
                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112024\
  Data File : VY020351.D                                          
  Acq On    : 20 Nov 2024  11:57
  Operator  : SY/MD
  Sample    : P4910-07
  Misc      : 5.08g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 6   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\82Y111924S.M
  Title     : SW846 8260
 
  Signal     : TIC: VY020351.D\data.ms
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   2.617   145  147  149 rVB2     952       662   1.03%   0.150%
  2   4.610   470  474  476 rBV2     607       775   1.20%   0.176%
  3   5.647   640  644  649 rVB3     463       897   1.39%   0.203%
  4   6.860   838  843  844 rBV2     940      1038   1.61%   0.235%
  5   6.878   844  846  850 rVB4     844      1135   1.76%   0.257%
 
  6   7.634   961  970  976 rBV2    8254     18633  28.92%   4.225%
  7   7.707   976  982  991 rVB    16603     37683  58.48%   8.544%
  8   8.067  1033 1041 1049 rBV2    6619     15897  24.67%   3.605%
  9   8.341  1081 1086 1089 rBV2     368       645   1.00%   0.146%
 10   8.616  1122 1131 1142 rVB    23864     49005  76.05%  11.111%
 
 11   9.079  1201 1207 1209 rBV4     915      1364   2.12%   0.309%
 12   9.384  1253 1257 1264 rVB5     981      1780   2.76%   0.404%
 13   9.536  1277 1282 1285 rBV4     781      1192   1.85%   0.270%
 14   9.872  1335 1337 1341 rVB4     600       688   1.07%   0.156%
 15  10.109  1369 1376 1387 rBV    36728     64439 100.00%  14.611%
 
 16  10.268  1399 1402 1404 rBV2     913       921   1.43%   0.209%
 17  10.408  1420 1425 1427 rBV3     623       852   1.32%   0.193%
 18  10.451  1427 1432 1437 rVB4    2388      4079   6.33%   0.925%
 19  10.725  1472 1477 1483 rBV2    1489      2650   4.11%   0.601%
 20  10.829  1486 1494 1500 rBV4     775      2335   3.62%   0.529%
 
 21  10.896  1502 1505 1509 rBV3     693      1293   2.01%   0.293%
 22  10.963  1513 1516 1520 rVB2     772      1114   1.73%   0.253%
 23  11.024  1520 1526 1529 rBV6    2692      5181   8.04%   1.175%
 24  11.073  1529 1534 1539 rBV4     886      1288   2.00%   0.292%
 25  11.127  1539 1543 1545 rBV3     939      1370   2.13%   0.311%
 
 26  11.219  1555 1558 1564 rVB6    1641      2601   4.04%   0.590%
 27  11.420  1585 1591 1601 rBV    27219     46737  72.53%  10.597%
 28  11.505  1601 1605 1607 rVV3     617       722   1.12%   0.164%
 29  11.554  1609 1613 1616 rVB3     921      1243   1.93%   0.282%
 30  11.609  1621 1622 1625 rVV3     891      1120   1.74%   0.254%
 
 31  11.664  1625 1631 1634 rVV7    1627      3653   5.67%   0.828%
 32  11.707  1637 1638 1644 rVB3    1307      1383   2.15%   0.314%
 33  11.926  1668 1674 1681 rBV7    2377      6394   9.92%   1.450%
 34  11.975  1681 1682 1686 rVV3    1147      1228   1.91%   0.278%
 35  12.017  1686 1689 1691 rVV3     793      1057   1.64%   0.240%
 
 36  12.048  1691 1694 1698 rVV4    1486      2316   3.59%   0.525%
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                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112024\
  Data File : VY020351.D                                          
  Acq On    : 20 Nov 2024  11:57
  Operator  : SY/MD
  Sample    : P4910-07
  Misc      : 5.08g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 6   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\82Y111924S.M
  Title     : SW846 8260
 
 37  12.091  1698 1701 1702 rVV3    1228      1398   2.17%   0.317%
 38  12.127  1702 1707 1710 rVV5    2781      5111   7.93%   1.159%
 39  12.164  1710 1713 1719 rVV7    2309      5063   7.86%   1.148%
 40  12.206  1719 1720 1724 rVV      984      1401   2.17%   0.318%
 
