
Qualitative Compound Report

0

Data File GCMS_Cinnamon BARK.D Sample Name

Sample Type Position 4

Instrument Name Gans 7890B User Name

Acq Method HP-5ms ESSENTIAL_EFIRNOE_MASLO.m Acquired Time 2/16/2024 10:57:45 AM

IRM Calibration Status Not Applicable DA Method Method12092017.m

Comment

Column3 Column4

Dual Inj Vol

TunePath

OperatorName

Acquisition SW 

Version

Column4

0.6

D:\MassHunter\GCMS\1\5977

\

Column3

Sample Amount

TuneName

MSFirmwareVersion

RunCompletedFlag

atune.u

6.00.19

True

Fragmentor Voltage Collision Energy

MassHunter GC/MS 

Acquisition  B.07.00 SP2.1654  

29-Aug-2013  Copyright © 

1989-2013 Agilent 

Technologies, Inc.

Expected Barcode

Ionization Mode Unspecified

User Chromatogram Peak List

RT

5.63

6.846

7.249

7.66

8.109

9.169

9.938

10.057

10.56

12.105

14.3

14.721

15.48

16.139

16.349

16.642

17.501

18.453

19.175

19.495

19.87

21.389

21.8

23.227

23.364

23.574

24.462

Height

5619278.35

5672370.79

2512761.84

32636005.25

1257257

107191.03

166069.33

1125833.77

5996041.29

155788.75

2786869.81

299027.67

606472.66

320988.63

17727232.24

5179662.53

321731.98

7082771.59

1236963.98

836194.1

1109397.66

64594312.53

3970426.74

1098587.63

17499197.34

964865.58

8134933.57

Height %

8.7

8.78

3.89

50.52

1.95

0.17

0.26

1.74

9.28

0.24

4.31

0.46

0.94

0.5

27.44

8.02

0.5

10.97

1.91

1.29

1.72

100

6.15

1.7

27.09

1.49

12.59

Area

24273095.46

13814860.91

6624526.16

110990636.8

3456184.51

1870433.2

750692.17

4791680.86

41047761.58

2965020.04

27348636.7

3951158.71

5037152.69

1383475.53

78190306.35

29174396.02

2677288.71

56514849.2

15958714.17

9704114.14

6585434.47

4237991563

24248059.47

4194947.78

53220349.24

4585367.18

23689329.51

Area %

0.57

0.33

0.16

2.62

0.08

0.04

0.02

0.11

0.97

0.07

0.65

0.09

0.12

0.03

1.84

0.69

0.56

0.06

1.33

0.38

0.23

0.16

100

0.03

0.57

0.1

1.26

0.11

Area Sum %

0.43

0.25

0.12

1.98

0.06

0.01

0.09

0.73

0.05

0.49

0.07

0.09

0.02

1.4

0.52

0.05

1.01

0.29

0.17

0.12

75.76

0.43

0.07

1.04

1.06

2.35

0.95

0.08

0.42

Symmetry

10.17

1.47

1.23

1.05

0.96

11.92

5.85

12.75

14.58

5.39

2.3

1.86

3.31

2.9

13.65

4.18

2.86

5.4

0.04

15.81

1.9

0.73

1

1.02

Width

0.275

0.21

0.178

0.174

0.146

0.538

0.137

0.284

0.457

0.406

0.476

0.457

0.344

0.102

0.238

0.302

0.381

0.475

0.338

0.238

0.183

1.482

0.402

0.103

0.201

0.165

0.146
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0.07

0.95

0.08

0.42

1.01

0.29

0.17

0.12

75.76

0.43

0.07

0.09

0.02

1.4

0.52

0.05

0.03

0.01

0.09

0.73

