
                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1
 
  Integration Parameters: RTEINT.P
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Title     : SW846 8260
 
  Signal     : TIC: VY021004.D\data.ms
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   2.013    46   48   54 rVB2    1099      1765   3.42%   0.325%
  2   2.208    76   80   84 rBV3     402       675   1.31%   0.124%
  3   2.306    90   96  100 rBV3     363       889   1.72%   0.164%
  4   2.617   144  147  152 rBV4     460       719   1.39%   0.133%
  5   2.903   191  194  198 rBV2     297       543   1.05%   0.100%
 
  6   4.019   376  377  383 rVB3     596       872   1.69%   0.161%
  7   7.713   974  983  993 rBV2    8359     19458  37.74%   3.588%
  8   8.622  1125 1132 1141 rVV     9532     19430  37.69%   3.583%
  9  10.109  1369 1376 1381 rBV4     655      1526   2.96%   0.281%
 10  11.146  1543 1546 1549 rVB3     403       616   1.19%   0.114%
 
 11  11.225  1554 1559 1562 rBV3     458       798   1.55%   0.147%
 12  11.316  1570 1574 1577 rVB2     531       756   1.47%   0.139%
 13  11.426  1585 1592 1598 rBV     8043     14013  27.18%   2.584%
 14  11.530  1606 1609 1611 rBV2     457       546   1.06%   0.101%
 15  11.639  1621 1627 1635 rVB4    4067      8284  16.07%   1.528%
 
 16  11.956  1671 1679 1686 rBV4    1792      3847   7.46%   0.709%
 17  12.060  1690 1696 1700 rVB3    1750      2802   5.43%   0.517%
 18  12.139  1703 1709 1710 rBV5    1084      1630   3.16%   0.301%
 19  12.176  1710 1715 1720 rVB5    1728      3320   6.44%   0.612%
 20  12.249  1725 1727 1728 rBV2     874       643   1.25%   0.119%
 
 21  12.310  1732 1737 1739 rBV5    1511      2662   5.16%   0.491%
 22  12.347  1739 1743 1745 rVV4    1786      2316   4.49%   0.427%
 23  12.371  1745 1747 1751 rVB4    2191      2813   5.46%   0.519%
 24  12.420  1751 1755 1756 rBV      800       733   1.42%   0.135%
 25  12.456  1756 1761 1765 rVB4    2388      3680   7.14%   0.679%
 
 26  12.511  1766 1770 1773 rBV3     529       640   1.24%   0.118%
 27  12.572  1775 1780 1782 rBV4    2497      3403   6.60%   0.628%
 28  12.590  1782 1783 1787 rVB3    1449      1745   3.38%   0.322%
 29  12.670  1789 1796 1799 rBV4    5586      9479  18.39%   1.748%
 30  12.737  1799 1807 1813 rBV2   27744     43411  84.20%   8.005%
 
 31  12.792  1813 1816 1821 rVB5    2673      4374   8.48%   0.807%
 32  12.847  1821 1825 1826 rBV3     617       755   1.46%   0.139%
 33  12.901  1826 1834 1839 rBV3    5283     12445  24.14%   2.295%
 34  12.968  1841 1845 1852 rVB2    8697     14736  28.58%   2.717%
 35  13.054  1852 1859 1863 rBV    17181     28557  55.39%   5.266%
 
 36  13.096  1863 1866 1872 rVB7    1421      2413   4.68%   0.445%
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                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1
 
  Integration Parameters: RTEINT.P
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Title     : SW846 8260
 
 37  13.151  1872 1875 1878 rBV4    2849      4353   8.44%   0.803%
 38  13.176  1878 1879 1883 rVB3    3004      3175   6.16%   0.585%
 39  13.249  1883 1891 1895 rBV5    8573     18391  35.67%   3.391%
 40  13.298  1895 1899 1902 rBV4    3799      5446  10.56%   1.004%
 