 41  12.255  1724 1728 1731 rVV4    1306      2227   3.46%   0.505%
 42  12.304  1733 1736 1742 rVV4     870      1861   2.89%   0.422%
 43  12.408  1746 1753 1759 rBV3   16574     29167  45.26%   6.613%
 44  12.475  1762 1764 1767 rVV3    1081      1448   2.25%   0.328%
 45  12.536  1770 1774 1775 rVV3    1151      1539   2.39%   0.349%
 
 46  12.572  1775 1780 1788 rVV6    3057      6530  10.13%   1.481%
 47  12.652  1788 1793 1796 rVV5    1011      2287   3.55%   0.519%
 48  12.682  1796 1798 1800 rVV2     984      1034   1.60%   0.234%
 49  12.737  1800 1807 1811 rVV6    2615      6514  10.11%   1.477%
 50  12.780  1811 1814 1820 rVB4    1417      2209   3.43%   0.501%
 
 51  12.920  1833 1837 1840 rBV4     423       707   1.10%   0.160%
 52  12.962  1840 1844 1847 rVV4    1625      2299   3.57%   0.521%
 53  12.993  1847 1849 1853 rVB4    1189      1603   2.49%   0.363%
 54  13.054  1853 1859 1861 rBV6    1083      1751   2.72%   0.397%
 55  13.182  1875 1880 1883 rBV6    1183      1938   3.01%   0.439%
 
 56  13.231  1883 1888 1889 rVV3    1111      1653   2.57%   0.375%
 57  13.249  1889 1891 1894 rVV3     981      1073   1.67%   0.243%
 58  13.286  1894 1897 1901 rVB3    1423      2031   3.15%   0.461%
 59  13.353  1901 1908 1913 rVB    16249     25397  39.41%   5.759%
 60  13.487  1925 1930 1933 rBV4    1036      1294   2.01%   0.293%
 
 61  13.621  1947 1952 1955 rBV5    1855      2648   4.11%   0.600%
 62  13.670  1955 1960 1965 rVV5    3832      6770  10.51%   1.535%
 63  13.718  1965 1968 1971 rVB3     718      1014   1.57%   0.230%
 64  13.773  1974 1977 1980 rBV3     753      1021   1.58%   0.232%
 65  13.865  1990 1992 1994 rBV3     888      1077   1.67%   0.244%
 
 66  14.005  2010 2015 2019 rBV3    1120      1996   3.10%   0.453%
 67  14.182  2039 2044 2054 rVB8    2019      6080   9.44%   1.379%
 68  14.346  2068 2071 2075 rVB6    1309      1836   2.85%   0.416%
 69  14.608  2106 2114 2117 rBV3    1780      3787   5.88%   0.859%
 70  14.651  2117 2121 2129 rVB6    1775      3866   6.00%   0.877%
 
 71  14.797  2140 2145 2148 rBV5    1117      2170   3.37%   0.492%
 72  14.865  2155 2156 2161 rVB5     682       760   1.18%   0.172%
 73  14.926  2163 2166 2169 rVB4    1224      1449   2.25%   0.329%
 74  14.956  2169 2171 2174 rBV2    1028      1230   1.91%   0.279%
 75  15.023  2177 2182 2186 rBV5    1202      1958   3.04%   0.444%
 
 76  15.060  2186 2188 2192 rVB4     717       897   1.39%   0.203%
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                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112024\
  Data File : VY020351.D                                          
  Acq On    : 20 Nov 2024  11:57
  Operator  : SY/MD
  Sample    : P4910-07
  Misc      : 5.08g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 6   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\82Y111924S.M
  Title     : SW846 8260
 
 77  15.133  2196 2200 2202 rBV3    1103      1614   2.50%   0.366%
 78  15.194  2206 2210 2212 rVB5     613       713   1.11%   0.162%
 79  15.230  2212 2216 2219 rBV4    1039      1546   2.40%   0.351%
 80  15.334  2231 2233 2235 rBV2     701       694   1.08%   0.157%
 
 81  15.517  2257 2263 2269 rBV6     910      2154   3.34%   0.488%
 82  16.041  2344 2349 2350 rBV3     875       999   1.55%   0.227%
 83  16.620  2442 2444 2447 rVV3     812      1088   1.69%   0.247%
 84  16.651  2447 2449 2454 rVB5     559       758   1.18%   0.172%
 