0.05

0.49

%

0.43

0.25

0.12

1.98

0.06

24.974

25.202

25.44

26.208

26.849

27.15

27.452

27.599

27.672

28.211

28.422

28.504

28.568

29.336

29.894

30.919

5346194.57

26339861.57

45648229.91

2772561.58

8331494.67

8725190.67

26506197.67

1777129.51

1570705.99

11326641.67

3796848.67

2508068.67

2366100.67

1030338.67

1171269.67

906128.68

8.28

40.78

70.67

4.29

12.9

13.51

41.03

2.75

2.43

17.54

5.88

3.88

3.66

1.6

1.81

1.4

17055956.15

212530733.5

278822250.3

11490591.43

36682284.93

29264520.42

127863488.2

6494277.49

5037955.75

33898795.93

11041722.57

7932171.76

6901828.37

3678391.22

4752277.63

5659077.85

0.4

0.16

5.01

6.58

0.27

0.87

0.69

3.02

0.15

0.12

0.8

0.26

0.19

3.8

4.98

0.12

0.07

0.08

0.21

0.66

0.52

2.29

0.12

0.09

0.61

0.2

0.14

0.3 1.68

0.42

0.18

1.8

3.57

0.92

0.5

1.67

2

1.55

1.51

0.8

1.75

1.5

0.77

1.11

0.137

0.247

0.201

0.128

0.237

0.187

0.249

0.073

0.082

0.165

0.091

0.073

0.082

0.128

0.119

0.311

Compound Table FALSE

Compound Label

0.1

0.09

0.11

0.13

Cpd 1: Styrene

Cpd 2: .alpha.-Pinene

Cpd 3: Camphene

Cpd 4: Benzaldehyde

Cpd 5: trans-.beta.-Ocimene

Cpd 6: Benzofuran

Cpd 7: Benzene, 1-methyl-3-

(1-methylethyl)-

Cpd 8: Eucalyptol

Cpd 9: Benzaldehyde, 2-

hydroxy-

Cpd 10: Acetophenone

Cpd 11: Phenylethyl Alcohol

Cpd 12: 2-Methoxy-6-methyl-

cyclohexa-2,5-

dienecarboxamide

Cpd 13: Benzofuran, 2-methyl-

Cpd 14: 2-Propen-1-ol, 3-

phenyl-

Cpd 15: Benzenepropanal

Cpd 16: Benzofuran, 7-methyl-

Cpd 17: Cyclohexene, 1-

methyl-4-(1-

methylethylidene)-

Cpd 18: 2-Propenal, 3-phenyl-

Cpd 19: 3-Phenylpropanol

Cpd 20: Benzaldehyde, 2-

methoxy-

Cpd 21: Acetic acid, 2-

phenylethyl ester

Cpd 22: Cinnamaldehyde, (E)-

Cpd 23: 2-Propen-1-ol, 3-

phenyl-

Cpd 24: Ylangene

Cpd 25: Copaene

Cpd 26: (-)-.beta.-

Bourbonene

Cpd 27: Caryophyllene

RT

5.63

6.846

7.249

7.66

8.109

9.169

9.938

10.057

10.56

12.105

14.3

14.721

15.48

16.139

16.349

16.642

17.501

18.453

19.175

19.495

19.87

21.389

21.8

23.227

23.364

23.574

24.462

Name

Styrene

.alpha.-Pinene

Camphene

Benzaldehyde

trans-.beta.-Ocimene

Benzofuran

Benzene, 1-methyl-3-(1-

methylethyl)-

Eucalyptol

Benzaldehyde, 2-hydroxy-

Acetophenone

Phenylethyl Alcohol

2-Methoxy-6-methyl-

cyclohexa-2,5-

dienecarboxamide

Benzofuran, 2-methyl-

2-Propen-1-ol, 3-phenyl-

Benzenepropanal

Benzofuran, 7-methyl-

Cyclohexene, 1-methyl-4-(1-

methylethylidene)-

2-Propenal, 3-phenyl-

3-Phenylpropanol

Benzaldehyde, 2-methoxy-

Acetic acid, 2-phenylethyl 

ester

Cinnamaldehyde, (E)-

2-Propen-1-ol, 3-phenyl-

Ylangene

