
                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW013025\
  Data File : VW031659.D                                          
  Acq On    : 30 Jan 2025  16:10
  Operator  : SY/MD
  Sample    : Q1189-19
  Misc      : 8.75g/10mL/MSVOA_W/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 0 % 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_W\Method\SFAMWLM011025SMA.M
  Title     : SFAM01.0
 
  Signal     : TIC: VW031659.D\data.ms
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   2.363    68   78   91 rBV    90023    261833  11.88%   1.398%
  2   2.503    96  101  121 rBV    74409    236205  10.72%   1.261%
  3   2.893   158  165  182 rVB    72908    221566  10.05%   1.183%
  4   3.295   229  231  235 rVB3    2379      3309   0.15%   0.018%
  5   3.387   240  246  257 rVB3   14569     37479   1.70%   0.200%
 
  6   3.588   278  279  285 rVB5    1394      1395   0.06%   0.007%
  7   3.692   290  296  297 rBV5     985      2016   0.09%   0.011%
  8   4.015   337  349  363 rBV2  228761    795228  36.08%   4.245%
  9   4.149   363  371  389 rVB   119344    414940  18.83%   2.215%
 10   4.533   432  434  437 rVB4     670       551   0.02%   0.003%
 
 11   4.838   483  484  487 rVB      584       481   0.02%   0.003%
 12   4.905   487  495  497 rBV6    1880      3869   0.18%   0.021%
 13   5.204   541  544  545 rBV3     519       456   0.02%   0.002%
 14   5.222   545  547  550 rVV3     682       819   0.04%   0.004%
 15   5.435   575  582  593 rVB6    2035      6353   0.29%   0.034%
 
 16   5.521   593  596  597 rBV3     623       485   0.02%   0.003%
 17   5.563   601  603  606 rVB2     857       845   0.04%   0.005%
 18   5.643   613  616  619 rVB2     448       584   0.03%   0.003%
 19   5.710   625  627  628 rBV      670       452   0.02%   0.002%
 20   5.789   632  640  651 rVB3    8761     28178   1.28%   0.150%
 
 21   5.935   656  664  675 rBV3   10091     28071   1.27%   0.150%
 22   6.118   687  694  702 rBV5    3732     12450   0.56%   0.066%
 23   6.332   727  729  732 rVB2     697       604   0.03%   0.003%
 24   6.392   736  739  741 rBV2     426       503   0.02%   0.003%
 25   6.441   744  747  749 rVB4     516       543   0.02%   0.003%
 
 26   6.466   749  751  753 rBV3     473       517   0.02%   0.003%
 27   6.551   762  765  769 rBV4     915      1451   0.07%   0.008%
 28   6.588   769  771  772 rBV2     751       661   0.03%   0.004%
 29   6.892   811  821  833 rBV2   48815    151865   6.89%   0.811%
 30   7.081   843  852  866 rBV    79170    265519  12.05%   1.417%
 
 31   7.423   906  908  909 rVV2     662       478   0.02%   0.003%
 32   7.557   922  930  933 rBV5    1394      3820   0.17%   0.020%
 33   7.648   933  945  959 rVB   361643    895623  40.63%   4.781%
 34   7.868   979  981  983 rBV2     777       587   0.03%   0.003%
 35   7.917   986  989  990 rBV3     817       895   0.04%   0.005%
 
 36   7.947   990  994 1000 rVB8     941      1926   0.09%   0.010%
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                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW013025\
  Data File : VW031659.D                                          
  Acq On    : 30 Jan 2025  16:10
  Operator  : SY/MD
  Sample    : Q1189-19
  Misc      : 8.75g/10mL/MSVOA_W/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 0 % 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_W\Method\SFAMWLM011025SMA.M
  Title     : SFAM01.0
 
 37   8.142  1023 1026 1031 rBV5     889      1730   0.08%   0.009%
 38   8.270  1037 1047 1063 rBV2  718145   2204102 100.00%  11.766%
 39   8.551  1081 1093 1104 rBV3   13568     35278   1.60%   0.188%
 40   8.703  1111 1118 1127 rBV    13260     32724   1.48%   0.175%
 
 41   8.837  1131 1140 1151 rBV   940079   1884647  85.51%  10.061%
 42   9.069  1170 1178 1186 rVV8    3529      9225   0.42%   0.049%
 43   9.124  1186 1187 1191 rBV4     622       843   0.04%   0.005%
 44   9.270  1201 1211 1221 rBV   520824   1055302  47.88%   5.633%
 45   9.404  1226 1233 1248 rVB   158868    309104  14.02%   1.650%
 
