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Figure S1: Plots of the root mean square deviation (RMSD) and ligand-protein contacts for 88 in
the HAP pocket during the 10 ns simulation time.
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Figure S2: Plots of the root mean square deviation (RMSD) and ligand-protein contacts of 17 in
the HAP pocket during the 10 ns simulation time.



Protein-Ligand RMSD Ligand-Protein Contacts

E

N

A\

87%
» 8
HN O"

@f@

Time (nsec) . .
Co ML ig fit Prot|

IS
©

»

©

4.2 4

Protein RMSD (A)
T
2 (1) @S puebn

=)
o

o

o

Hydrophobic Polar +—e Pi-Pi stacking

Figure S3: Plots of the root mean square deviation (RMSD) and ligand-protein contacts of 86 in
the HAP pocket during the 10 ns simulation time.
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Figure S4: Plots of the root mean square deviation (RMSD) and ligand-protein contacts of 96 in
the HAP pocket during the 10 ns simulation time.
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Figure S5: Plots of the root mean square deviation (RMSD) and ligand-protein contacts of 88 in
the HAP pocket during the 10 ns simulation time.
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'H NMR Spectrum (300 MHz, CDCI;) of 18
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'H NMR Spectrum (300 MHz, CDCl;) of 35
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'H NMR Spectrum (600 MHz, CDCl;) of 48
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'H NMR Spectrum (600 MHz, CDCl;) of 48
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3C NMR Spectrum (151 MHz, CDCl;) of 48
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HSQC Spectrum (CDCl;) of 48
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COSY Spectrum (CDCI;) of 48
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'H NMR Spectrum (400 MHz, CDCl;) of 88
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LCMS analysis of 88

Current Chromatogram(s)
MSD1 TIC, MS File (D:\DATA\2019\2019_10_OCT\OCT30\CLEMENT 2019-10-30 18-18-59\65-12-D.D) ES-API, Pos, Scan, Frag: 1
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Chemical Formula: CyoH53FsN,O
Molecular Weight: 454.44
Exact Mass ([M+H]*): 455.19
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HRMS analysis of 88

J,‘—!’ Mass Spectrometry & Proteomics Facility Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date  10/22/2020 2:46:14 PM
Analysis Name  D:\Data\1022\NH - 2.B5B1-65012-D.d
Method 1019 tune low.m Operator BDAL@DE
Sample Name 2.B5B1-65012-D Instrument / Ser# micrOTOF Il 8213750.1
Comment direct infusion 0314

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 1650 m/z n/a n/a Set Divert Valve Source
Intens. NH - 2.B5B1-65012-D.d: +MS, 0.0-0.7min #1-42
x1 og:
| 298.3454
4- 332.3290
1 270.3144
. L
0- . : . | - . l‘l - vy l. .l‘ : AIL . ; ; : I420'|0690| ; : . ; ; . ?08'?"402| ;
250 300 350 400 450 500 m/z
Intens. +MS, 0.9-0.9min #51-55
X105
455.1861
5 298.3468
270.3155
1 352.2457
0 " L Il ]l LL TN 401.2870 b 477.3699 N
250 300 350 400 450 500 m/z
x1097 +MS, 0.9-0.9min #51-55
4_
455,861
2_
o 4453152 | 477.1699 489.3555 503.3558
430 440 450 460 470 480 490 500 510 m/z
%1051 Ca2H24FsN4O, 455.1865
44 1+
455.1865
2_
0 T T T T T T T T T T T T
420 440 460 480 500 520 m/z
F
Meas. m/z # lon Formula m/z err[ppm] Meanerr[ppm] rdb N-Rule e Conf i /@
455.186146 1 C22H24F5N40 455.186479 0.7 -0.7 105 ok even N N CHF,
HN\)\ H
Q
F° F
88

Chemical Formula: CooHy3FsN4O
Molecular Weight: 454.44
Exact Mass ([M+H]*): 455.19

Bruker Compass DataAnalysis 4.2 printed: 10/22/2020 3:10:10 PM Page 1 of 1
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'H NMR Spectrum (300 MHz, CD;0D) of 95
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EX: s2pul PW: 6.8 us, 45deg [PD:1.0 sec NA: 64 LB:0.3 Nuts - $nh-58-91-a PROTON_01.fid
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LCMS analysis of 95

Current Chromatogram(s)

MSD1 TIC, MS File (D:\DATA\2017\2017_10_OCT\OCT27\CLEMENT 2017-10-27 15-55-40\58-91-A.D)
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