
>>Entry Name: 1-Pentanesulfonic acid, 9CI
Synonym(s): 1-Pentylsulfonic acid

CAS Registry Number: 35452-30-3
H3C(CH2)3CH2SO3H

Molecular Formula: C5H12O3S
Molecular Weight: 152.214
Accurate Mass: 152.050715
Percentage Composition: C 39.45%; H 7.95%; O 31.53%; S 21.07%
Physical Description: Liq.

Melting Point:Mp 15.9
Boiling Point: Bp1 163
Density: d254 1.226

>>Derivative: Na salt

CAS Registry Number: 22767-49-3

Use/Importance: Ion-pairing reagent used in hplc inc. analysis of peptides and proteins

Melting Point:Mp 300
Aldrich: 39704-0
Fluka: 76952
Sigma: P2441
Supelco: R42-2833

>>Derivative:Me ester

CAS Registry Number: 2697-53-2
Molecular Formula: C6H14O3S
Molecular Weight: 166.241
Accurate Mass: 166.066365
Percentage Composition: C 43.35%; H 8.49%; O 28.87%; S 19.29%
Physical Description: Liq.

Boiling Point: Bp2.2 96.4. Bp0.3 80
Density: d204 1.087
Refractive Index: n20D 1.4339

>>Derivative: Et ester

CAS Registry Number: 91284-44-5
Molecular Formula: C7H16O3S
Molecular Weight: 180.268
Accurate Mass: 180.082015
Percentage Composition: C 46.64%; H 8.95%; O 26.63%; S 17.79%

Boiling Point: Bp6 102
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