Copaene

(-)-.beta.-Bourbonene

Caryophyllene
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MS Spectrum

MS Zoomed Spectrum

0.08

0.1

0.09

0.61

0.2

0.14

0.12

0.07

4.98

0.21

0.66

0.52

2.29

0.12

0.3

3.8

Cpd 28: Di-epi-.alpha.-

cedrene

Cpd 29: Coumarin

Cpd 30: Acetic acid, cinnamyl 

ester

Cpd 31: Benzene, 1-(1,5-

dimethyl-4-hexenyl)-4-methyl-

Cpd 32: .gamma.-Muurolene

Cpd 33: Naphthalene, 

1,2,3,5,6,8a-hexahydro-4,7-

dimethyl-1-(1-methylethyl)-, 

(1S-cis)-

Cpd 34: 2-Propenal, 3-(2-

methoxyphenyl)-

Cpd 35: 4-Isopropyl-6-methyl-

1-methylene-1,2,3,4-

tetrahydronaphthalene

Cpd 36: Humulene

Cpd 37: Nerolidol

Cpd 38: 1H-

Cycloprop[e]azulen-7-ol, 

decahydro-1,1,7-trimethyl-4-

methylene-, [1ar-

(1a.alpha.,4a.alpha.,7.beta.,7

a.beta.,7b.alpha.)]-
Cpd 39: Caryophyllene oxide

Cpd 40: .beta.-Guaiene

Cpd 41: Tetradecanal

Cpd 42: .tau.-Cadinol

Cpd 43: .alpha.-Bisabolol

24.974

25.202

25.44

26.208

26.849

27.15

27.452

27.599

27.672

28.211

28.422

28.504

28.568

29.336

29.894

30.919

Di-epi-.alpha.-cedrene

Coumarin

Acetic acid, cinnamyl ester

Benzene, 1-(1,5-dimethyl-4-

hexenyl)-4-methyl-

.gamma.-Muurolene

Naphthalene, 1,2,3,5,6,8a-

hexahydro-4,7-dimethyl-1-(1-

methylethyl)-, (1S-cis)-

2-Propenal, 3-(2-

methoxyphenyl)-

4-Isopropyl-6-methyl-1-

methylene-1,2,3,4-

tetrahydronaphthalene

Humulene

Nerolidol

1H-Cycloprop[e]azulen-7-ol, 

decahydro-1,1,7-trimethyl-4-

methylene-, [1ar-

(1a.alpha.,4a.alpha.,7.beta.,7

a.beta.,7b.alpha.)]-

Caryophyllene oxide

.beta.-Guaiene

Tetradecanal

.tau.-Cadinol

.alpha.-Bisabolol

Compound Label

Cpd 1: Styrene

Name

Styrene

RT

5.63

Algorithm

Spectrum Extraction

MS Spectrum Peak List
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MS Spectrum

MS Zoomed Spectrum

z

m/z

50.1

51.1

52.1

249745

49704.13

310286.19

63.1

77.1

78.1

102.1

103.1

Abund

50977.33

116255.18

37596.38

34676.9

122703.91

665736.75

57289.27

Compound Structure

Compound Label

Cpd 2: .alpha.-Pinene

Name

.alpha.-Pinene

105.1

104.1

RT

6.846

Algorithm

Spectrum Extraction

MS Spectrum Peak List

m/z Abund

41.1

77.1

79.1

80.1

91.1

Calc m/z Diff(ppm)

80336.75

208304.75

171714.13

71772.75

316105.13
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1

MS Spectrum

MS Zoomed Spectrum

z

1

92.1

121.1 9.51

290118.13

812046

77527.63

88171.88

107956.25

Compound Structure

Compound Label

93.1

94.1

105.1

121.1

Cpd 3: Camphene

Name

Camphene

RT

7.249

Algorithm

Spectrum Extraction

MS Spectrum Peak List

m/z

41.1

67.1

77.1

79.1

Calc m/z

91.1

93.1

94.1

107.1

121.1

136.1

121.1

Diff(ppm)

