
Precursor ion : [R1COOR2 + H]+ Product ion : CxH2x+1O2
+ = [R1COOH + H]+ CxH2x-1O+ = R1CO+ CxH2x+1

+ = R2
+ CxH2x+1O2

+ = [R1COOH + H – CnH2n]+
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57.0333
C3H5O+

117.0905
[C2H5COOC3H7 + H]+

75.0441
C3H7O2

+

117.0905
[C2H5COOC3H7 + H]+

57.0333
C3H5O+

75.0441
C3H7O2

+
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(a) Propyl propionate

(b) Isopropyl propionate

(c) Butyl propionate

- C3H6 (42 Da)

- C3H6 (42 Da)

131.1066
[C2H5COOC4H9 + H]+

- H2O
(18 Da)

- H2O
(18 Da)

57.0698
C4H9

+

75.0441
C3H7O2

+

57.0333
C3H5O+

- C4H8 (56 Da)- H2O (18 Da)

- C3H6O2 (= C2H5COOH; 74 Da)
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(d) Isobutyl propionate

131.1066
[C2H5COOC4H9 + H]+

57.0698
C4H9

+

75.0441
C3H7O2

+

57.0333
C3H5O+

- C4H8 (56 Da)- H2O (18 Da)
- C3H6O2 (= C2H5COOH; 74 Da)

(e) Hexyl acetate

85.1009
C6H13

+

61.0282
C2H5O2

+

145.1218
[CH3COOC6H13 + H]+

- C6H12 (84 Da)

- C2H4O2 (= CH3COOH; 60 Da)
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(f) Ethyl hexanoate

145.1218
[C5H11COOC2H5 + H]+

117.0906
C6H13O2

+

89.0594
C4H9O2

+

75.0439
C3H7O2

+

- C2H4 (28 Da)

- C2H4 (28 Da)

- C3H6 (42 Da)
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117.0906
C6H13O2

+

89.0594
C4H9O2

+

75.0439
C3H7O2

+

159.1374
[C5H11COOC3H7 + H]+

- C2H4 (28 Da)

- C3H6 (42 Da) - C3H6 (42 Da)

(g) Propyl hexanoate
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(h) Butyl hexanoate
117.0906
C6H13O2

+

89.0594
C4H9O2

+

75.0439
C3H7O2

+

173.1530
[C5H11COOC4H9 + H]+- C2H4

(28 Da)

- C3H6 (42 Da) - C4H8 (56 Da)

(i) Amyl hexanoate

187.1686
[C5H11COOC5H11 + H]+

Re
la

tiv
e 

in
te

ns
ity

 (%
)

117.0906
C6H13O2

+

89.0594
C4H9O2

+

75.0439
C3H7O2

+ - C2H4

(28 Da)

- C3H6 (42 Da) - C5H10 (70 Da)

(j) Isoamyl hexanoate

187.1686
[C5H11COOC5H11 + H]+

117.0906
C6H13O2

+
71.0854 C5H11

+

57.0697
C4H9

+

- C6H12O2 (= C5H11COOH; 116 Da)

71.0854
C5H11

+

- C6H12O2 (= C5H11COOH; 116 Da)

89.0594
C4H9O2

+

75.0439
C3H7O2

+

- C3H6 (42 Da) - C5H10 (70 Da)

- C2H4

(28 Da)

m/z
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