 46   9.660  1270 1275 1281 rBV6    2644      5902   0.27%   0.032%
 47   9.807  1297 1299 1303 rBV4     515       729   0.03%   0.004%
 48   9.855  1303 1307 1309 rBV3     656       714   0.03%   0.004%
 49  10.032  1324 1336 1346 rBV   280665    508763  23.08%   2.716%
 50  10.209  1362 1365 1370 rVB4    1813      3494   0.16%   0.019%
 
 51  10.319  1373 1383 1392 rBV   924093   1641030  74.45%   8.760%
 52  10.502  1406 1413 1418 rBV6    5218     10647   0.48%   0.057%
 53  10.575  1418 1425 1431 rBV   171906    304280  13.81%   1.624%
 54  10.697  1441 1445 1450 rVB2   11205     17597   0.80%   0.094%
 55  10.855  1468 1471 1472 rBV3    1171      1452   0.07%   0.008%
 
 56  10.922  1475 1482 1497 rBV   302109    527774  23.95%   2.817%
 57  11.068  1497 1506 1521 rBV   742698   1234083  55.99%   6.588%
 58  11.367  1553 1555 1557 rVB3     761       526   0.02%   0.003%
 59  11.404  1557 1561 1564 rVB3     729       875   0.04%   0.005%
 60  11.465  1569 1571 1574 rVB3     695       519   0.02%   0.003%
 
 61  11.556  1584 1586 1587 rBV2     935       608   0.03%   0.003%
 62  11.629  1590 1598 1608 rBV  1094577   1888343  85.67%  10.080%
 63  11.703  1608 1610 1612 rBV2    1351      1263   0.06%   0.007%
 64  11.800  1624 1626 1627 rBV2     794       622   0.03%   0.003%
 65  11.849  1627 1634 1642 rVB7    6346     18667   0.85%   0.100%
 
 66  11.940  1643 1649 1657 rBV2   26100     51842   2.35%   0.277%
 67  12.013  1659 1661 1667 rVB4    3398      4880   0.22%   0.026%
 68  12.160  1680 1685 1691 rBV6    3210      6413   0.29%   0.034%
 69  12.233  1693 1697 1704 rVB4    4239      8112   0.37%   0.043%
 70  12.337  1707 1714 1730 rBV   108840    187792   8.52%   1.002%
 
 71  12.446  1730 1732 1735 rVB3     840       991   0.04%   0.005%
 72  12.513  1740 1743 1748 rVB6    1089      1764   0.08%   0.009%
 73  12.599  1751 1757 1764 rVB2   67238    110374   5.01%   0.589%
 74  12.690  1764 1772 1780 rBV   416071    711799  32.29%   3.800%
 75  12.800  1788 1790 1792 rBV3    1322      1328   0.06%   0.007%
 
 76  12.928  1799 1811 1820 rBV5   10691     33873   1.54%   0.181%
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                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW013025\
  Data File : VW031659.D                                          
  Acq On    : 30 Jan 2025  16:10
  Operator  : SY/MD
  Sample    : Q1189-19
  Misc      : 8.75g/10mL/MSVOA_W/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 0 % 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_W\Method\SFAMWLM011025SMA.M
  Title     : SFAM01.0
 
 77  13.044  1825 1830 1834 rBV4    6944     12476   0.57%   0.067%
 78  13.093  1834 1838 1844 rBV3   16892     27536   1.25%   0.147%
 79  13.269  1863 1867 1877 rVB3   12438     26190   1.19%   0.140%
 80  13.391  1881 1887 1900 rBV    50523     89587   4.06%   0.478%
 
 81  13.550  1906 1913 1920 rBV   721967   1206678  54.75%   6.442%
 82  13.617  1920 1924 1926 rVV4    3905      5789   0.26%   0.031%
 83  13.848  1955 1962 1977 rVB   514597    861855  39.10%   4.601%
 84  14.019  1986 1990 1991 rBV4    2631      3251   0.15%   0.017%
 85  14.062  1992 1997 2014 rVB2   55145    110099   5.00%   0.588%
 
 86  14.318  2033 2039 2048 rBV    33602     59893   2.72%   0.320%
 87  14.476  2062 2065 2066 rBV3     940       897   0.04%   0.005%
 88  14.519  2067 2072 2081 rVB6    5749     11641   0.53%   0.062%
 89  14.617  2083 2088 2092 rBV3    4722      8974   0.41%   0.048%
 90  14.860  2126 2128 2129 rBV2    1179      1062   0.05%   0.006%
 
