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==== Shimadzu LabSolutions Analysis Report ====
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Peak# Ret. Time Area Area% Height
1 10,758 5905551 99,625 798902
2 11,735 3750 0,063 699
3 12,000 7808 0,132 1064
4 12,212 4102 0,069 673
5 12,453 1302 0,022 322
6 12,629 1250 0,021 280
7 12,752 2490 0,042 635
8 13,425 1504 0,025 359
Total 5927757 100,000 802935

Figure S1. HPLC chromatogram of compound 8.
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3 10,379 10220 0,115 982
4 11,006 8711411 98,438 1452342
5 11,722 1024 0,012 264
6 11,887 9975 0,113 1949
7 12,076 8881 0,100 1513
8 12,267 27860 0,315 5478
9 12,458 7702 0,087 1927
10 12,766 17963 0,203 4795
11 13,449 3698 0,042 519
12 13,660 1610 0,018 360
13 13,883 1585 0,018 306
Total 8849685 100,000 1472146

Figure S2. HPLC chromatogram of compound 9.
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Shimadzu LabSolutions Analysis Report ====
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2 11,229 1415 0,012 345
3 11,337 8518 0,075 2046
4 11,477 2101 0,018 523
5 11,803 2882 0,025 574
6 12,185 78256 0,689 14641
T 12,368 64639 0,569 11867
8 12,579 161685 1,423 34154
9 13,430 12771 0,112 2557
10 13,621 1016 0,009 177
11 13,800 7874 0,069 1743
12 14,037 1112 0,010 100
Total 11364848 100,000 1115723

Figure S3. HPLC chromatogram of compound 10.
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==== Shimadzu LabSolutions Analysis Report ====
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Totall 11114382 100,000 1389619

Figure S4. HPLC chromatogram of compound 11.
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==== Shimadzu LabSolutions Analysis Report ====
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Total 6724770)  100,000| 871988

Figure S5. HPLC chromatogram of compound 12.



Shimadzu LabSolutions Analysis Report ====
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Total 10801391 100,000 1388992

Figure S6. HPLC chromatogram of compound 13.
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==== Shimadzu LabSolutions Analysis Report ====
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15 17,719 1558 0,019 113
16 18,195 1198 0,015 128
17 18,442 1528 0,019 157
Total 8189866 100,000 899728

Figure S7. HPLC chromatogram of compound 14.



==== Shimadzu LabSolutions Analysis Report ====
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Total 9394835 100,000 993439

Figure S8. HPLC chromatogram of compound 15.



==== Shimadzu LabSolutions Analysis Report ====

OH
Sample Name : SIRT37_500uM H
Sample ID : SIRT37_500uM N
Data Filename  : SIRT37_500uM_p.lcd N
Method Filename : MAGL254 MeOH.lcm | _
N
mAU H
o 16
2 PDA Multi 2 254nm 4nm|
N
1500-
e LY
N o 3O
© ~ ©
| g 58
500—_ - < “,':’
© © o m 0 <
:%/ 8 88 §/ g8
1 - ¥ v e
0
00 25 50 75 10,0 125 15,0 175
min
PDA Ch2 254nm
Peak# Ret. Time Area Area% Height
1 11,413 128483 1,145 8654
2 11,607 110571 0,985 9843
3 11,966 14408 0,128 2411
4 12,169 4179 0,037 937
5 12,489 10714501 95,451 1858054
6 12,888 13488 0,120 3753
7 13,018 1191 0,011 408
8 13,185 1826 0,016 420
9 13,383 25436 0,227 4191
10 13,545 57768 0,515 13034
1" 13,658 123069 1,096 27649
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Total | 11225117 100,000 1932838

Figure S9. HPLC chromatogram of compound 16.
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Shimadzu LabSolutions Analysis Report
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Figure S10. HPLC chromatogram of compound 17.
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==== Shimadzu LabSolutions Analysis Report ====
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19 16,195 2614 0,027 408
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Figure S11. HPLC chromatogram of compound 18.
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==== Shimadzu LabSolutions Analysis Report ====
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1" ‘ 13,248 2462 0,023 580
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14 13,696 9077 0,083 1813
15 13,806 7763 0,071 1447
16 14,212 2039 0,019 288
17 14,630 1739 0,016 158
18 ‘ 15,403 9902 0,091 1337
19| 15,942 1129 0,010 143
20 4 16,825 3363 0,031 435
Peak# Ret. Time Area Area% Height
21 18,780 7133 0,065 710
Total 10904054 100,000 1452418