13.25

Abund

46731.88

66189.4

58127.7

93880.6

84673.9

257309.09

44821.23

77375.7

187754.3

43830.27
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MS Spectrum

MS Zoomed Spectrum

Algorithm

Spectrum Extraction

MS Spectrum Peak List

m/z

Compound Structure

Compound Label

Cpd 4: Benzaldehyde

51.1

52.1

74.1

76.1

77.1

RT

7.66

Name

Benzaldehyde

105.1

106.1

107.1

Abund

804976.94

1416674.5

360362.53

387312.06

211842.92

50.1

4013085

749558.94

4397924

4516477

363803.16

Compound Structure

78.1
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MS Spectrum

MS Zoomed Spectrum

trans-.beta.-Ocimene

RT

8.109

94.1

Algorithm

Spectrum Extraction

MS Spectrum Peak List

m/z

41.1

51.1

Compound Label

Cpd 5: trans-.beta.-

Ocimene

Name

40009.5

160223.05

69.1

77.1

79.1

91.1

93.1

Abund

40727.22

24530.22

46698.95

84509.33

35169.42

21096.75

63533.55

61129.56

Compound Structure

105

106
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MS Spectrum

MS Zoomed Spectrum

z

1

1

Compound Label

Cpd 6: Benzofuran

Name

Benzofuran

RT

9.169

Algorithm

Spectrum Extraction

MS Spectrum Peak List

m/z Abund

43.1

63.1

81

89

89.1

90.1

Calc m/z

89

118

Diff(ppm)

-3.07

-2.69

1800.51

3169.95

2244.16

4370.91

4473.77

7664.7

3087.73

22305.88

2215.18

2139.53

Compound Structure

93.1

118

119

281
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MS Spectrum

Compound Label

Cpd 7: Benzene, 1-methyl-

3-(1-methylethyl)-

Name

Benzene, 1-methyl-3-

(1-methylethyl)-

RT

9.938

Algorithm

Spectrum Extraction
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MS Zoomed Spectrum

z

1

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

55.1

63

68.1

69.1

Calc m/z

78

91

115.1

117.1

119.1

134.1

69.1

Diff(ppm)

-1.79

Abund

3587.86

2285.07

1741.07

2493.79

1827.79

3414.64

1770.71

Algorithm

Spectrum Extraction

2301

16872

4751.86

Compound Structure

Compound Label

Cpd 8: Eucalyptol

RT

10.057

Name

Eucalyptol
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MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

67.1

68.1

69.1

71.1

81.1

93.1

108.1

119.1

Abund

24948.7

26193.06

36402.4

16248.45

16166.03

43.1

Benzaldehyde, 2-

hydroxy-

RT

10.56

23866.9

17940.9

35793.57

19677.24

16878.69

Compound Structure

84.1

Algorithm

Spectrum Extraction

Compound Label

Cpd 9: Benzaldehyde, 2-

hydroxy-

Name
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MS Spectrum

MS Zoomed Spectrum

121

MS Spectrum Peak List

m/z

39.1

63.1

107200.41

69763.08

65.1

66.1

76

93

104

Abund

96888.79

46289.54

143919.09

50665.63

97051.23

545137.75

591876.63

46468.38

Compound Structure

Compound Label

Cpd 10: Acetophenone

Name

Acetophenone

122

123

RT

12.105

Algorithm

Spectrum Extraction
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z

1

1

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z Abund

43.1

50.1

51.1

59.1

77.1

78.1

Calc m/z

106

120.1

Diff(ppm)

11.71

5.52

3084.48

2199.24

5276.12

1369.08

19733.52

2108.13

1586.49

28099.46

2229.87

9405.73

Compound Structure

Compound Label

79.1

105

106

120.1

Cpd 11: Phenylethyl 

Alcohol

Name

Phenylethyl Alcohol

RT

14.3

Algorithm

Spectrum Extraction
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MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

39.1

51.1

63.1

65.1

Abund

20813.67

19249.18

17335.95

78.1

89.1

91.1

92.1

93.1

122.1

64638.09

15717.27

15765.18

439076.66

250169.53

16727.04

Algorithm

Spectrum Extraction

123119.97

Compound Structure

Compound Label

Cpd 12: 2-Methoxy-6-

methyl-cyclohexa-2,5-

dienecarboxamide

Name

2-Methoxy-6-methyl-

cyclohexa-2,5-

dienecarboxamide

RT

14.721
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MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