 91  14.946  2136 2142 2148 rBV4   14293     28971   1.31%   0.155%
 92  15.129  2169 2172 2175 rBV5    2105      2360   0.11%   0.013%
 93  15.171  2175 2179 2187 rBV9    5314     11598   0.53%   0.062%
 94  15.354  2205 2209 2212 rBV3    4130      6959   0.32%   0.037%
 95  15.476  2223 2229 2234 rBV    13347     25305   1.15%   0.135%
 
 96  15.787  2276 2280 2284 rVB6    3416      5142   0.23%   0.027%
 97  15.842  2284 2289 2294 rBV7    4641     10579   0.48%   0.056%
 98  15.952  2300 2307 2313 rBV7    4772     11498   0.52%   0.061%
 99  16.129  2334 2336 2337 rBV2     959       661   0.03%   0.004%
100  16.738  2432 2436 2438 rBV5     881      1238   0.06%   0.007%
 
 
 
                        Sum of corrected areas:    18732807
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                                           LSC Report - Integrated Chromatogram

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW013025\
  Data File : VW031659.D                                          
  Acq On    : 30 Jan 2025  16:10
  Operator  : SY/MD
  Sample    : Q1189-19
  Misc      : 8.75g/10mL/MSVOA_W/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM011025SMA.M
  Quant Title  : SFAM01.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P
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Abundance TIC: VW031659.D\data.ms
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Abundance TIC: VW031659.D\data.ms
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW013025\
  Data File : VW031659.D                                          
  Acq On    : 30 Jan 2025  16:10
  Operator  : SY/MD
  Sample    : Q1189-19
  Misc      : 8.75g/10mL/MSVOA_W/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM011025SMA.M
  Quant Title  : SFAM01.0

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

*********************************************************************
Peak Number  2  Butanal                         Concentration Rank  8

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.892    2.01 ug/L       151865   1,4-Difluorobenzene         8.837

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butanal                              72 C4H8O          000123-72-8 94
 2 Butanal                              72 C4H8O          000123-72-8 91
 3 Butanal                              72 C4H8O          000123-72-8 74
 4 Butanal                              72 C4H8O          000123-72-8 72
 5 Propane                              44 C3H8           000074-98-6 47

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
0

5000

m/z-->

Abundance Scan 821 (6.892 min): VW031659.D\data.ms (-811) (-)
43.0

72.1

57.0

49.936.1

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
0

5000

m/z-->

Abundance #739: Butanal
44.0

72.0
29.0

57.0

37.015.0

5000

m/z-->

Abundance #737: Butanal
27.0 44.0

72.0

m/z-->

Abundance #738: Butanal

6.60 6.80 7.00 7.20

m/z  43.00  100.00%

6.60 6.80 7.00 7.20

m/z  44.00   96.60%

6.60 6.80 7.00 7.20

m/z  41.10   80.39%

m/z  72.10   77.55%

m/z  39.00   47.85%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW013025\
  Data File : VW031659.D                                          
  Acq On    : 30 Jan 2025  16:10
  Operator  : SY/MD
  Sample    : Q1189-19
  Misc      : 8.75g/10mL/MSVOA_W/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM011025SMA.M
  Quant Title  : SFAM01.0

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

*********************************************************************
Peak Number  3  Pentanal                        Concentration Rank  3

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.404    4.10 ug/L       309104   1,4-Difluorobenzene         8.837

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentanal                             86 C5H10O         000110-62-3 91
 2 Pentanal                             86 C5H10O         000110-62-3 64
 3 Pentanal                             86 C5H10O         000110-62-3 52
 4 Pentanal                             86 C5H10O         000110-62-3 47
 5 Butanal, 3-methyl-                   86 C5H10O         000590-86-3 38

10 20 30 40 50 60 70 80 90
0

5000

m/z-->

Abundance Scan 1233 (9.404 min): VW031659.D\data.ms (-1226) (-)
44.0

58.0

71.1 86.136.1

10 20 30 40 50 60 70 80 90
0

5000

m/z-->

Abundance #1916: Pentanal
44.0

29.0

58.0

71.0 86.0

5000

m/z-->

Abundance #1914: Pentanal
44.0

m/z-->

Abundance #1917: Pentanal

9.00 9.20 9.40 9.60 9.80

m/z  44.00  100.00%

9.00 9.20 9.40 9.60 9.80

m/z  41.00   45.08%

9.00 9.20 9.40 9.60 9.80

m/z  58.00   39.88%

m/z  57.00   31.24%

m/z  43.00   24.23%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW013025\
  Data File : VW031659.D                                          
  Acq On    : 30 Jan 2025  16:10
  Operator  : SY/MD
  Sample    : Q1189-19
  Misc      : 8.75g/10mL/MSVOA_W/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM011025SMA.M
  Quant Title  : SFAM01.0

