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Figure S1: 1H NMR spectrum of 5 in CDCI3
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Figure $2: 13C NMR spectrum of 5 in CDCI3
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Figure S3: High resolution mass spectrum of 5

Sample
Name Mol Fomula MW M+H observed delta ppm

IS-78-63-3  C20H2802 300.2089 301.2167 301.2164 -0.0003 -1.13

IS-78-63-3 #2237-2505 RT: 11.95-13.39 AV: 269 NL: 2.59E6
T: FTMS + ¢ NSI Full ms [120.0000-750.0000]
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Figure S5: ’°C NMR spectrum of 6 in CDCl; 40000
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Figure S6: High resolution mass spectrum of 6

Sample
Name Mol Fomula MW M+H observed delta ppm

IS-78-109-2 C20H3002 302.2246 303.2324 303.2321 -0.0003 -0.96

IS-78-109-2 #2957-3058 RT: 15.49-16.02 AV: 102 NL: 2.47E5
T: FTMS + ¢ NSI Full ms [100.0000-1000.0000]
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Figure S8: °C NMR spectrum of 7 in CDCl;
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Figure S9: High resolution mass spectrum of 7

Sample
Name Mol Fomula MW M+H observed delta ppm

IS-78-147-3 C20H31N 285.2457 286.2535 286.2530 -0.0005 -1.57

IS-78-147-3 #1900-1922 RT: 9.99-10.10 AV: 23 NL: 2.09E9
T: FTMS + ¢ NSI Full ms [100.0000-1000.0000]
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Figure S11: 1°C NMR spectrum of 8 in CDCl; -28000
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Figure S12: High resolution mass spectrum of 8

Sample
Name Mol Fomula MW M+H observed delta ppm

IS-78-27-5 C21H3202 316.2402 317.2480 317.2478 -0.0002 -0.76

IS-78-27-5 #2574-2718 RT: 13.76-14.52 AV: 145 NL: 2.94E4
T: FTMS + ¢ NSI Full ms [120.0000-750.0000]
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Figure S13: 'H NMR spectrum of 9 in CDCl;
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Figure S14: °C NMR spectrum of 9 in CDCl;
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Figure S15: High resolution mass spectrum of 9

|Samp|e Name Mol Fomula  MW(comewrH sampLEs) M W(caLcuaten) M+H observed delta ppm |
| IS-78-81 |  coshgono | 369.3032 | se930317 | 370.3110 370.3106 -0.0004 -1.00|

IS-78-81 #180-692 RT: 1.29-4.46 AV: 513 NL: 7.47E6
T: FTMS + ¢ ESIFull ms [300.0000-900.0000]
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Figure S18: High resolution mass spectrum of 10

|Samp|e Name Mol Fomula  MW(comewrH sampLEs) M W(caLcuaten) M+H observed delta ppm |
| kpao227 | coeHasno | 385.3345 | 38533447 |  386.3423 386.3423 0.0000 0.00|

KP-102-27 #607 RT:3.92 AV:1 NL: 1.02E6
T: FTMS + ¢ ESIFull ms [300.0000-900.0000]
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igure $19: 'H NMR spectrum of 11 in CDCl; /
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Figure S20: 1*C NMR spectrum of 11 in CDCl;

CHs
65000

60000
55000

50000

45000

| 40000

35000

30000

25000

20000

~15000

| 10000

! 5000

~-5000

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 T T T T T T T T T T T T 823
200 190 180 170 160 150 140 130 120 10 100 920 80 70 60 50 40 30 20 10 0
1 (ppm)



Figure S21: High resolution mass spectrum of 11

Sample
Name

Mol Fomula

MW

M+H

observed

delta

ppm

|IS-78-67

C24H35NO

353.2719

354.2797
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-0.0001

-0.17

IS-78-67- #2667-2691 RT: 14.42-1455 AV: 25 NL: 5.73E5

T: FTMS + ¢ NSI Full ms [120.0000-750.0000]
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Figure $22: 'H NMR spectrum of 12 in CDCl;
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Figure $24: High resolution mass spectrum of 12

Sample

Name Mol Fomula

MW M+H observed

delta

ppm

IS-78-69 C25H37NO

367.2875 368.2953 368.2948

-0.0005

-1.38

IS-78-69 #3710-3883 RT: 20.23-21.31 AV: 174 NL: 1.31E8
T: FTMS + ¢ NSI Full ms [120.0000-750.0000]
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Figure $27: High resolution mass spectrum of 13

Sample
Name Mol Fomula MW M+H observed delta ppm

IS-78-179-2 C21H3102 314.2246 315.2324 315.2321 -0.0003 -0.92

IS-78-179-2 #2765-2885 RT: 14.49-15.12 AV: 121 NL: 1.98E7
T: FTMS + ¢ NSI Full ms [100.0000-1000.0000]
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Figure S30: High resolution mass spectrum of 14

