
 

 

 

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. 

 

 

 

 

 

 

 

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. 



 

 

 

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. 

 

 

 

 

 

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. 

 

 



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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Analysis Info 10/22/2020 2:46:14 PMAcquisition Date
D:\Data\1022\NH - 2.B5B1-65012-D.dAnalysis Name

BDAL@DEOperatorMethod 1019_tune low.m
Sample Name 2.B5B1-65012-D 8213750.1

0314
micrOTOF IIInstrument / Ser#

direct infusionComment

Acquisition Parameter
0.4 BarSource Type ESI Set NebulizerPositive Ion Polarity

Not active Focus 4500 V 180 °CSet Capillary Set Dry Heater
Set Dry Gas-500 V 4.0 l/minSet End Plate OffsetScan Begin 50 m/z

Scan End 1650 m/z n/an/a Source Set Divert Valve

Meas. m/z # Ion Formula m/z err [ppm] Mean err [ppm] rdb N-Rule e¯ Conf
455.186146 1 C22H24F5N4O 455.186479 0.7 -0.7 10.5 ok even

Mass Spectrum SmartFormula Report
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USER:  -- DATE: Dec 20 2017 11:25 

Nuts - $nh-58-91-a_PROTON_01.fid 

nh-58-91-a
F1: 299.965 F2: 75.433 SW1: 4799  OF1: 1799.9 PTS1d: 8192    ,    16384
EX: s2pul PW: 6.8 us,   45deg PD: 1.0   sec NA: 64 LB: 0.3 
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Current Chromatogram(s)
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