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Cetrimonium bromide CH Br-
* Molecular formula: C;,H,,BrN I 3 r
» Average mass: 364.45 Da _ONF

« Monoisotopic mass: 363.25 Da HaC(H;C)1s ITI CH,
 Free base monoisotopic mass: 284.33 Da CH3

* Detected mass: M*= 284.3 Da
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Parameter Description

System ACQUITY UPLC H-Class with ACQUITY QDa and PDA
Column ACQUITY UPLC CSH C,g, 2.1 x 50 mm, 1.7-pum
Column temp. 40 °C

Flow rate 0.6 mL/min

Injection vol. 1.0 pL

Mobile phase

Solvent A: 1% Formic acid in water (low pH)
Solvent C: Water
Solvent D1: Acetonitrile

Gradient

Time (mT?r\n"iln) % %B %C %D | Curve
T |nital 0600 100 0.0 400 500  Inital
2 |2.00 0600 100 00 0.0 900 6
3 [250 0.600 10.0 0.0 0.0 90.0 6
4 260 0.600 10.0 0.0 40.0 50.0 6
5 |4.50 0600 100 00 400 500 8

Wash solvents

Purge: 50:50 water/acetonitrile
Sample wash: 90:10 water/acetonitrile
Seal wash: 90:10 water/acetonitrile

PDA detection

200 - 500 nm

Mass detection

ACQUITY QDa (extended performance)
Ionization mode: ESI+, ESI-
Acquisition range: 150 - 350 Da
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System Suitability Report 2 : Calibration Curve_Report
Y Sample SetID: 2565 W Sample Set ID: 10317 Result Set ID: 10806
LTTPU y ’ Channel Name: QDa2: SIRCh1  Calibration ID: 10823

Result Set ID: 6781

Channel Name: QDa 2: SIR Ch1

Name: Cetrimonium Br 407

Name Inj| RT Area i K Prime
! Tailing
§ 2107 4
1 CetrimoniumBr| 1(1.086( 132801434 1.1 3.3
2 CetrimoniumBr| 2|1.085| 132176370 1.1 33 ]
3 CetrimoniumBr| 3|1.084| 133458598 1.1 33 o
4 CetrimoniumBr| 4|1.084( 133265613 11 33 S [ S S S B S S B S L S S S B S S
0.00 0.50 1.00 150 2.00 250 300
5 Cetrimonium Br| 5|1.082| 130749136 1.1 33 Amount
- = Name Hexadecyl Br, Equation ¥ = 1.50e+007 X - 1.26e+006, R*2 0999282
6 Cetrimonium Br| 6(1.082| 130945752 | 1.1 33 R 0999641, A -1260646e+006, B 1496075e+007
Mean 1084 132232817 | 1.1 | 233 B
B 5. 284.3Da D SIR VA T—5E@EHUIRIEE N EZDADERIE
Std. Dev. 0.002 | 1162201.831
% RSD 0.16 0.88
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