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SUPPLEMENTARY INFORMATION
(Jia et al., “Development and Comparison...”)

Chemical properties of the 94 target compounds and 2 internal standard compounds (highlighted).
MW = molecular weight; BP = boiling point; RT = retention time; TI = target ion; QI = qualifier
ion. Sources: refs ' and ".

Compound CAS BP RT TI QI Compound CAS BP RT TI QI
No. (°C) (min) (m/z) (m/z) No. (°C) _(min) (m/z) (m/z)
Fluorobenzene 462-06-6  84.7 791 96 70 p-Xylene 106-42-3 1384 1642 91 106
1,3-Butadiene 106-99-0 44 1.70 54 39,37 m-Xylene 108-38-3 139.1 16.42 91 106
1,2-Dichloroethylene (trans,E)  156-60-5 47.7  4.81 61 96 Bromoform 75-25-2 1492 1693 173 252
Methyl t-butyl ether 1634-04-4 552 518 73 57 Styrene 100-42-5 1452 17.26 104 78
1,1-Dichloroethane 75-34-3 573 518 63 83 0-Xylene 95-47-6 1444 1731 91 106
Propanenitrile 107-12-0 974  5.50 54 55 n-Nonane 111-84-2 150.8 17.78 43 41
1,2-Dichloroethylene (Cis, Z) 156-59-2  60.5 598 61 96 1,1,2,2-Tetrachloroethane 79-34-5  145.1 18.21 83 131, 168
2-Butanone 78-93-3  79.6 6.03 43 72,57 1,2,3-Trichloropropane 96-18-4 1569 18.45 75 110
2,2-Dichloropropane 594-20-7 693  6.13 77 97,41  Isopropylbenzene 98-82-8 152.4 18.57 105 120
Bromochloromethane 74-97-5  68.1  6.20 49 130 Bromobenzene 108-86-1 156.1 18.67 77 156
Chloroform 67-66-3 612 627 83 47 1,4-Dichlor-2-butene (trans, E) 110-57-6 156.1 18.85 75 89,124
Methyl acrylate 96-33-3  80.2 6.42 55 8527  o-Pinene 7785-70-8 155.0 18.87 93 77,105
Ethyl acetate 141-78-6  77.1  6.53 43 45 2-Chlorotoluene 95-49-8 159.2 1948 91 126
Tetrahydrofuran 109-99-9 649 6.73 42 72 n-Propylbenzene 103-65-1 159.2 19.64 91 120
1,1,1-Trichloroethane 71-55-6  74.1 694 97 61,117 4-Chlorotoluene 106-43-4 162.5 19.70 91 126
Cyclohexane 110-82-7 80.7 729 56 84 4-ethyl toluene 622-96-8 162.0 19.98 105 120
1,2-Dichloroethane 107-06-2 834 7.11 62 49,98  1,3,5-Trimethylbenzene 108-67-8 164.7 20.16 105 120
Butyl chloride 109-69-3 784 7.14 56 41,27 Pentachloroethane 76-01-7 159.9 20.35 167 117
1,1-Dichloropropene 563-58-6  76.5 7.25 75 110 2-ethyl toluene 611-14-3 165.2 20.55 105 120
Benzene 71-43-2  80.1 735 78 50 Phenol 108-95-2 181.8 21.04 94 66
Carbontetrachloride 56-23-5 766 736 117 82 tert-Butylbenzene 98-06-6 169.2 21.01 119 91,134
Chloroacetonitrile 107-14-2 1240 8.51 75 48 1,2,4-Trimethylbenzene 95-63-6 169.4 21.02 105 120