 41  13.328  1902 1904 1906 rVV2    1633      1689   3.28%   0.311%
 42  13.359  1906 1909 1911 rVV4    5074      7217  14.00%   1.331%
 43  13.383  1911 1913 1918 rVB2   10361     13941  27.04%   2.571%
 44  13.432  1918 1921 1925 rVB6    3908      5147   9.98%   0.949%
 45  13.493  1926 1931 1935 rBV6    2857      4738   9.19%   0.874%
 
 46  13.554  1937 1941 1944 rVB2    4558      6160  11.95%   1.136%
 47  13.590  1944 1947 1950 rBV2    5348      7202  13.97%   1.328%
 48  13.682  1955 1962 1967 rVV2   30486     51558 100.00%   9.508%
 49  13.724  1967 1969 1971 rVV2    4799      6647  12.89%   1.226%
 50  13.755  1971 1974 1977 rVV2    6460     11189  21.70%   2.063%
 
 51  13.785  1977 1979 1980 rVV2    4636      4779   9.27%   0.881%
 52  13.816  1980 1984 1986 rVV3    6910     12558  24.36%   2.316%
 53  13.846  1986 1989 1995 rVV5    8823     19155  37.15%   3.532%
 54  13.895  1995 1997 2002 rVV2    7350     12950  25.12%   2.388%
 55  13.944  2002 2005 2009 rVV5    3275      6382  12.38%   1.177%
 
 56  14.005  2011 2015 2022 rVV3    8765     16303  31.62%   3.006%
 57  14.078  2022 2027 2031 rVV8    3239      8763  17.00%   1.616%
 58  14.139  2031 2037 2039 rVV6    3527      7062  13.70%   1.302%
 59  14.188  2040 2045 2051 rVV9    6893     19471  37.77%   3.591%
 60  14.255  2051 2056 2062 rVV5    4528     12538  24.32%   2.312%
 
 61  14.316  2062 2066 2068 rVV4    3326      5369  10.41%   0.990%
 62  14.346  2068 2071 2076 rVV5    4350      6752  13.10%   1.245%
 63  14.407  2077 2081 2084 rVV6    1486      2893   5.61%   0.533%
 64  14.444  2084 2087 2091 rVV6    1723      2667   5.17%   0.492%
 65  14.499  2091 2096 2098 rVV5    2001      3206   6.22%   0.591%
 
 66  14.535  2098 2102 2106 rVV3    7058     10096  19.58%   1.862%
 67  14.602  2108 2113 2119 rVV5    4679     10799  20.95%   1.991%
 68  14.657  2119 2122 2127 rVB5    2506      4076   7.91%   0.752%
 69  14.761  2135 2139 2143 rVB6    2190      3019   5.86%   0.557%
 70  14.864  2153 2156 2160 rVB6    1000      1692   3.28%   0.312%
 
 71  14.956  2169 2171 2172 rBV2     747       543   1.05%   0.100%
 72  14.980  2172 2175 2178 rVV4     930      1434   2.78%   0.264%
 73  15.035  2182 2184 2193 rVB5     895      1882   3.65%   0.347%
 74  15.291  2222 2226 2228 rVB      464       591   1.15%   0.109%
 75  15.523  2260 2264 2267 rBV4     341       567   1.10%   0.105%
 
 76  15.968  2333 2337 2339 rBV3     551       589   1.14%   0.109%
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                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1
 
  Integration Parameters: RTEINT.P
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Title     : SW846 8260
 
 77  16.468  2417 2419 2426 rVB4     329       571   1.11%   0.105%
 78  16.693  2450 2456 2459 rBV4     566       906   1.76%   0.167%
 79  16.724  2459 2461 2463 rBV2     567       521   1.01%   0.096%
 
 
                        Sum of corrected areas:      542281
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                                           LSC Report - Integrated Chromatogram

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  Benzene, 1,2,4-trimethyl-       Concentration Rank  9