66.1

91.1

92.1

93.1

123.1

221

Abund

976.76

975.02

1230.89

9059.66

4873.05

57.1

65.1

RT

15.48

1619.65

2185.43

2592.87

4343.8

1112.2

Compound Structure

108.1

122.1

Algorithm

Spectrum Extraction

Compound Label

Cpd 13: Benzofuran, 2-

methyl-

Name

Benzofuran, 2-methyl-
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MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

51.1

77.1

78.1

91.1

92.1

102.1

103.1

131

132.1

133.1

Abund

12241.47

17666.69

6813.81

21569.7

10352.91

5800.62

12804.81

Algorithm

Spectrum Extraction

115384.44

57804.15

5529.41

Compound Structure

Compound Label

Cpd 14: 2-Propen-1-ol, 3-

phenyl-

RT

16.139

Name

2-Propen-1-ol, 3-

phenyl-
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MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

78.1

79.1

91.1

92.1

133.1

134.1

Abund

8967.36

22273.67

11274.66

21914.32

8885.75

55.1

77.1

RT

16.349

18160.49

23737.67

13010.72

32420.32

14967.99

Compound Structure

105

115.1

Algorithm

Spectrum Extraction

Compound Label

Cpd 15: Benzenepropanal

Name

Benzenepropanal
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MS Spectrum

MS Spectrum Peak List

m/z

51.1

65.1

77.1

78.1

79.1

91.1

92.1

103.1

105.1

134.1

Abund

205279

220696.5

373202

581057

264910.5

1323192

1025260

Algorithm

Spectrum Extraction

204819

451124

888356

Compound Structure

Compound Label

Cpd 16: Benzofuran, 7-

methyl-

RT

16.642

Name

Benzofuran, 7-methyl-
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MS Zoomed Spectrum

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

74.1

77.1

78.1

102.1

132.1

133.1

Abund

25204.08

61999.84

20181.22

78066.88

34881.76

50.1

51.1

RT

17.501

27018.02

73919.68

681264.31

321819.59

26685.92

Compound Structure

103.1

131

Algorithm

Spectrum Extraction

Compound Label

Cpd 17: Cyclohexene, 1-

methyl-4-(1-

methylethylidene)-

Name

Cyclohexene, 1-methyl-

4-(1-

methylethylidene)-
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MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

59.1

77.1

79.1

91.1

92.1

93.1

105.1

121.1

134.1

136.1

Abund

15713.27

13874.25

8235.14

10404.49

10082.57

11871.22

16403.58

Algorithm

Spectrum Extraction

9892.18

8116.16

11258.25

Compound Structure

Compound Label

Cpd 18: 2-Propenal, 3-

phenyl-

RT

18.453

Name

2-Propenal, 3-phenyl-

Page 20 of 46 Printed at: 2:11 PM on:2/16/2024



Qualitative Compound Report

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

63.1

77.1

78.1

102

131

132

Abund

61234.96

141645.08

40336.59

209281.72

190628.44

50.1

51.1

RT

19.175

61783.65

320821.22

142428.33

706321.44

312481.56

Compound Structure

103.1

104.1

Algorithm

Spectrum Extraction

Compound Label

Cpd 19: 3-Phenylpropanol

Name

3-Phenylpropanol
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Qualitative Compound Report

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

65.1

77.1

79.1

91.1

92.1

105.1

115.1

117.1

118.1

136.1

Abund

17380.72

12476.67

14353.05

111390.67

56509.72

17251.92

8825.97

Algorithm

Spectrum Extraction

130413.72

77287.72

29910.7

Compound Structure

Compound Label

Cpd 20: Benzaldehyde, 2-

methoxy-

RT

19.495

Name

Benzaldehyde, 2-

methoxy-
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Qualitative Compound Report

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

77.1

78.1

79.1

92.1

135

136.1

Abund

8569.04

12062.24

21053.48

8507.11

8329.33

65.1

76.1

RT

19.87

8185.93

10568.3

10791.7

18401.8

37099.26

Compound Structure

118.1

119.1

Algorithm

Spectrum Extraction

Compound Label

Cpd 21: Acetic acid, 2-

phenylethyl ester

Name

Acetic acid, 2-

phenylethyl ester
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Qualitative Compound Report