 
                        Sum of corrected areas:      441030
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                                           LSC Report - Integrated Chromatogram

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112024\
  Data File : VY020351.D                                          
  Acq On    : 20 Nov 2024  11:57
  Operator  : SY/MD
  Sample    : P4910-07
  Misc      : 5.08g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111924S.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\VY112024\
  Data File : VY020351.D                                          
  Acq On    : 20 Nov 2024  11:57
  Operator  : SY/MD
  Sample    : P4910-07
  Misc      : 5.08g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111924S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  Cyclohexane, 1,1,3-trimethyl-   Concentration Rank  8

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.024    5.54 ug/l         5181   Chlorobenzene-d5           11.420

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, 1,1,3-trimethyl-       126 C9H18          003073-66-3 64
 2 Cyclohexane, 1,4-dimethyl-2-(2-m... 168 C12H24         054411-17-5 33
 3 2(1H)-Pyridinone, 5-hydroxy-        111 C5H5NO2        005154-01-8 9 
 4 4(1H)-Pyridinone, 2,3-dihydro-1-... 111 C6H9NO         035488-00-7 9 
 5 Isocytosine                         111 C4H5N3O        000108-53-2 9 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1526 (11.024 min): VY020351.D\data.ms (-1520) (-
111.1

69.1

40.0

207.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0

69.0

41.0

5000

m/z-->

Abundance #43612: Cyclohexane, 1,4-dimethyl-2-(2-methylpropyl)-, (
111.069.0

m/z-->

Abundance #6845: 2(1H)-Pyridinone, 5-hydroxy-

11.00

m/z 111.10  100.00%

11.00

m/z  69.10   70.63%

11.00

m/z  40.00   45.16%

m/z  41.10   36.41%

m/z  55.20   35.31%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112024\
  Data File : VY020351.D                                          
  Acq On    : 20 Nov 2024  11:57
  Operator  : SY/MD
  Sample    : P4910-07
  Misc      : 5.08g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111924S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  Cyclohexane, 1,3-dimethyl-,...  Concentration Rank  7

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.926    6.84 ug/l         6394   Chlorobenzene-d5           11.420

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, 1,3-dimethyl-, trans-  112 C8H16          002207-03-6 64
 2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16          000583-57-3 64
 3 Cyclohexane, 1,4-dimethyl-, cis-    112 C8H16          000624-29-3 64
 4 Cyclohexane, 1,2-dimethyl-, trans-  112 C8H16          006876-23-9 64
 5 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18          004923-78-8 59

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance Scan 1674 (11.926 min): VY020351.D\data.ms (-1668) (-
97.255.1

41.1

69.1
126.0

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0

41.0
112.0

69.0
27.0

83.0

5000

m/z-->

Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 97.0

41.0

m/z-->

Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis-

12.00

m/z  97.20  100.00%

12.00

m/z  55.10   94.48%

12.00

m/z  41.10   53.04%

m/z  43.20   31.49%

m/z  56.10   27.99%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112024\
  Data File : VY020351.D                                          
  Acq On    : 20 Nov 2024  11:57
  Operator  : SY/MD
  Sample    : P4910-07
  Misc      : 5.08g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111924S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  Cyclopropane, (2-methyleneb...  Concentration Rank  9

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.127    5.47 ug/l         5111   Chlorobenzene-d5           11.420

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopropane, (2-methylenebutyl)-   110 C8H14          074685-56-6 50
 2 1-Undecyne                          152 C11H20         002243-98-3 42
 3 Cyclohexene, 4-methyl-               96 C7H12          000591-47-9 23
 4 Cyclopropane, trimethylmethylene-    96 C7H12          034462-28-7 17
 5 Cyclopentane, methylene-             82 C6H10          001528-30-9 16

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance Scan 1707 (12.127 min): VY020351.D\data.ms (-1702) (-
81.167.0

96.0

43.1

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #6794: Cyclopropane, (2-methylenebutyl)-
67.041.0 81.0