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.901   86.22 ug/l        12445   1,4-Dichlorobenzene-d4     13.352

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 83
 2 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 80
 3 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 80
 4 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 80
 5 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 80

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1834 (12.901 min): VY021004.D\data.ms (-1826) (-
105.1

79.057.2
208.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0

28.0 77.051.0

5000

m/z-->

Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

m/z-->

Abundance #10722: Benzene, 1-ethyl-2-methyl-

12.50 13.00

m/z 105.10  100.00%

12.50 13.00

m/z 120.10   31.20%

12.50 13.00

m/z  91.00   17.04%

m/z  79.00   12.79%

m/z  77.00   12.22%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  Decane, 4-methyl-               Concentration Rank  5

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.968  102.09 ug/l        14736   1,4-Dichlorobenzene-d4     13.352

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decane, 4-methyl-                   156 C11H24         002847-72-5 64
 2 Nonane, 2,3-dimethyl-               156 C11H24         002884-06-2 64
 3 Pentyl tetradecyl ether             284 C19H40O        1000406-41-7 59
 4 Heptane, 3,3,5-trimethyl-           142 C10H22         007154-80-5 59
 5 Octane, 3,3-dimethyl-               142 C10H22         004110-44-5 59

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance Scan 1845 (12.968 min): VY021004.D\data.ms (-1841) (-
71.1

43.1

112.0
207.0

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #33089: Decane, 4-methyl-
43.0

71.0

112.0
156.0

5000

m/z-->

Abundance #33095: Nonane, 2,3-dimethyl-
57.0

m/z-->

Abundance #179260: Pentyl tetradecyl ether

13.00

m/z  71.10  100.00%

13.00

m/z  43.10   72.54%

13.00

m/z  57.00   71.74%

m/z  41.05   47.34%

m/z  70.00   32.41%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  Undecane                        Concentration Rank  1

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.682  357.20 ug/l        51558   1,4-Dichlorobenzene-d4     13.352

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecane                            156 C11H24         001120-21-4 93
 2 1-Dodecanol, 2-octyl-               298 C20H42O        005333-42-6 64
 3 Dodecane                            170 C12H26         000112-40-3 52
 4 Nonadecane                          268 C19H40         000629-92-5 50
 5 Tridecane                           184 C13H28         000629-50-5 50

50 100 150 200 250
0

5000

m/z-->

Abundance Scan 1962 (13.682 min): VY021004.D\data.ms (-1955) (-
57.0

138.196.1
281.1

50 100 150 200 250
0

5000

m/z-->

Abundance #33080: Undecane
57.0

98.0 156.0
14.0

5000

m/z-->

Abundance #197438: 1-Dodecanol, 2-octyl-
57.0

m/z-->

Abundance #45478: Dodecane

13.50 14.00

m/z  57.05  100.00%

13.50 14.00

m/z  43.10   97.37%

13.50 14.00

m/z  71.10   61.08%

m/z  41.10   56.36%

m/z  85.10   33.92%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Benzeneacetaldehyde, .alpha...  Concentration Rank 10

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.755   77.52 ug/l        11189   1,4-Dichlorobenzene-d4     13.352

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzeneacetaldehyde, .alpha.-met... 134 C9H10O         000093-53-8 53
 2 Benzene, 1-methyl-4-propyl-         134 C10H14         001074-55-1 47
 3 Benzene, (1-methylpropyl)-          134 C10H14         000135-98-8 47
 4 Benzene, 1-methyl-2-propyl-         134 C10H14         001074-17-5 47
 5 benzenemethanamine, N-(2,2-dimet... 209 C12H19NO2      1000400-59-7 40

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1974 (13.755 min): VY021004.D\data.ms (-1971) (-
105.1

134.1

77.052.9 207.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #17624: Benzeneacetaldehyde, .alpha.-methyl-
105.0