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

*********************************************************************
Peak Number  5  Hexanal                         Concentration Rank  1

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.069   16.34 ug/L      1234080   Chlorobenzene-d5           11.629

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanal                             100 C6H12O         000066-25-1 91
 2 Hexanal                             100 C6H12O         000066-25-1 90
 3 Hexanal                             100 C6H12O         000066-25-1 90
 4 Hexanal                             100 C6H12O         000066-25-1 72
 5 Hexanal                             100 C6H12O         000066-25-1 64

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 1506 (11.068 min): VW031659.D\data.ms (-1497) (-
44.0 56.0

72.0

83.1 100.1

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #4244: Hexanal
44.0

56.0

27.0

72.0

15.0 83.0 100.0

5000

m/z-->

Abundance #4248: Hexanal
44.0

56.0

27.0

m/z-->

Abundance #4249: Hexanal

11.00

m/z  44.00  100.00%

11.00

m/z  56.05   90.75%

11.00

m/z  40.95   82.91%

m/z  57.00   62.58%

m/z  43.05   60.73%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW013025\
  Data File : VW031659.D                                          
  Acq On    : 30 Jan 2025  16:10
  Operator  : SY/MD
  Sample    : Q1189-19
  Misc      : 8.75g/10mL/MSVOA_W/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM011025SMA.M
  Quant Title  : SFAM01.0

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

*********************************************************************
Peak Number  6  Heptanal                        Concentration Rank  5

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.337    2.49 ug/L       187792   Chlorobenzene-d5           11.629

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptanal                            114 C7H14O         000111-71-7 97
 2 Heptanal                            114 C7H14O         000111-71-7 95
 3 Heptanal                            114 C7H14O         000111-71-7 80
 4 Heptanal                            114 C7H14O         000111-71-7 38
 5 Heptanal                            114 C7H14O         000111-71-7 38

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

5000

m/z-->

Abundance Scan 1714 (12.337 min): VW031659.D\data.ms (-1707) (-
70.044.0

57.0

86.0

114.2

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

5000

m/z-->

Abundance #8412: Heptanal
70.041.0

55.0

27.0
86.0

114.099.014.0

5000

m/z-->

Abundance #8416: Heptanal
44.0 70.0

m/z-->

Abundance #8415: Heptanal

12.00 12.50

m/z  70.05  100.00%

12.00 12.50

m/z  43.95   91.02%

12.00 12.50

m/z  41.05   85.97%

m/z  42.95   80.55%

m/z  55.00   67.50%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW013025\
  Data File : VW031659.D                                          
  Acq On    : 30 Jan 2025  16:10
  Operator  : SY/MD
  Sample    : Q1189-19
  Misc      : 8.75g/10mL/MSVOA_W/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM011025SMA.M
  Quant Title  : SFAM01.0

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

*********************************************************************
Peak Number  8  Octanal                         Concentration Rank  9

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.391    1.86 ug/L        89587   1,4-Dichlorobenzene-d4     13.556

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octanal                             128 C8H16O         000124-13-0 91
 2 Octanal                             128 C8H16O         000124-13-0 91
 3 Octanal                             128 C8H16O         000124-13-0 91
 4 Octanal                             128 C8H16O         000124-13-0 90
 5 2-Propanone, dimethylhydrazone      100 C5H12N2        013483-31-3 50
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                                      Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW013025\
  Data File : VW031659.D                                          
  Acq On    : 30 Jan 2025  16:10
  Operator  : SY/MD
  Sample    : Q1189-19
  Misc      : 8.75g/10mL/MSVOA_W/SOIL/A
  ALS Vial  : 1   Sample Multiplier: 1
 
  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM011025SMA.M
  Quant Title  : SFAM01.0
 
  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Butanal              6.892     2.0  ug/L   151865   1   8.837 1884650  25.0
Pentanal             9.404     4.1  ug/L   309104   1   8.837 1884650  25.0
Hexanal             11.069    16.3  ug/L  1234080   2  11.629 1888340  25.0
Heptanal            12.337     2.5  ug/L   187792   2  11.629 1888340  25.0
Octanal             13.391     1.9  ug/L    89587   3  13.556 1206680  25.0
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