1,2-Dichloropropane 78-87-5 964 8.76 63 76,41 n-Decane 124-18-5 1742 2136 57 43
Trichloroethylene 79-01-6 87.0 8.77 130 95 1,3-Dichlorobenzene 541-73-1 173.1 21.61 146 111,75
n-Heptane 142-82-5 984 890 43 71 1,4-Dichlorobenzene 106-46-7 174.1 21.37 146 111,75
Dibromomethane 74-95-3  97.0 883 174 93 sec-Butylbenzene 135-98-8 1733 21.62 105 134
2-Nitropropane 79-46-9 120.3 9.15 43 41,27 1,2,3-trimethyl benzene 526-73-8 176.1 2198 105 120
Bromodichloromethane 75-27-4  90.0 9.10 83 129 p-Isopropyltoluene 99-87-6 177.1 22.11 119 134
2,5-Dimethyl furan 625-86-5 93.0 9.32 96 43 d-Limonene 5989-27-5 176.5 2224 68 93,136
Methyl cyclohexane 108-87-2 100.9 9.69 83 55 1,2-Dichlorobenzene 95-50-1 180.4 22.35 146 111,75
Methyl methacrylate 80-62-6 1003 9.80 41 69,100 n-Butylbenzene 104-51-8 183.3 23.15 91 134
1,1-Dichloro-2-propanone 513-88-2 120.0 10.51 43 83 0-Cresol 95-48-7 191.0 2324 108 79,90
1,3-Dichloropropene (Cis, Z) 10061-01-5 104.0 10.88 75 110 Hexachloroethane 67-72-1 1869 23.58 166 201,117
Methyl isobutyl ketone 108-10-1 116.5 11.14 43 58,85  p-Cresol 106-44-5 202.0 23.96 107 77
Toluene 108-88-3 110.6 11.93 91 92 m-Cresol 108-39-4 202.3 2396 107 77
1,3-Dichloropropene (Trans, E) 10061-02-6 112.0 12.16 75 110,49 1,2-Dibromo-3-chloropropane  96-12-8 196.0 23.97 157 75
1,1,2-Trichloroethane 79-00-5 1139 1233 97 83,61 Nitrobenzene 98-95-3 210.8 24.11 123 77,51
1,3-Dichloropropane 142-28-9 1204 1294 76 41 n-Undecane 1120-21-4 1959 24.61 57 43
p-Bromofluorobenzene 460-00-4 152.0 18.52 174 95 1,2,4-Trichlorobenzene 120-82-1 213.0 26.84 180 145,109
Dibromochloromethane 124-48-1 119.5 13.21 129 127 Naphthalene 91-20-3 218.0 27.01 128 102
Ethyl methacrylate 97-63-2 117.0 1334 69 99 n-Dodecane 112-40-3 216.3 27.60 57 43
2-Hexanone 591-78-6 127.7 13.42 43 58,71, 1,2,3-Trichlorobenzene 87-61-6 218.6 27.88 180 145
n-Octane 111-65-9 125.7 13.66 43 85 Hexachlorobutadiene 87-68-3 215.0 28.05 225 260, 190
1,2-Dibromoethane 106-93-4 131.4 13.65 107 109,27 n-Tridecane 629-50-5 235.5 30.44 57 43
Tetrachloroethene 127-18-4 121.3 13.80 166 129 n-Tetradecane 629-59-4 253.6 32.78 57 43
Chlorobenzene 108-90-7 131.7 1540 112 77 n-Pentadecane 629-62-9 270.7 3421 57 43
1,1,1,2-Tetrachloroethane 630-20-6 130.5 15.64 131 117,95 n-Hexadecane 544-76-3 286.9 3530 57 43
Ethylbenzene 100-41-4 136.2 16.09 91 106 n-Heptadecane 629-78-7 302.2 36.22 57 43