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

39.1

43.1

51.1

65.1

77.1

78.1

91.1

103.1

104.1

105.1

Abund

5059

91643.69

8398.89

13600

10552

12371.79

39269.9

Algorithm

Spectrum Extraction

16532.95

271576.22

28711.79

Compound Structure

Compound Label

Cpd 22: Cinnamaldehyde, 

(E)-

RT

21.389

Name

Cinnamaldehyde, (E)-
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Qualitative Compound Report

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

51.1

77.1

78.1

102.1

103.1

131.1

132.1

133.1

Abund

1062346.5

2394975.25

4707873

3919727.75

1673072.13

50.1

2-Propen-1-ol, 3-

phenyl-

RT

21.8

7345330.5

3872142.5

8112062.5

7814023.5

1048730.63

Compound Structure

104.1

Algorithm

Spectrum Extraction

Compound Label

Cpd 23: 2-Propen-1-ol, 3-

phenyl-

Name
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Qualitative Compound Report

z

1

MS Spectrum

MS Zoomed Spectrum

115.1

MS Spectrum Peak List

m/z

77.1

78.1

79.1

91.1

92.1

103.1

105.1

133.1

134.1

Calc m/z

205339.5

133.1

Diff(ppm)

Compound Structure

-0.99

Abund

81217.14

103863.14

53425.64

157038.78

RT

23.227

45249.43

109922.14

104165.14

40190.64

148167.42

Algorithm

Spectrum Extraction

Compound Label

Cpd 24: Ylangene

Name

Ylangene
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Qualitative Compound Report

MS Spectrum

MS Spectrum Peak List

m/z

91.1

92.1

93.1

105.1

107.1

119.1

120.1

121.1

161.1

204.2

Abund

23176.73

14446.91

31161.27

44950.18

13353.32

41134.64

30716.95

Algorithm

Spectrum Extraction

13660.36

33368.23

10466.32

Compound Structure

Compound Label

Cpd 25: Copaene

RT

23.364

Name

Copaene
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Qualitative Compound Report

MS Zoomed Spectrum

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

81.1

91.1

92.1

93.1

105.1

120.1

161.1

204.2

Abund

206090.67

269155.22

460408.88

310578.78

556127.25

77.1

(-)-.beta.-Bourbonene

RT

23.574

1125963.13

1255004.88

297484.13

1300171.75

248593.44

Compound Structure

119.1

Algorithm

Spectrum Extraction

Compound Label

Cpd 26: (-)-.beta.-

Bourbonene

Name
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Qualitative Compound Report

MS Spectrum

MS Zoomed Spectrum

123.1

MS Spectrum Peak List

m/z

77.1

79.1

7217.53

14333

80.1

81.1

91.1

108.1

121.1

Abund

8408.84

10298.61

22872.84

29719

21309.48

24141.95

10195.39

13158.32

Compound Structure

Compound Label

Cpd 27: Caryophyllene

Name

Caryophyllene

161.1

164.1

RT

24.462

Algorithm

Spectrum Extraction
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Qualitative Compound Report

z

1

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z Abund

41.1

69.1

79.1

91.1

93.1

105.1

Calc m/z

133.1

Diff(ppm)

8.84

189952.56

236298.56

209252.83

247409.78

339126.66

181626.28

147940.83

173337.67

144543.44

273866.66

Compound Structure

Compound Label

107.1

119.1

120.1

133.1

Cpd 28: Di-epi-.alpha.-

cedrene

Name

Di-epi-.alpha.-cedrene

RT

24.974

Algorithm

Spectrum Extraction
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Qualitative Compound Report

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

41.1

69.1

77.1

79.1

Abund

92416.5

97950.84

61684

91.1

93.1

105.1

107.1

119.1

161.1

80431.5

113276

222818.66

87380.66

97482.66

218808.33

Algorithm

Spectrum Extraction

67082.84

Compound Structure

Compound Label

Cpd 29: Coumarin

Name

Coumarin

RT

25.202
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Qualitative Compound Report

