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Molecular Formula: CisH22N202S Catalogue Number:
Molecular Weight:  330.44 Lot Number:
CAS Number: Long-term Storage:
Appearance:
Melting Point:

LGCFOR0957.00
1075080

2 to 8 °C, dark

white solid
101 °C
99.8 %
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Identity
The identity of the reference substance was established by following analyses.

la. H-NMR Spectrum

Conditions: 400 MHz, DMSO-dg¢
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by the signals of the spectrum and their interpretation.
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Ib. Mass Spectrum

Method: HRMS; 3.5 kV ESI+; capillary temperature: 269 °C

Apex 99109 Scan: #279 RT: 2,89 min NL: 6,57E+008
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Theoretical value: 331.14748

The signal of the MS spectrum is co
structural formula.
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Ic. IR Spectrum

Method: Attenuated Total Reflection Fourier Transform Infrared (ATR-FTIR) Spectroscopy
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The signals of the IR spectrum and their inte
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ll. Purity

lla. High Performance Liquid Chromatography (HPLC)

The purity of the reference substance was analysed by high performance liquid ctirematography (HPLC).
HPLC Conditions:
Column: Conditions:
LiChrospher 60 RP-select B 1.00 ml/min, 40 °C At
5 pm, 125 x 4.0 mm mob. Phase A: Water, 0.1 % H;PO, 3 ul; 0.179 mg/mlin
mob. Phase B: Acetonitrile, 0.1 % H;PO, Acetonitrile/Water 50/50
(viv)
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Area Percent Report - Sorted by Signal

Pk# Retention Time Area Area %
1 0.945 0.1218 0.04

2 7.577 0.0203 0.01

3 9.465 0.2243 0.08

4 10.557 99.87
Totals 00.00

[Ib. Water Content

Method: Karl Fischer titration

Results:

Average .

Number of results

Standard deviation .
llc. Residual Solven

Method: tH-NMR

No significant am
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Results:

Average 99.87 %

Number of results n=3

Standard deviation 0.01 % \

mined as the ratio of the
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[1l. Final Result

Chromatographic purity (HPLC) 99.87 %

Water content 0.07 %

Residual solvents No significant amounts of residual solvents were detected (< 0.05 %)
Assay (100 % method)?! 99.80 %

The assay is assessed to be 99.8 % ‘as is’

The assay 'as is' is equivalent to the assay based on the not anhydrous and

Release Date:
Luckenwalde, 2020-September-17

e’respectively.

1 The calculation of the 100 % method follows the formula:
o . ) . Purity (%)
Assay (%) = (100 % - volatile contents) — oo —

Volatile contents are considered as absolute contributions, purity is considered as relative contribution
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