Sample
Name Mol Fomula MW M+H observed delta ppm

SS-101-5-3  C21H33NO2S 363.2232 364.2310 364.2303 -0.0007 -1.92

SS-101-5-3 #2022-3892 RT: 10.74-20.54 AV: 1871 NL: 1.26E6
T: FTMS + ¢ NSI Full ms [100.0000-1000.0000]
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Figure $32: °C NMR spectrum of 15 in CDCl,
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Figure S33: High resolution mass spectrum of 15

Sample

Name Mol Fomula MW M+H observed

delta

ppm

SS-101-7-4 C27/H37NO2S 439.2545 440.2623 440.2616

-0.0007

-1.59

SS-101-7-4-- #3988-4051 RT: 21.22-21.58 AV: 64 NL: 2.04E7
T: FTMS + ¢ NSI Full ms [100.0000-1000.0000]
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Figure S$36: High resolution mass spectrum of 16

Sample
Name Mol Fomula MW M+H observed delta ppm

IS-78-99-3  C27H37N 375.2926 376.3004 376.3001 -0.0003 -0.77

IS-78-99-3 #1472-4131 RT: 8.14-23.15 AV: 2660 NL: 1.81E8
T: FTMS + ¢ NSI Full ms [120.0000-750.0000]
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Figure S37: 'H NMR spectrum of 17 in CDCl;
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Figure $39: High resolution mass spectrum of 17

Sample Name Mol Fomula  MW(covewrTHsampLEs) MW(caLcuaten) M+H observed delta ppm |
1S-78-117 C27H36CIN 409.2536 | 409.25362 | 410.2614 410.2611 -0.0003 -0.78
411.25067 412.2585 412.2575 -0.0010 -2.35

IS-78-117 #582-599 RT: 3.79-3.88 AV: 18 NL: 1.91E8
T: FTMS + ¢ ESI Full ms [300.0000-900.0000]
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Figure $42: High resolution mass spectrum of 18

Sample
Name

Mol Fomula

MW

M+H

observed

delta

ppm

IS-78-139-2 C24H39N

341.3083

342.3161

342.3155

-0.0005

-1.61

IS--78-139-2 #1991-2005 RT: 10.46-10.53 AV: 15 NL: 9.12E8
T: FTMS + ¢ NSI Full ms [100.0000-1000.0000]
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Figure $45: High resolution mass spectrum of 19

Sample
Name Mol Fomula MW M+H observed delta ppm

IS-78-183-4 C24H37NO2 371.2824 372.2902 372.2896 -0.0006 -1.69

IS-78-183-4 #1951-1955 RT: 10.37-10.39 AV:5 NL: 5.40E8
T: FTMS + ¢ NSI Full ms [100.0000-1000.0000]
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igure $46: 'H NMR spectrum of 20 in CDCl;
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Figure S48: High resolution mass spectrum of 20

Sample
Name Mol Fomula MW M+H observed delta ppm

IS-78-
153(1S-78-
153-3) C25H39N0O2 385.2981 386.3059 386.3051 -0.0008 -2.05

IS-153-3 #2019-2055 RT: 10.73-10.91 AV: 37 NL: 2.41E7
T: FTMS + ¢ NSI Full ms [100.0000-1000.0000]
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Figure S50: 1°C NMR spectrum of 21 in CDCl;

CHs
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Figure S51: High resolution mass spectrum of 21

|Sample Name Mol Fomula  MW(covewrHsavpies)  MW(caLcuaten) M+H observed delta ppm |
| is781253 | coomssno | 328.264 | so725621 |  328.2640 328.2639 -0.0001 -0.34|

IS-78-125-3 #601-623 RT: 3.89-4.00 AV: 23 NL: 3.28E7
T: FTMS + ¢ ESIFull ms [300.0000-900.0000]
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Figure §52: 'H NMR spectrum of 22 in CDCl,
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Figure S54: High resolution mass spectrum of 22

Samp
Name

le

Mol Fomula

MW

M+H observed

delta ppm

1S-78-163-
3(1S-78-163-

2)

C23H36N20

356.2828

357.2906 357.2902

-0.0004 -1.04

IS-78-163-2 #3608-3686 RT: 18.90-19.32 AV: 79 NL: 4.61E7
T: FTMS + ¢ NSI Full ms [100.0000-1000.0000]
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Figure S55: 'H NMR spectrum of 23 in CDCl;
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Figure S57: High resoluton mass spectrum of 23

Sample Name Mol Fomula  MW/(comewTHsampLES) MW(caLcuaten) M+H observed delta ppm

1S-78-97 | coomsano | 417.3032 |  a173032 |  418.3110 418.3109 -0.0001 -0.17

IS-78-97 #600-612 RT: 3.88-3.94 AV: 13 NL: 7.20E5
T: FTMS + ¢ ESI Full ms [300.0000-900.0000]
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Figure $60: High resolution mass spectrum of 24

Sample
Name Mol Fomula

MW

M+H

observed

delta

ppm

IS-78-189-3 C23H36N2S

372.2599

373.2677

373.2675

-0.0002

-0.59

IS-189-3 #1979-2077 RT: 10.52-11.03 AV: 99 NL: 2.13E7

T: FTMS + ¢ NSI Full ms [100.0000-1000.0000]
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