Supplementary Figure 3. 6994 analogs from the UPCMLD library

Active at 10 and 20 yM

UPCMLDCBRC1000784 UPCMLDCBRC1000802 UPCMLDCBRC1001299 UPCMLDCBRC1033229
Chemical Formula: C5gH19CIoNgO  Chemical Formula: CpsH16CIN3OS  Chemical Formula: CogH1gBrN3O,  Chemical Formula: Cy7H17CIoNzO
Molecular Weight: 484.38 Molecular Weight: 441.93 Molecular Weight: 508.38 Molecular Weight: 470.35

Inactive at 10 and 20 yM Autofluorescent

UPCMLDCBRC1002602 UPCMLDCBRC1004885 UPCMLDCBRC1038747 UPCMLDCBRC1033038
Chemical Formula: C3gHpgN,O3 Chemical Formula: Co7H19N3O>  Chemical Formula: CogHogBrNO Chemical Formula: C3qHo4N4O3
Molecular Weight: 462.55 Molecular Weight: 417.47 Molecular Weight: 494.39 Molecular Weight: 488.55

HPLC and HRMS Data:

HPLC data were obtained on a Thermo Scientific Accela HPLC system using 3 pL injections on a
2.1 x50 mm 3.5 um Waters XTerra Cis column eluting with MeCN/H,0/MeOH containing 0.1%
formic acid (flow rate of 500 pL/min from 3:92:5 at 0-0.5 min to 93:2:5 at 4.0 min, back to
3:92:5 from 6.0 to 7.5 min). Absorbance was monitored at 210, 220, and 254 nm. HRMS data
were obtained on a Thermo Scientific Exactive HRMS (ESI-). Samples were dissolved in MeCN
and 5 pL aliquots were direct-injected into the probe head (-60 V, 350 °C). Mass accuracy was
determined with Thermo Xcalibur software.



UPCMLDCBRC1000784. HPLC retention time 6.43 min. HRMS (HESI) m/z calcd for C2gH1sN302Cl>
[M-H] 482.0821, found 482.0841.

UPCMLDCBRC1000802. HPLC retention time 5.16 min. HRMS (HESI) m/z calcd for C2sH1sN3OCIS
[M-H]- 440.0619, found 440.0637.

UPCMLDCBRC1001299. HPLC retention time 5.89 min. HRMS (HESI) m/z calcd for C2gH17N302Br
[M-H] 506.0499, found 506.0526.

UPCMLDCBRC1033229. HPLC retention time 5.46 min. HRMS (HESI) m/z calcd for C27H16N3OCl>
[M-H] 468.0665, found 468.0684.

UPCMLDCBRC1002602. HPLC retention time 5.81 min. HRMS (HESI) m/z calcd for C3oH25N203
[M-H] 461.1860, found 461.1872.



UPCMLDCBRC1004885. HPLC retention time 4.90 min. HRMS (HESI) m/z calcd for C27H1sN302
[M-H] 416.1394, found 416.1408.

UPCMLDCBRC1038747. HPLC retention time 5.45 min. HRMS (HESI) m/z calcd for C2gsH19N3OBr
[M-H] 492.0706, found 492.0724.

UPCMLDCBRC1033038. HPLC retention time 5.30 min. HRMS (HESI) m/z calcd for C3oH23N403
[M-H] 487.1765, found 487.1778.
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