'C. L. Yaws, Chemical Properties Handbook [electronic resource]: physical, thermodynamic,
environmental, transport, safety, and health related properties for organic and inorganic
chemicals, McGraw-Hill, New York, 2003.

'D. R. Lide, CRC Handbook of Chemistry and Physics, CRC Press, Boca Raton, FL, 2005.




<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles false
  /AutoRotatePages /PageByPage
  /Binding /Left
  /CalGrayProfile (Gray Gamma 2.2)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (U.S. Web Coated \050SWOP\051 v2)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Warning
  /CompatibilityLevel 1.4
  /CompressObjects /Off
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages true
  /CreateJDFFile false
  /CreateJobTicket false
  /DefaultRenderingIntent /Default
  /DetectBlends false
  /DetectCurves 0.0000
  /ColorConversionStrategy /LeaveColorUnchanged
  /DoThumbnails true
  /EmbedAllFonts true
  /EmbedOpenType false
  /ParseICCProfilesInComments true
  /EmbedJobOptions true
  /DSCReportingLevel 0
  /EmitDSCWarnings false
  /EndPage -1
  /ImageMemory 1048576
  /LockDistillerParams false
  /MaxSubsetPct 100
  /Optimize false
  /OPM 1
  /ParseDSCComments true
  /ParseDSCCommentsForDocInfo true
  /PreserveCopyPage false
  /PreserveDICMYKValues true
  /PreserveEPSInfo true
  /PreserveFlatness true
  /PreserveHalftoneInfo false
  /PreserveOPIComments false
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts true
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Remove
  /UsePrologue false
  /ColorSettingsFile (Color Management Off)
  /AlwaysEmbed [ true
  ]
  /NeverEmbed [ true
  ]
  /AntiAliasColorImages false
  /CropColorImages true
  /ColorImageMinResolution 150
  /ColorImageMinResolutionPolicy /OK
  /DownsampleColorImages true
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 200
  /ColorImageDepth -1
  /ColorImageMinDownsampleDepth 1
  /ColorImageDownsampleThreshold 1.00000
  /EncodeColorImages true
  /ColorImageFilter /DCTEncode
  /AutoFilterColorImages true
  /ColorImageAutoFilterStrategy /JPEG
  /ColorACSImageDict <<
    /QFactor 1.30
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /ColorImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /JPEG2000ColorACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /JPEG2000ColorImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /AntiAliasGrayImages false
  /CropGrayImages true
  /GrayImageMinResolution 150
  /GrayImageMinResolutionPolicy /OK
  /DownsampleGrayImages true
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 200
  /GrayImageDepth -1
  /GrayImageMinDownsampleDepth 2
  /GrayImageDownsampleThreshold 1.00000
  /EncodeGrayImages true
  /GrayImageFilter /DCTEncode
  /AutoFilterGrayImages true
  /GrayImageAutoFilterStrategy /JPEG
  /GrayACSImageDict <<
    /QFactor 1.30
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /GrayImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /JPEG2000GrayACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /JPEG2000GrayImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /AntiAliasMonoImages true
  /CropMonoImages true
  /MonoImageMinResolution 1200
  /MonoImageMinResolutionPolicy /OK
  /DownsampleMonoImages true
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 300
  /MonoImageDepth 4
  /MonoImageDownsampleThreshold 1.00000
  /EncodeMonoImages true
  /MonoImageFilter /CCITTFaxEncode
  /MonoImageDict <<
    /K -1
  >>
  /AllowPSXObjects false
  /CheckCompliance [
    /None
  ]
  /PDFX1aCheck false
  /PDFX3Check false
  /PDFXCompliantPDFOnly false
  /PDFXNoTrimBoxError true
  /PDFXTrimBoxToMediaBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXSetBleedBoxToMediaBox true
  /PDFXBleedBoxToTrimBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXOutputIntentProfile ()
  /PDFXOutputConditionIdentifier ()
  /PDFXOutputCondition ()
  /PDFXRegistryName ()
  /PDFXTrapped /False

  /Description <<
    /CHS <FEFF4f7f75288fd94e9b8bbe5b9a521b5efa7684002000410064006f006200650020005000440046002065876863900275284e8e55464e1a65876863768467e5770b548c62535370300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c676562535f00521b5efa768400200050004400460020658768633002>
    /CHT <FEFF4f7f752890194e9b8a2d7f6e5efa7acb7684002000410064006f006200650020005000440046002065874ef69069752865bc666e901a554652d965874ef6768467e5770b548c52175370300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c4f86958b555f5df25efa7acb76840020005000440046002065874ef63002>
    /DAN <>
    /DEU <>
    /ESP <>
    /FRA <>
    /ITA (Utilizzare queste impostazioni per creare documenti Adobe PDF adatti per visualizzare e stampare documenti aziendali in modo affidabile. I documenti PDF creati possono essere aperti con Acrobat e Adobe Reader 5.0 e versioni successive.)
    /JPN <>
    /KOR <FEFFc7740020c124c815c7440020c0acc6a9d558c5ec0020be44c988b2c8c2a40020bb38c11cb97c0020c548c815c801c73cb85c0020bcf4ace00020c778c1c4d558b2940020b3700020ac00c7a50020c801d569d55c002000410064006f0062006500200050004400460020bb38c11cb97c0020c791c131d569b2c8b2e4002e0020c774b807ac8c0020c791c131b41c00200050004400460020bb38c11cb2940020004100630072006f0062006100740020bc0f002000410064006f00620065002000520065006100640065007200200035002e00300020c774c0c1c5d0c11c0020c5f40020c2180020c788c2b5b2c8b2e4002e>
    /NLD (Gebruik deze instellingen om Adobe PDF-documenten te maken waarmee zakelijke documenten betrouwbaar kunnen worden weergegeven en afgedrukt. De gemaakte PDF-documenten kunnen worden geopend met Acrobat en Adobe Reader 5.0 en hoger.)
    /NOR <>
    /PTB <>
    /SUO <>
    /SVE <>
    /ENU (Use these settings to create Adobe PDF documents suitable for reliable viewing and printing of business documents.  Created PDF documents can be opened with Acrobat and Adobe Reader 5.0 and later.)
    /ENG ()
  >>
>> setdistillerparams
<<
  /HWResolution [200 200]
  /PageSize [595.276 841.890]
>> setpagedevice