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

63.1

64.1

89.1

90.1

146

147.1

Abund

209488.2

288323.88

746869.56

259934.34

1366395.13

51.1

62.1

RT

25.44

1398916

3654902

320037.91

3382911.25

341347.69

Compound Structure

118.1

119.1

Algorithm

Spectrum Extraction

Compound Label

Cpd 30: Acetic acid, 

cinnamyl ester

Name

Acetic acid, cinnamyl 

ester
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Qualitative Compound Report

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

43.1

91.1

92.1

105.1

115.1

116.1

117.1

133.1

134.1

176.1

Abund

2386832

910011.75

1389623.5

1772023.75

4487875.5

1980897.38

1691991

Algorithm

Spectrum Extraction

1953390

2208386

1541127.75

Compound Structure

Compound Label

Cpd 31: Benzene, 1-(1,5-

dimethyl-4-hexenyl)-4-

methyl-

RT

26.208

Name

Benzene, 1-(1,5-

dimethyl-4-hexenyl)-4-

methyl-
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Qualitative Compound Report

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

91.1

93.1

105.1

119.1

132.1

145.1

Abund

37889.11

40336.24

38163.01

31503.42

66845.23

41.1

69.1

RT

26.849

111840.83

35637.5

33492.41

94414.8

35530.85

Compound Structure

120.1

131.1

Algorithm

Spectrum Extraction

Compound Label

Cpd 32: .gamma.-

Muurolene

Name

.gamma.-Muurolene
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Qualitative Compound Report

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

41.1

69.1

79.1

91.1

93.1

94.1

105.1

119.1

161.1

204.2

Abund

205395

329680.5

158932.5

160597

352271.5

127913

148688.5

Algorithm

Spectrum Extraction

154972

298176.5

136738

Compound Structure

Compound Label

Cpd 33: Naphthalene, 

1,2,3,5,6,8a-hexahydro-

4,7-dimethyl-1-(1-

methylethyl)-, (1S-cis)-

RT

27.15

Name

Naphthalene, 

1,2,3,5,6,8a-

hexahydro-4,7-

dimethyl-1-(1-

methylethyl)-, (1S-cis)-
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Qualitative Compound Report

MS Spectrum

MS Spectrum Peak List

m/z

91.1

105.1

119.1

134.1

159.1

162.1

189.2

204.2

Abund

108218.87

168809.69

272302.97

312807.81

293946.19

81.1

2-Propenal, 3-(2-

methoxyphenyl)-

RT

27.452

513974

539638.94

115933.41

97312.95

284783.97

Compound Structure

161.1

Algorithm

Spectrum Extraction

Compound Label

Cpd 34: 2-Propenal, 3-(2-

methoxyphenyl)-

Name
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Qualitative Compound Report

MS Zoomed Spectrum

MS Spectrum

MS Zoomed Spectrum

147

MS Spectrum Peak List

m/z

77.1

89.1

851899.13

2930484

91.1

103.1

118.1

119.1

131.1

Abund

510267.66

414469.66

1288680

574375.38

357171.84

329834.63

430656.81

962932.75

Compound Structure

Compound Label

Cpd 35: 4-Isopropyl-6-

methyl-1-methylene-

1,2,3,4-

tetrahydronaphthalene

Name

4-Isopropyl-6-methyl-

1-methylene-1,2,3,4-

tetrahydronaphthalen

e

161.1

162.1

RT

27.599

Algorithm

Spectrum Extraction
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Qualitative Compound Report

z

1

1

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z Abund

115.1

116.1

128.1

141.1

142.1

155.1

Calc m/z

157.1

Diff(ppm)

7.49

10687.55

6042

6363.89

32204

62454.22

6303.72

23227.55

132052

16805.39

22257.33

Compound Structure

Compound Label

156.1

157.1

158.1

200.1

Cpd 36: Humulene

Name

Humulene

RT

27.672

Algorithm

Spectrum Extraction
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Qualitative Compound Report

z

1

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

79.1

80.1

91.1

92.1

Calc m/z

93.1

107.1

109.1

119.1

121.1

204.2

121.1

Diff(ppm)

