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Simeprevir Sodium HNMR Analysis, Solvent = DMSO-d6 I
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MedKoo Cat#: 314237
Name: Simeprevir sodium
CAS#: 1241946-89-3 (sodium)
Lot#: X7P04R20
Chemical Formula: C38H46N5NaO7S2
Molecular Weight: 771.92
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=
Column . Inertil ODS-3, 5um 4.6*150mm :).
Mobile phase : Solvent A: H20(0.05%H3P04) Solvent B:ACN(0.05%H3P04) c
Temperature :40°C c
Flow rate : 1mL/min
Run time : 3min gradient(90%B), 15min gradient (90%-95%B),5 min(95%B),then 7min @90%B) ,&
Detector Y "c
Wavelenth :220/254 nm L
User name -ZJB E-005 Data File Name :1241946-89-3.1cd
Notebook page : Method File Name : 1241946-89-3.1cm E
Sample description :in ACN
Injection Volume 12uL @
mV %
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1Det.A Ch1/220nm °
2Det.A Ch2/254nm g
PeakTable g
Detector A Chl 220nm
Peak# Ret. Time Area Area % Theoretical Plate# 3
1 12.917 5790 0.031 43042.447
2 14.142 7295 0.039  59372.710
3 17.511 14295 0.077 75243.559
4 18.601 17418 0.094 96713.851
5 19.088 18432874 99.720  95293.693
6 19.961 7029 0.038 132885.601
Total 18484701 100.000
7]
P
&
Detector A Ch2 254nm o=
Peak# Ret. Time Area Area % Theoretical Plate# . (<D
1 12915 3660 0030 44518329  MedKoo Cati#: 314237 S
2 14.140 7098 0.058  48368.182 Name: Simeprevir sodium b4
3 17.511 11364 0.092  68783.246 . ;
4 18.600 29306 0238 93013000  CASH: 1241946-89-3 (sodium) =
5 19.088 12242746 99.538| 94174.650 Lot#: X7P04R20
6 19.962 5399 0.044 120137.318 : .
Total 12299573 100,000 Chemical Formula: C38H46N5Na0O7S2

Molecular Weight: 771.92
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Chemical Formula: C38H46N5NaO7S2
Molecular Weight: 771.92
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Simeprevir Sodium LC/MS Analysis

LC-MS condition

Column : Chromolith SpeedROD ,RP-18¢,50*4.6mm
Mobile Phase : A: H2O/CH3CN/FA=90/10/0.05
B: CH3CN/H20/FA=90/10/0.05
Temperature :35C
Flow rate : 3mL/min
Run time : 0.4min@20%B, 1.4min gradient(20-95% B), then0.4min@95% B
Injection volume :10uL
Mass range Scan : 100-1000
Chromatogram
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MS Spectrum
Peak#:1 R.Time:2.165(Scan#:175)
MassPeaks:483
Spectrum Mode:Averaged 2.117-2.167(173-177)
BG Mode:Calc Segment 1 - Event 1
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MedKoo Cat#: 314237

Name: Simeprevir sodium

CAS#: 1241946-89-3 (sodium)

Lot#: X7P04R20

Chemical Formula: C38H46N5NaO7S2
Molecular Weight: 771.92
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Lot#: X7P04R20
Chemical Formula: C38H46N5NaO7S2
Molecular Weight: 771.92
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