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Figure S1. '"H-NMR (600 MHz, DMSO-d6) spectrum of compound 51 (full spectrum).
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Figure S2. 'H-NMR (600 MHz, DMSO-d6) spectrum of compound 51 (from 5 to 6 ppm).
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Figure S3. 3C-NMR (150 MHz, DMSO-d6) spectrum of compound 51.
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Figure S4. 'H-'"H COSY NMR spectrum of compound 51.
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Figure S5. 'H-*C HSQC NMR spectrum of compound 51.

50f 17

20 F1 [ppm]

120 100 80 €0 40

140



Molecules 2018, 23, 1353, FOR PEER REVIEW

|

Current Data Parameters

(o] (o]
- - -~
HOOC COOH
- -
- e -

- - @
- - - . -

2 u
-

. )

- - &
- -

o

[ 1

o8

NAME Live-MET049MS
EXPNO 5
PROCIS 1

FZ - ACQUiElC1cn PATAMELErs
Date_ 20170124
Time 17.06
INMSTRUM sgpect
PROBHD 5 mm PATXI 1H/
PULPROG hmbcegpndgf

D 2048
SOLVENT DHEO0

NS 96

Ds 16

SWH 4735.33%6 Hz
FIDRES 2.341502 Hz
2] 0.2135381 sec
RG z050

DW 104,267 uszec
DE 6.50 usec
TE 300.0 K
CHST13 §.0000000

Do 0.00000300 sec
Dl 0.7864618% szec
D& 0.06250000 sec
Dlé 0.00020000 sec
M0 0.00001380 =ec

CHANMEL f1 = =
600.1324005 MHz
1H
3.50 usec
19,00 usec

A18.00000000 W

CHANMEL f2 = =
150.2201628 MHz
13c
10.70 usec
200.00000000 W

GRADIENT CHANMEL
1 EME10.100
1 SMSQ10.100
1 SMEQ10.100
50.00 %
30.00 %
40.10 %
1000.00 usec

Fl - Rcguisition parameters
TD 64

Figure S6. 'H-*C HMBC NMR spectrum of compound 51.

infel : 150 Iq Iy MH T
FIDRES 1132.246338
oW 240.07!’%&9""']
FnMODE QF

6 of 17

F1 [ppm]

100 50

150



Molecules 2018, 23, 1353, FOR PEER REVIEW 7 of 17

O
Current Data Parameters
HAME Live-MET049MS
EXPNO 6
JIk M PRACHO 1
F2 — Acquiszition Parameters
H T Date_ 20170124
& [ & Time 18.55
- [ = INSTRUM spect
- L PROBHD 5 mm PATXI 1H/
- a r PULPROG noesygpphpp
i l 1™ 1024
b @ o H SOLVENT DMSO
. - B F® Ns 16
L bDs 16
| I i = SWH 3597.122 Hz
| i I FIDRES 3.512815 Hz
il L 20 0.1423360 sec
S— L L RG 256
[£ I ow 139.000 ugec
[z | < DE 6.50 usec
r TE 300.0 K
0o [ Do 0.00012690 sec
l D1 1.46443295 sec
D8 0.69999999 sec
[ pll 0.03000000 sec
3] |l D12 0.00002000 sec
D16 0.00020000 sec
' 1xo 0.00027800 sec
HOOC COOH | | —= CHANNEL f1 == _
i 5 600.1330135 MHz
b 1H
HO OH 9.50 usec
13.00 uszec

2500,00 usec
18.00000000 W
2.40310001 W

e+ B
T

== GRADIENT CHANNEL

° — — T — GPNAM([1] SMSQLl0.100
& = T e Tz o o5 F2ppm - - 4 Gpal 20.00 %
-4 - P16 1000.00 usec
=3 -
%% % M - Fl — Acquisition parameters
SVE o | T 256
% e ° = 4 sro1 600,133 MHZ
- o r FIDRES 28.10251¢ Hz
o [ SW 5.994 pem
O @ ° B FnMODE States—TEPT
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
7 8 5 4 3 F2 [ppm] F2 — Processing parameters
ST 1024
SE 600.1300106 MHZ
. WD S INE
Figure S7. '"H-'"H NOESY NMR spectrum of compound 51. Som es g
LB 0 Hz
GB o
PC 1.00
Fl — Processing parameters
SI 1024
MC2 States—TPPI
5F 600.1300106 MHz
WD QSINE
SSB 2
LB 0 Hz

GB a



Molecules 2018, 23, 1353, FOR PEER REVIEW

%T

1005
100

95

3414,62cm-1

754

70

65

2946,69cm-1

1668,56cm-

5,06cm-1

1445,62cm-1

1508.2

29¢cm-1

-1
05,12cmit
1151,0

1250,14cm-1

64,30k

921,70

=
&l

1304 |14pm-1

3cm-1

1012.41cm-1

788.71cm-1

824,48cm-1

[F4e.59¢cm-1
n

6939,

8of 17

31cm-1

5cm-1

62
4000 3500

Figure S8. Infrared spectrum of compound 51.
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Figure S9. Ultraviolet spectrum of compound 51 (Ai=212.50 nm, A>=247.5 nm, As=308.50 nm).
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Figure S10. '"H-NMR (500 MHz, CDCls) spectrum of compound 23.
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Figure S11. ®*C-NMR (125 MHz, CDCls) spectrum of compound 23.
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Figure S12. 'H-'H COSY NMR spectrum of compound 51.
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Figure S13. 'H-*C HSQC NMR spectrum of compound 23.
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Figure S14. 'H-3C HMBC NMR spectrum of compound 23.
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Figure S15. 'H-'"H NOESY NMR spectrum of compound 23.
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Figure S16. Infrared spectrum of compound 23.
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Figure S17. Ultraviolet spectrum of compound 23 .
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