9.72

Abund

17375.2

19890.05

22833.2

15211.8

80554.4

15041.3

17814.1

Algorithm

Spectrum Extraction

27712.8

24915.9

15052.65

Compound Structure

Compound Label

Cpd 37: Nerolidol

RT

28.211

Name

Nerolidol
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Qualitative Compound Report

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

43.1

55.1

67.1

69.1

71.1

93.1

107.1

136.1

Abund

373555.63

283152.44

217961.44

190711.39

725598.25

41.1

1H-

Cycloprop[e]azulen-7-

ol, decahydro-1,1,7-

trimethyl-4-methylene-

, [1ar-

(1a.alpha.,4a.alpha.,7.

beta.,7a.beta.,7b.alph

RT

28.422

300907.13

236173.28

532026.75

321868.84

200632.56

Compound Structure

81.1

Algorithm

Spectrum Extraction

Compound Label

Cpd 38: 1H-

Cycloprop[e]azulen-7-ol, 

decahydro-1,1,7-trimethyl-

4-methylene-, [1ar-

(1a.alpha.,4a.alpha.,7.bet

a.,7a.beta.,7b.alpha.)]-

Name
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Qualitative Compound Report

MS Spectrum

MS Zoomed Spectrum

159.1

MS Spectrum Peak List

m/z

43.1

79.1

69156.89

40122.22

91.1

93.1

105.1

119.1

147.1

Abund

69042.22

40551.55

64579.55

52273.78

53259.55

51114.84

42191.78

86455.55

Compound Structure

Compound Label

Cpd 39: Caryophyllene 

oxide

Name

Caryophyllene oxide

162.1

205.1

RT

28.504

Algorithm

Spectrum Extraction
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Qualitative Compound Report

z

1

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z Abund

41.1

43.1

69.1

79.1

81.1

91.1

Calc m/z

109.1

Diff(ppm)

10.79

19129.34

16288

18481.34

24031.55

11303.11

15860

19767.11

13992.45

11228.39

13373.78

Compound Structure

Compound Label

93.1

95.1

96.1

109.1

Cpd 40: .beta.-Guaiene

Name

.beta.-Guaiene

RT

28.568

Algorithm

Spectrum Extraction
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Qualitative Compound Report

z

1

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

43.1

91.1

105.1

107.1

Calc m/z

109.1

119.1

147.1

161.1

162.1

220.2

109.1

Diff(ppm)

10.79

Abund

23036

16392.8

22316

19213.6

18658.8

16219.2

18879.2

Algorithm

Spectrum Extraction

46260

16718

17904.9

Compound Structure

Compound Label

Cpd 41: Tetradecanal

RT

29.336

Name

Tetradecanal
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Qualitative Compound Report

MS Spectrum

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

43.1

55.1

57.1

67.1

68.1

82.1

83.1

96.1

Abund

16462.93

16581.07

16054.93

22296.1

10420.67

41.1

.tau.-Cadinol

RT

29.894

12332.97

10908.53

19799.54

10162.97

11855.83

Compound Structure

69.1

Algorithm

Spectrum Extraction

Compound Label

Cpd 42: .tau.-Cadinol

Name
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Qualitative Compound Report

z

1

MS Spectrum

121.1

MS Spectrum Peak List

m/z

43.1

79.1

81.1

95.1

105.1

109.1

119.1

161.1

204.2

Calc m/z

19986.67

121.1

Diff(ppm)

Compound Structure

9.72

Abund

23426

15533.67

18746.17

37633.08

RT

30.919

13321.58

14107.33

26244.67

81365.34

38494.42

Algorithm

Spectrum Extraction

Compound Label

Cpd 43: .alpha.-Bisabolol

Name

.alpha.-Bisabolol
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Qualitative Compound Report

MS Zoomed Spectrum

MS Spectrum Peak List

m/z

41.1

43.1

11620.23

29887.62

69.1

71.1

93.1

95.1

109.1

Abund

12126.46

20408.31

26001.12

8027.65

13436.38

26146.65

9408.81

9181.88

Compound Structure

--- End Of Report ---

121.1

204.2

119.1
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