27.0 54.0
95.0

110.0

5000

m/z-->

Abundance #29463: 1-Undecyne
81.041.0

67.0

m/z-->

Abundance #3228: Cyclohexene, 4-methyl-

12.00 12.50

m/z  81.10  100.00%

12.00 12.50

m/z  67.00   84.37%

12.00 12.50

m/z  96.00   46.67%

m/z  54.10   31.26%

m/z  43.10   27.59%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112024\
  Data File : VY020351.D                                          
  Acq On    : 20 Nov 2024  11:57
  Operator  : SY/MD
  Sample    : P4910-07
  Misc      : 5.08g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111924S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  unknown12.164                   Concentration Rank 10

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.164    5.42 ug/l         5063   Chlorobenzene-d5           11.420

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cycloheptane                         98 C7H14          000291-64-5 16
 2 1-Propene, 1,1'-oxybis-, (E,E)-      98 C6H10O         004696-28-0 9 
 3 1-Pentene, 2,3-dimethyl-             98 C7H14          003404-72-6 9 
 4 1-Butene, 2-ethyl-3-methyl-          98 C7H14          007357-93-9 9 
 5 (Z)-3-Heptene                        98 C7H14          007642-10-6 9 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1713 (12.164 min): VY020351.D\data.ms (-1710) (-
57.0

83.2
207.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #3711: Cycloheptane
41.0

70.0
98.0

15.0

5000

m/z-->

Abundance #3672: 1-Propene, 1,1'-oxybis-, (E,E)-
41.0

98.0

m/z-->

Abundance #3762: 1-Pentene, 2,3-dimethyl-

12.00 12.50

m/z  57.00  100.00%

12.00 12.50

m/z  41.05   50.35%

12.00 12.50

m/z  42.95   47.22%

m/z  83.20   38.89%

m/z  55.90   35.42%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112024\
  Data File : VY020351.D                                          
  Acq On    : 20 Nov 2024  11:57
  Operator  : SY/MD
  Sample    : P4910-07
  Misc      : 5.08g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111924S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  5  Cyclohexane, 1,2,3-trimethyl-   Concentration Rank  2

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.572   12.86 ug/l         6530   1,4-Dichlorobenzene-d4     13.353

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, 1,2,3-trimethyl-       126 C9H18          001678-97-3 62
 2 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18          001839-88-9 58
 3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18          007667-55-2 49
 4 3-Nonene, (E)-                      126 C9H18          020063-92-7 47
 5 3-Heptene, 2,6-dimethyl-            126 C9H18          002738-18-3 38

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance Scan 1780 (12.572 min): VY020351.D\data.ms (-1775) (-
70.155.0

40.0

125.2
96.0

111.2

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #13242: Cyclohexane, 1,2,3-trimethyl-
55.0 69.0

41.0 97.0

83.0
126.0111.0

27.0

5000

m/z-->

Abundance #13304: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.
55.0 69.0

41.0 97.0

m/z-->

Abundance #13299: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.

12.50

m/z  70.10  100.00%

12.50

m/z  69.00   96.52%

12.50

m/z  55.00   86.08%

m/z  40.00   72.78%

m/z 125.20   56.65%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112024\
  Data File : VY020351.D                                          
  Acq On    : 20 Nov 2024  11:57
  Operator  : SY/MD
  Sample    : P4910-07
  Misc      : 5.08g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111924S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  6  unknown12.737                   Concentration Rank  3

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.737   12.82 ug/l         6514   1,4-Dichlorobenzene-d4     13.353

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Propen-1-one, 1-cyclopropyl-       96 C6H8O          059819-62-4 14
 2 Cycloheptane, methyl-               112 C8H16          004126-78-7 10
 3 1,6-Heptadiene, 3,3-dimethyl-       124 C9H16          068701-61-1 10
 4 Cyclohexanemethanol                 114 C7H14O         000100-49-2 9 
 5 Cyclohexane, 1,2-dimethyl-, trans-  112 C8H16          006876-23-9 9 

20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance Scan 1807 (12.737 min): VY020351.D\data.ms (-1800) (-
40.0 97.255.2 119.9

69.0

81.9

20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #3174: 2-Propen-1-one, 1-cyclopropyl-
41.0 69.0

