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Supplemental data II. Correspondence of fragment clusters (f.c.) derived by MMSR 
to mass spectral characteristics of the tomato fruit volatiles. 
The 70 compounds shown in Table II of the text are presented. a) Mass spectrum 
reconstructed by MMSR: original intensities (Response) of fragments (ions, m/z) 
plotted as an Excel chart; b) mass spectral model extracted from a GC/MS profile 
using AMDIS deconvolution based on MMSR results as described in the Materials 
and Methods; c) mass spectrum of the first matching hit derived from the NIST 
library for the mass spectral model obtained by the AMDIS deconvolution on (b).
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Manual Component in I:\201103CBSG_33_1.RAW\_HEADER.TXT2,4-Heptadienal, (E,E)-
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Manual Component in H:\011203CBSG_112_1.RAW\_HEADER.TXT5-Hepten-2-one, 6-methyl-
30 40 50 60 70 80 90 100 110 120 130 140

0

50

100

50

100

39

39

41

41

43

43

53

55

55

58

58

65

65

67

69

69

71

71

77

77 81

83

83

91

93

93

108

108

111

111

126

126

6-Methyl-5-hepten-2-one (f.c.  #120)
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Manual Component in H:\011203CBSG_112_1.RAW\_HEADER.TXTAcetophenone
30 40 50 60 70 80 90 100 110 120 130

0

50

100

50

100

38

39

43

51

51

63

63

74

74

77

77

91

105

105

120

120

Manual Component in I:\201103CBSG\201103CBSG_40_1.RAW6-Methyl-3,5-heptadiene-2-one
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6-Methyl-3,5-heptadiene-2-one (f.c. #216)

Manual Component in I:\201103CBSG\201103CBSG_43_1.RAWEthanone, 1-(4-methylphenyl)-
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Manual Component in H:\011203CBSG_112_1.RAW\_HEADER.TXT2,6-Octadienal, 3,7-dimethyl-, (Z)-
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Manual Component in H:\011203CBSG_112_1.RAW\_HEADER.TXT2,6-Octadienal, 3,7-dimethyl-, (E)-
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Manual Component in H:\011203CBSG_112_1.RAW\_HEADER.TXT5,9-Undecadien-2-one, 6,10-dimethyl-, (E)-
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Manual Component in I:\201103CBSG\201103CBSG_37_1.RAW3,5,9-Undecatrien-2-one, 6,10-dimethyl-
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Manual Component in H:\011203CBSG_104_1.RAW\_HEADER.TXTCyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)-
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Manual Component in H:\011203CBSG_104_1.RAW\_HEADER.TXT2-Furanmethanol, 5-ethenyltetrahydro-à,à,5-trimethyl-, cis-
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Manual Component in H:\011203CBSG_104_1.RAW\_HEADER.TXTtrans-Linaloloxide
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Manual Component in H:\011203CBSG_112_1.RAW\_HEADER.TXT5,7-Octadien-2-ol, 2,6-dimethyl-
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Ocimenol (f.c. #212)
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Manual Component in H:\011203CBSG_104_2.RAW\_HEADER.TXT3-Cyclohexene-1-methanol, à,à4-trimethyl-
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Cyclic carotenoid derivatives
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Manual Component in F:\CBSG3_VOLATILES_MA\NOMINAL\112_26.RAW3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-yl)-
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Manual Component in H:\011203CBSG_104_2.RAW\_HEADER.TXT2-Buten-1-one, 1-(2,6,6-trimethyl-1,3-cyclohexadien-1-yl)-, (E)-
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ββββ-Damascenone (f.c.  #316)

Manual Component in H:\011203CBSG_104_2.RAW\_HEADER.TXT1-Cyclohexene-1-carboxaldehyde, 2,6,6-trimethyl-
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