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S1 "H-NMR spectrum (500 MHz, MeOD) of compound 1
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S2. BC-NMR spectrum (125 MHz, MeOD) of compound 1
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S3. TH-"H COSY NMR spectrum (500 MHz, MeOD) of compound 1
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S4. "H-'3C HSQC-ED NMR spectrum (500 MHz, MeOD) of compound 1
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S5. 'H-3C HMBC NMR spectrum (500 MHz, MeOD) of compound 1
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S6. 'H-TH ROESY NMR spectrum (500 MHz, MeOD) of compound 1
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compound 1 ©

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

1191 formula(e) evaluated with 9 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-50 H:0-100 N:0-3 0:0-30 S:0-1

OUAZZANI_arcile106-2 21 (0.573) Cm (16:26-37:68x2.000) 1: TOF MS ES+
1.63e+005
100 592.2953
% 593.3003
i 594.2987
011457362 296.6485 366.6202 576.2959 | 5953026 713.3010  ggg 4349 1183.5808 1207 5417 1479.6090
L e O e e L T LA
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500
Minimum: -1.5
Maximum: 5.0 10.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
592.2953  592.2944 0.9 1.5 9.5 825.3 11.0 C31 H46 N 08 S
592.2964 -1.1 -1.9 23.5 814.5 0.3 Cc40 H38 N3 02
592.2969 -1.6 2.7 5.5 817.1 2.9 Cc27 H46 N 013
592.2929 2.4 4.1 1.5 822.1 7.8 C22 H46 N3 015
592.2910 4.3 7.3 14.5 817.3 3.1 C34 H42 N 08
592.2998 -4.5 -7.6 18.5 825.4 11.1 C37 H42 N3 02 S
592.2904 4.9 8.3 5.5 828.7 14.5 C26 H46 N3 010 S
592.3003 -5.0 -8.4 0.5 825.4 11.1 c24 H50 N 013 S
592.3004 -5.1 -8.6 27.5 816.2 1.9 Cc45 H38 N

S7. HRMS spectrum of compound 1
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S8. IR spectrum of compound 1
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S9 "H-NMR spectrum (500 MHz, MeOD) of compound 2
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S$10. 3C-NMR spectrum (125 MHz, MeOD) of compound 2



M M

COSYGPSW-U MeQD /optiopspin Quazzani 9

F1 [ppm]

compound 2
© S11. 'H-'H COSY NMR spectrum (500 MHz, MeOD) of compound 2
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compound 2

S12. TH-13C HSQC-ED NMR spectrum (500 MHz, MeOD) of compound 2
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S13. 'H-3C HMBC NMR spectrum (500 MHz, MeOD) of compound 2
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S14. 'H-'H ROESY NMR spectrum (500 MHz, MeOD) of compound 2
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Elemental Composition Report

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

240 formula(e) evaluated with 3 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-100 H:0-100 N:3-3 0O:0-100 S: 141

Page 1

OH

OUAZZAN|_arcile64-1 24 (0.625) Cm (17:29-41:68x2.000) 9y 1: TOF MS ES+
Ho 2.51e+005
778.3584 HOT™ S (go
100, : o
| ) compound 2
0
0
NH,
” 779.3616
O~ "OH
780.3627
737.3320 899.3890
o | 1751207 389.6803 437.1537477.1521 I pReess 1167.5366  1279.6335 1407.1841
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300
Minimum: =149
Maximum: 5.0 10.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
778.3584  778.3585 0.1 -0.1 12.5 956. 6 0.0 C38 H56 N3 012
s
778.3526 5.8 7.5 21.5 964.9 8.3 C45 HS2
s
778.3643 -5.9 -7.6 3.5 966.0 9.4 31
s

S$15. HRMS spectrum of compound 2
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516. IR spectrum of compound 2