55.027.0

96.0

81.0

5000

m/z-->

Abundance #7557: Cycloheptane, methyl-
55.0 97.0

41.0

m/z-->

Abundance #12193: 1,6-Heptadiene, 3,3-dimethyl-

12.50 13.00

m/z  40.00  100.00%

12.50 13.00

m/z  97.20   95.28%

12.50 13.00

m/z  55.20   92.27%

m/z 119.90   87.12%

m/z  69.00   78.11%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112024\
  Data File : VY020351.D                                          
  Acq On    : 20 Nov 2024  11:57
  Operator  : SY/MD
  Sample    : P4910-07
  Misc      : 5.08g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111924S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  7  Bicyclo[4.1.0]heptane, 3-me...  Concentration Rank  1

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.670   13.33 ug/l         6770   1,4-Dichlorobenzene-d4     13.353

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bicyclo[4.1.0]heptane, 3-methyl-    110 C8H14          041977-47-3 62
 2 1,1'-Bicyclopentyl                  138 C10H18         001636-39-1 58
 3 1H-Inden-1-one, octahydro-          138 C9H14O         029927-85-3 46
 4 Naphthalene, decahydro-             138 C10H18         000091-17-8 46
 5 Naphthalene, decahydro-, trans-     138 C10H18         000493-02-7 46

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1960 (13.670 min): VY020351.D\data.ms (-1955) (-
68.2

95.1
41.0

138.0

207.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #6785: Bicyclo[4.1.0]heptane, 3-methyl-
81.0

41.0

110.0

5000

m/z-->

Abundance #19405: 1,1'-Bicyclopentyl
68.0

95.041.0

m/z-->

Abundance #20195: 1H-Inden-1-one, octahydro-

13.50 14.00

m/z  68.20  100.00%

13.50 14.00

m/z  69.00   92.67%

13.50 14.00

m/z  66.90   82.99%

m/z  95.10   70.09%

m/z  41.00   64.22%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112024\
  Data File : VY020351.D                                          
  Acq On    : 20 Nov 2024  11:57
  Operator  : SY/MD
  Sample    : P4910-07
  Misc      : 5.08g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111924S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  8  unknown14.182                   Concentration Rank  4

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.182   11.97 ug/l         6080   1,4-Dichlorobenzene-d4     13.353

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexanemethanol, pentafluoro... 260 C10H13F5O2     1000364-12-9 38
 2 Cyclohexanepropanol-                142 C9H18O         001124-63-6 35
 3 Pulegone                            152 C10H16O        000089-82-7 35
 4 Cyclohexylmethyl formate            142 C8H14O2        002888-49-5 27
 5 1H-Inden-1-one, octahydro-7a-met... 152 C10H16O        017428-83-0 22

20 40 60 80 100120140160180200220240260280
0

5000

m/z-->

Abundance Scan 2044 (14.182 min): VY020351.D\data.ms (-2039) (-
152.080.941.1

206.9
119.0

281.0

20 40 60 80 100120140160180200220240260280
0

5000

m/z-->

Abundance #147376: Cyclohexanemethanol, pentafluoropropionate
55.0

96.0

141.0
26.0 177.0 216.0

5000

m/z-->

Abundance #23008: Cyclohexanepropanol-
55.0

96.0

m/z-->

Abundance #29058: Pulegone

14.00 14.50

m/z 152.00  100.00%

14.00 14.50

m/z  80.90   85.71%

14.00 14.50

m/z  41.10   80.36%

m/z  55.20   78.13%

m/z  81.90   68.30%
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                                      Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112024\
  Data File : VY020351.D                                          
  Acq On    : 20 Nov 2024  11:57
  Operator  : SY/MD
  Sample    : P4910-07
  Misc      : 5.08g/5.0mL/MSVOA_Y/SOIL/A
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111924S.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|
----------------------------------------------------------------------------
Cyclohexane, 1,...  11.024     5.5  ug/l     5181   3  11.420   46737  50.0
Cyclohexane, 1,...  11.926     6.8  ug/l     6394   3  11.420   46737  50.0
Cyclopropane, (...  12.127     5.5  ug/l     5111   3  11.420   46737  50.0
unknown12.164       12.164     5.4  ug/l     5063   3  11.420   46737  50.0
Cyclohexane, 1,...  12.572    12.9  ug/l     6530   4  13.353   25397  50.0
unknown12.737       12.737    12.8  ug/l     6514   4  13.353   25397  50.0
Bicyclo[4.1.0]h...  13.670    13.3  ug/l     6770   4  13.353   25397  50.0
unknown14.182       14.182    12.0  ug/l     6080   4  13.353   25397  50.0
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