77.0 134.0
51.0

5000

m/z-->

Abundance #17049: Benzene, 1-methyl-4-propyl-
105.0

m/z-->

Abundance #17039: Benzene, (1-methylpropyl)-

13.50 14.00

m/z 105.10  100.00%

13.50 14.00

m/z 134.05   24.27%

13.50 14.00

m/z 102.90   17.71%

m/z  76.95   10.31%

m/z 115.00   10.31%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Benzene, 2-ethyl-1,3-dimethyl-  Concentration Rank  7

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.816   87.00 ug/l        12558   1,4-Dichlorobenzene-d4     13.352

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 2-ethyl-1,3-dimethyl-      134 C10H14         002870-04-4 59
 2 Benzene, 2-ethyl-1,4-dimethyl-      134 C10H14         001758-88-9 59
 3 Benzene, 1-ethyl-2,4-dimethyl-      134 C10H14         000874-41-9 59
 4 Benzene, 4-ethyl-1,2-dimethyl-      134 C10H14         000934-80-5 59
 5 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 59

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1984 (13.816 min): VY021004.D\data.ms (-1980) (-
119.1

91.065.2
41.1 207.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0

91.0

65.039.0
15.0

5000

m/z-->

Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0

m/z-->

Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-

13.50 14.00

m/z 119.10  100.00%

13.50 14.00

m/z 134.05   34.50%

13.50 14.00

m/z 125.20   22.00%

m/z 120.20   20.12%

m/z  91.00   14.74%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  p-Cymene                        Concentration Rank  3

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.846  132.71 ug/l        19155   1,4-Dichlorobenzene-d4     13.352

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 p-Cymene                            134 C10H14         000099-87-6 50
 2 Benzene, 1-ethyl-2,4-dimethyl-      134 C10H14         000874-41-9 43
 3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14         000535-77-3 43
 4 Benzene, 2-ethyl-1,3-dimethyl-      134 C10H14         002870-04-4 43
 5 Benzene, 1-(1,5-dimethyl-4-hexen... 202 C15H22         000644-30-4 40
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Abundance Scan 1989 (13.846 min): VY021004.D\data.ms (-1986) (-
119.2

91.041.1
65.1

207.0
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0

5000
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Abundance #16993: p-Cymene
119.0

91.0

65.039.0
15.0

5000

m/z-->

Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0

m/z-->

Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-

13.50 14.00

m/z 119.15  100.00%

13.50 14.00

m/z  91.05   25.46%

13.50 14.00

m/z  82.00   21.64%

m/z  41.10   21.41%

m/z 134.10   21.41%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  1,3,5-Cycloheptatriene, 3,7...  Concentration Rank  6

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.895   89.72 ug/l        12950   1,4-Dichlorobenzene-d4     13.352

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14         003479-89-8 83
 2 Benzene, 1-ethyl-2,4-dimethyl-      134 C10H14         000874-41-9 83
 3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14         000535-77-3 83
 4 o-Cymene                            134 C10H14         000527-84-4 80
 5 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 80
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0

5000
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Abundance Scan 1997 (13.895 min): VY021004.D\data.ms (-1995) (-
119.1

91.0
69.240.0 154.3
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0

5000
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Abundance #17119: 1,3,5-Cycloheptatriene, 3,7,7-trimethyl-
119.0

91.0

65.041.0

5000

m/z-->

Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0

m/z-->

Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-

13.50 14.00

m/z 119.10  100.00%

13.50 14.00

m/z  91.00   23.24%

13.50 14.00

m/z 133.95   21.81%

m/z  69.15   16.65%

m/z 120.10   13.56%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  Benzene, (1-methyl-1-propen...  Concentration Rank  4

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.005  112.95 ug/l        16303   1,4-Dichlorobenzene-d4     13.352