Figure S12. HPLC chromatogram of compound 19.
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==== Shimadzu LabSolutions Analysis Report ====
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7 13,771 16563 0,373 3147
8 14,173 3864 0,087 409
9 14,375 301 0,068 423
10 15,092 2010 0,045 270
" 15,251 2307 0,052 361
12 15,450 8812 0,198 835
13 17,155 1176 0,026 146
14 17,693 2212 0,050 138
15 18,667 1510 0,034 161
16 18,997 1424 0,032 131
Total 4444423 100,000 850951

Figure S13. HPLC chromatogram of compound 20.
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Shimadzu LabSolutions Analysis Report
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Total 9607172 100,000 1827752

Figure S14. HPLC chromatogram of compound 21.
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16 16,739 2836 0,018 378
Total 15815308 100,000 949290

Figure S15. HPLC chromatogram of compound 22.
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Shimadzu LabSolutions Analysis Report
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Peak# Ret. Time Area Area% Height
21 18,019 1469 0,005 165
22 18,720 5347 0,016 567
Total 32579822 | 100,000 2315559

Figure 16. HPLC chromatogram of compound 23.
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Figure S17. *H-NMR and **C-NMR of compound 8.
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Figure S18. *H-NMR and *C-NMR of compound 9.
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Figure S19. *H-NMR and 2*C-NMR of compound 10.
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Figure S20. *H-NMR and *C-NMR of compound 11.
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Figure S21. *H-NMR and *C-NMR of compound 12.
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Figure S22. 'H-NMR and **C-NMR of compound 13.
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Figure S24. *H-NMR and *C-NMR of compound 15.
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Figure S26. *H-NMR and **C-NMR of compound 17.
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Figure S27. *H-NMR and *C-NMR of compound 18.
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Figure S28. 'H-NMR and **C-NMR of compound 19.
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Figure S29. 'H-NMR and **C-NMR of compound 20.
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Figure S30. *H-NMR and **C-NMR of compound 21.
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Figure S31. 'H-NMR and *C-NMR of compound 22.
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Figure S32. 'H-NMR and **C-NMR of compound 23.
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Figure S33. ESI-HRMS spectrum of compound 8.
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Figure S34. ESI-HRMS spectrum of compound 9.
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Figure S35. ESI-HRMS spectrum of compound 10.
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Figure S36. ESI-HRMS spectrum of compound 11.
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Figure S37. ESI-HRMS spectrum of compound 12.
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Figure S38. ESI-HRMS spectrum of compound 13.
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Figure S39. ESI-HRMS spectrum of compound 14.
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Figure S40. ESI-HRMS spectrum of compound 15.
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Figure S41. ESI-HRMS spectrum of compound 16.
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Figure S42. ESI-HRMS spectrum of compound 17.
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Figure S43. ESI-HRMS spectrum of compound 18.
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Figure S44. ESI-HRMS spectrum of compound 19.

S39



2046 HT. 005 AV:1 SM: 3B NL: 3.96EQ
T. FTMS + p ESI Full ms [150.0000-1200.0000]

279.11252
100

= - I 1 R s S '~ - S-S &) BN +) BN = S v N BN SN =+ DAY« + B o B <+ §
e 202020220202, 9, 2 0 LT

@

270.31525

190 200 210 220 230 240 250 260 270 280 280 300 310 320 330 340 350 360 370 380 380
maz

o

Figure S45. ESI-HRMS spectrum of compound 20.
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Figure S46. ESI-HRMS spectrum of compound 21.
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Figure S47. ESI-HRMS spectrum of compound 22.
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Figure S48. ESI-HRMS spectrum of compound 23.
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Figure 49. Structure of SIRT1 in complex with p53-AMC peptide (green) used for docking studies.
The main portions of the two different subpockets are highlighted in orange and blue. For clarity, the
side chains of R1, H2, and K3 of p53-AMC are not shown.
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