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Figure S1. 1H NMR (300 MHz, CD,0D) spectrum of compound 1



N
H

Cl3-UDEFT-2k MeOD /opt/topspin2.8 Ouazzani 34
= (=) o~ (==] = = =
= — (=] RS = = COMNUOUNOT O M- NN O N OM A ST ed O o) O w
. . - T . . e e R e Rk B ek e BRUKER
1 RE S e e et &
(==} ) o == ™ o~ =l MO TFTeAdOWVOYOYOYDY OWOD COCO COCO (MO COCOWMMoo Mol
) — = — i — [==Nl==Jptulptlulis S H e A R HE s A A R A s B as Bns B as I ot B B |
Current Data Parameters
NAME 8 Chart F AE C-3
EXPNO 2
PROCNO %
FZ - Acquisition Parameters
Date_ 20170210
Tirme 16.09
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG udeft
TD 12946
SOLVENT MeOD
NS 2048
DS 4
SWH 17985.611 H=z
FIDRES 1:: 389279 H=
AQ 0.3598988 sec
RG 1149.4
DWW 27 .800 usec
DE 6.50 usec
TE 300.0 K
D1 2.00000000 sec
D11 0.03000000 sec
D1z 0.00002000 sec
D20 20.00000000 sec
TDO 1
CHANNEL f£1
9.00 usec
2000.00 usec
500.00 usec
—-0.30 dB
75.4853543 MH=z
8.77 dB
8.77 dB
Crpé0comp. 4
crpé0,0.5,20.1
0.500
SPOALS 0.500
SPOFFS2Z 0 H=z
SPOFF S8 0 Hz
= = CHANNEL f£2
CPDPRG[2Z2 waltzlé
NUCZ 1H
PCPDZ 80.00 usec
PLZ 3.80 dB
PL1Z 20.00 dB
SFOZ 300.1721012 MH=z
FZ - Processing parameters
ST 32768
SF 75.4776892 MH=z
WDWW EM
SS8B (u]
T ! T T T T T T T T H T : T T LB 2.00 Hz
GB o
200 180 160 140 120 100 80 60 40 20 0 ppmszsc 1.40

Figure S1. 13C NMR (300 MHz, CD;0D) spectrum of compound 1
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Figure S3. HSQC (300 MHz, CD;0D) spectrum of compound 1
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Figure S4. HMBC (300 MHz, CD,0OD) spectrum of compound 1
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Figure SS. COSY (300 MHz, CD,;0D) spectrum of compound 1
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Figure S6. ROESY (500 MHz, CD;0D) spectrum of compound 1
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Elemental Composition Report Page 1
Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =9

Monoisotopic Mass, Even Electron lons

917 formula(e) evaluated with 11 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-100 H:0-120 N:0-10 0O:0-10 Na: 0-1

08-Feb-2017 17:38:49 LCT Premier XE KE483 QUAZZANI_eskandar4-3 27 (0.698)
1: TOF MS ES+
/[M"'H]"' 2.13e+004
369.1826
100
%_.
] 370.1863
351.1714
371.1907
ol 1510461 2240123 336 1660 e L il s 759.3375 8272990 937.2056 _1011.4192 1085.5509 1295.34791323.1010 s
LIS R LI B ELIR G S I LB LD W LS LS LA LA I (. L L) T L L B Y R B LT T L T T G O G A L0 LR L L B L o I LI 5
100 200 300 400 500 00 700 800 900 1000 1100 1200 1300 1400 1500
Minimum: -1.5
Maximum: Bl 10.0 100.0
Mags Calc. Mass mDa PPM DEE i-FIT i-FIT (Norm) Formula
369.1826  369.1828 -0.2 -0.5 15.5 417.6 3.5 C22 H21 N6
369.1822 0.4 el -0.5 426.9 128 C8 H26 N8 ©O7 Na
369.1831 -0.5 -1.4 1 B PO 416.6 2 5 C24 H26 02 Na
369.1814 1D 3.3 10.5 414.2 0.2 C21 H25 N2 O4
369.1846 -2.0 -5.4 258 424.9 10.9 Cl10 H25 N8 07
369.1806 20 5.4 -1.5 429.0 14.9 C5 H25 N10 O©09
369.1804 g2 6.0 12.5 418.2 4.2 C20 H22 N6 Na
369.1849 -2.3 -6.2 -1.5 424.3 10.3 Cl2 H30 N2 09 Na
369.1855 -2.9 -7.9 14.5 419.0 5.0 C26 H25 02
369.1862 84§ -9.8 3.5 423.0 9.0 C13 H26 N6 O5 Na
369.1790 3.6 9.8 7.5 416.9 2.8 C19 H26 N2 O4 Na

Figure S7. HRESIMS of compound 1
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Figure S8. IR spectrum of compound 1