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12         000767-99-7 50
 2 Cyclopropane, 1-methyl-1-phenyl-    132 C10H12         002214-14-4 50
 3 3-Phenylbut-1-ene                   132 C10H12         000934-10-1 50
 4 Benzene, 1-methyl-2-(2-propenyl)-   132 C10H12         001587-04-8 45
 5 Benzene, 1-methyl-4-(2-propenyl)-   132 C10H12         003333-13-9 45
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5000

m/z-->

Abundance Scan 2015 (14.005 min): VY021004.D\data.ms (-2011) (-
119.1

91.2
148.065.138.9
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0

5000
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Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0

132.0
91.0

51.0
27.0

76.0

5000

m/z-->

Abundance #16147: Cyclopropane, 1-methyl-1-phenyl-
117.0

m/z-->

Abundance #16106: 3-Phenylbut-1-ene

14.00

m/z 119.05  100.00%

14.00

m/z 117.10   87.30%

14.00

m/z 115.00   35.33%

m/z  91.15   29.57%

m/z 105.00   28.23%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  unknown14.188                   Concentration Rank  2

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.188  134.90 ug/l        19471   1,4-Dichlorobenzene-d4     13.352

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bicyclo[3.1.1]heptan-2-one, 3,6,... 152 C10H16O        016022-08-5 38
 2 Diethyl phosphorazidate             179 C4H10N3O3P     001516-68-3 35
 3 2-Oxabicyclo[2.2.1]heptane, 1,3,... 154 C10H18O        015404-56-5 35
 4 Z-4-Tridecen-1-yl acetate           240 C15H28O2       065954-19-0 35
 5 Furan, 2-hexyl-                     152 C10H16O        003777-70-6 30
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Abundance #29296: Bicyclo[3.1.1]heptan-2-one, 3,6,6-trimethyl-
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Abundance #53954: Diethyl phosphorazidate
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Abundance #31336: 2-Oxabicyclo[2.2.1]heptane, 1,3,3,7-tetramethyl-
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  unknown14.255                   Concentration Rank  8

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.255   86.86 ug/l        12538   1,4-Dichlorobenzene-d4     13.352

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 2-ethyl-1,4-dimethyl-      134 C10H14         001758-88-9 40
 2 Benzene, 1-ethyl-2,4-dimethyl-      134 C10H14         000874-41-9 40
 3 Butyric acid, 2-phenyl-, undec-2... 316 C21H32O2       1000406-92-0 12
 4 Benzoic acid, 2,4-dimethyl-, (2,... 268 C18H20O2       055000-43-6 12
 5 Butyric acid, 2-phenyl-, dodec-2... 330 C22H34O2       1000406-86-7 12
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Abundance Scan 2056 (14.255 min): VY021004.D\data.ms (-2051) (-
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Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
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Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
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Abundance #220088: Butyric acid, 2-phenyl-, undec-2-en-1-yl ester
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m/z  85.20   28.99%
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                                      Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY013125\
  Data File : VY021004.D                                          
  Acq On    : 31 Jan 2025  12:54
  Operator  : SY/MD
  Sample    : Q1244-01
  Misc      : 5.03g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1
 
  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y013025S.M
  Quant Title  : SW846 8260
 
  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Benzene, 1,2,4-...  12.901    86.2  ug/l    12445   4  13.352    7217  50.0
Decane, 4-methyl-   12.968   102.1  ug/l    14736   4  13.352    7217  50.0
Undecane            13.682   357.2  ug/l    51558   4  13.352    7217  50.0
Benzeneacetalde...  13.755    77.5  ug/l    11189   4  13.352    7217  50.0
Benzene, 2-ethy...  13.816    87.0  ug/l    12558   4  13.352    7217  50.0
p-Cymene            13.846   132.7  ug/l    19155   4  13.352    7217  50.0
1,3,5-Cyclohept...  13.895    89.7  ug/l    12950   4  13.352    7217  50.0
Benzene, (1-met...  14.005   113.0  ug/l    16303   4  13.352    7217  50.0
unknown14.188       14.188   134.9  ug/l    19471   4  13.352    7217  50.0
unknown14.255       14.255    86.9  ug/l    12538   4  13.352    7217  50.0
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