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XMU-MP-1 HNMR Analysis, Solvent = DMSO
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MedKoo Cat#: 530548 
Name: XMU-MP-1 
CAS#: 2061980-01-4
Lot# A8T07K21
Chemical Formula: C17H16N6O3S2 
Exact Mass: 416.0725 
Molecular Weight: 416.47
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Det.A Ch1/220nm1
Det.A Ch2/254nm2

Column   
Mobile phase 
Temperature 
Flow rate 
Run time 
Detector 
Wavelenth 
User name 

: Inertil ODS-3，5um 4.6*150mm
: Solvent A: H2O(0.05%H3PO4)   Solvent B:ACN(0.05%H3PO4) 
: 40 ℃ 
: 1mL/min 
: 3min gradient(20%B), 12min gradient (20%-50%B), 5min gradient (50%-95%B),3 min(95%B),th 
: UV 
: 220/254 nm 
: 2061980-01-4

PeakTable
Detector A Ch1 220nm
Peak#

 1 
 2 
 3 
 4 

Ret. Time
11.674 
13.655 
15.080 
15.701 

Area
 19467 
 36548 

 6119832 
 16446 

Area %
0.314 
0.589 

98.642 
0.265 

Theoretical Plate#
76271.794 
108725.955 
123593.737 
123374.336 
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 5 
Total

 16.301  11804 
 6204097 

 0.190 
 100.000 

 92164.423 

PeakTable
Detector A Ch2 254nm
Peak#

 1 
 2 
 3 
 4 
 5 

Total

Ret. Time
 11.671 
 13.656 
 14.499 
 15.080 
 15.701 

Area
 13999 
 24642 

-533 
 4265038 
 14683 

 4317830 

Area %
 0.324 
 0.571 
-0.012 

 98.777 
 0.340 

 100.000 

Theoretical Plate#
 75768.405 

 108403.809 
184965.268 

 123904.274 
 129061.299 
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XMU-MP-1 HPLC Analysis 
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MedKoo Cat#: 530548 
Name: XMU-MP-1 
CAS#: 2061980-01-4
Lot# A8T07K21
Chemical Formula: C17H16N6O3S2 
Exact Mass: 416.0725 
Molecular Weight: 416.47
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LC-MS  condition  
Column : Chromolith  SpeedROD ,RP-18e,50*4.6mm  LCMS-002
Mobile Phase : A: H2O(0.05%FA)

B: CH3CN
Temperature : 35℃ 
Flow rate : 2.5mL/min 
Run  time : 0.6min@15%B,3.2min gradient(15-95% B), then0.5min@95% B,then0.7min@15% B
Injection volume : 5 uL
Detector : UV 230/300nm

: 100-1000
: Postive/Negative

 Mass  range 
Scan

<MS Chromatogram>
min

mAU

0.00 0.25 0.50 0.75 1.00 1.25 1.50 1.75 2.00 2.25 2.50 2.75
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MS Chromatogram

min

3,054,130
 (-0.033min Delay)

(x1,000,000)
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0.25 0.50 0.75 1.00 1.25 1.50 1.75 2.00 2.25 2.50 2.75

TIC(+)@1
TIC(-)@2

 1
 / 

0.
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3 
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 / 
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MS Spectrum
Peak#:1   R.Time:0.950(Scan#:72)
MassPeaks:486
Spectrum Mode:Averaged 0.925-0.975(70-74)
BG Mode:Calc  Segment 1 - Event 2
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Peak#:1   R.Time:0.973(Scan#:73)
MassPeaks:401
Spectrum Mode:Averaged 0.942-0.992(71-75)
BG Mode:Calc  Segment 1 - Event 1
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XMU-MP-1 LC/MS Analysis 
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MedKoo Cat#: 530548 
Name: XMU-MP-1 
CAS#: 2061980-01-4
Lot# A8T07K21
Chemical Formula: C17H16N6O3S2 
Exact Mass: 416.0725 
Molecular Weight: 416.47
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