Molecules 2021, 26, 5214

€060

e
mam__w -
85514 =
0TSS 14—
N:E.ﬁ

96514

zIzo14
801814
zees 1
9258 1
886811
611814
61881
8€06'17
15901

S%Tv. —
8011

QO

SIOTS

TESE9— —
86E694

SP96'9-|

POSTLAL
€881

956’ L\

Uy
8ISEd
0pTs'L ~
phES L
£959'L 4 o
69914
£989'%
106924
1L69L
LS1LL
9EpLL
20608
9LI1'8
pZST 8
809287

FoE'E

Fete

|

EpIT

60T

E00'1

901
E10C
Fory

FE0T
=60

.50 4.5 4.0 3.5 3.0 25

5.5

95 90 85 80 75 70 65 60 _
1H NMR Spectrum (300 MHz, CDCL) of 3j.

0.0

PIGEEl— =

61— =

6100 1E—

0989°£9—
£C0I'69—
6S08'9L
96T LL=
1€S9°LL

[erdaain
1780021
SEI9IZIA
0665 €T14-
8501°6Z1

EP6TST1
LS6P'ST1
95 ST
26T

N

LOEEOT 1
PECYSTI )
10LE'62 1 Lv

ssrieldf
100SE1Y

186561

T99LES T~
6C8ESS 17
azozos1?
8061191~
8191191 —

[6TLELT—

1BC NMR Spectrum (75 MHz, CDCls) of 3j.

T
110

A

SO96E

rows—

0e6597 .
90669
861211

61 _w.hj_ ~

08012

PSIL LA —
EpLL—
0£608~.
LOZI'8— —
1S9Z'8 =
IpiT8

IPES'LA
LIpS'L ﬁ =

~S'E

0.0

2.5 20 1.5 1.0 0.5
H NMR Spectrum (300 MHz, CDCls) of 3k.

3.0

3.5

4.0

4.5

5.0

10



11 of 17

Molecules 2021, 26, 5214

L6 9S—

80LL'E9—

89(8'9L

1

T
1€69°LL

0EP9 01—

pOT RIS
\
£960TT 1
S6IPETI-
P6TTSTINE
S9IP'STI
0095'$Z 1
6609521
1866921
69LLSTI
6her6z1
9695 1€14
£TSSPELY
9598 €S [~
T6EP'SS1-7
199514
0102191~
9§Z6'L91—

[Z8LELT—

10

70

160 150 140 130 120 110 100
1BC NMR Spectrum (75 MHz, CDC) of 3k.

170

TPSUT

610pS———,

896£9— ™

SOE6'9
06569+
86LTLNE  ——
121°L)

61pSL-

ESISINL -
T8S'L
LE09'L)
L0192

L
'I
|
/

PSO9LE

geLoLqf T
15691
LEOLL
62211
80SL'L
76881
00681
PS60'8
02181
0P984
€2L78"

=GCE]

Fioz

Foo't

=EC|

b b b
N OOT M
S naNo
appapulals

8.5

45 40 35 30 25 20 15 1.0 05 00
1H NMR Spectrum (300 MHz, CDC) of 31.

5.0

7.5 7.0 6.5

8.0

9.0

9.5

10.0

T 95— -

199L°€9— -

[LO8'9L

b3 kale
SI9 TN
P801'0Z1\
£656TT1
S9TT ST
00ZP'STI\-
SL9SSTI .\«

pLI9STI, =
09ST'LT1|

SSTP6el %

60LS 1E1)

PS8 11

S8SSPE

8689°6E 14

0L9SEST M

LOVPSS14

EPSSLSTY/

26901914

£606L917

LT6LELT~

180 170 160 150 140 130 120 110 100
1BC NMR Spectrum (75 MHz, CDCls) of 31.

190

11



Molecules 2021, 26, 5214

12 of 17

82510
182426
81238

\80964

- B i RS ~ é
ST BRI AT o 5
Me=e NN = OO [=) [a
alap-ba st ulula A =
o e R La l
PRI TR

lr= I

el T Ly
S o S
= o o
T T T T T T T T T T T T T T
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
1H NMR Spectrum (300 MHz, CDCl;) of 3m.
) o 00—V 000 VoS- T
=~ N ALY —=T 00— O\ oo \O 0 MmO o T
=N AN —=ISagume 28 = ¥
o e~ AV —=cog. N = - -
=~ O NNNNNNNECO -~ g O o o0
7 T e e O350 i v KXY
/N ===~/ \ ~I I Y
[
|
|
I ! |
| IJA 1L . ”
T 1 L T | T L] T T - T v L] = 1 T L L) b T . || T v L] = T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
13C NMR Spectrum (75 MHz, CDCl) of 3m.
Table S1. The concentration-response curves used to calculate the ICso values.
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