
                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
  Data File : VX033237.D                                          
  Acq On    : 05 Dec 2022  19:41
  Operator  : JC/MD
  Sample    : N5875-03
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 22   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_X\Method\82X112222W.M
  Title     : SW846 8260
 
  Signal     : TIC: VX033237.D\data.ms
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   1.374    37   47   50 rBV4   19932     50185   9.86%   1.210%
  2   1.752   105  109  119 rVB2   22706     34026   6.69%   0.821%
  3   1.959   139  143  150 rVB2    8048     13232   2.60%   0.319%
  4   2.069   158  161  166 rVB3    3532      5321   1.05%   0.128%
  5   2.215   181  185  191 rVB2    4186      6675   1.31%   0.161%
 
  6   2.782   271  278  282 rBV4    3212      7021   1.38%   0.169%
  7   3.111   324  332  342 rVB3   13133     30270   5.95%   0.730%
  8   4.306   519  528  542 rVB3    5533     15523   3.05%   0.374%
  9   5.025   637  646  654 rBV4    7043     22953   4.51%   0.554%
 10   5.385   694  705  716 rBV    61099    178555  35.09%   4.307%
 
 11   5.550   723  732  754 rVB2  125100    365767  71.88%   8.822%
 12   5.958   789  799  808 rBV    62119    162023  31.84%   3.908%
 13   6.037   808  812  824 rVB3    5529     14508   2.85%   0.350%
 14   6.251   841  847  858 rVB5    2092      6372   1.25%   0.154%
 15   6.763   921  931  942 rBV   186335    447891  88.02%  10.803%
 
 16   7.373  1025 1031 1038 rVB4    2317      6353   1.25%   0.153%
 17   8.647  1234 1240 1247 rBV   273773    440739  86.61%  10.630%
 18   8.720  1247 1252 1259 rVB    28678     44266   8.70%   1.068%
 19  10.055  1465 1471 1480 rBV   369393    508863 100.00%  12.274%
 20  10.195  1489 1494 1500 rVB    41413     54405  10.69%   1.312%
 
 21  10.299  1506 1511 1520 rVB    84649    117023  23.00%   2.823%
 22  10.640  1562 1567 1577 rBV    25007     35177   6.91%   0.848%
 23  10.963  1616 1620 1624 rBV     9676     11865   2.33%   0.286%
 24  11.079  1634 1639 1650 rBV   249104    321298  63.14%   7.750%
 25  11.305  1672 1676 1683 rBV2   15126     20428   4.01%   0.493%
 
 26  11.378  1683 1688 1696 rVV    24164     47780   9.39%   1.152%
 27  11.451  1696 1700 1709 rVB    13550     16869   3.32%   0.407%
 28  11.616  1722 1727 1731 rVB    14699     18761   3.69%   0.453%
 29  11.750  1745 1749 1757 rVB    46476     59255  11.64%   1.429%
 30  12.024  1788 1794 1800 rBV   394346    499842  98.23%  12.056%
 
 31  12.085  1800 1804 1811 rVB    15212     19744   3.88%   0.476%
 32  12.244  1825 1830 1838 rBV3   49414     68083  13.38%   1.642%
 33  12.317  1838 1842 1850 rVB4   13113     23386   4.60%   0.564%
 34  12.463  1862 1866 1870 rBV3    4136      5236   1.03%   0.126%
 35  12.530  1873 1877 1879 rBV     5254      6559   1.29%   0.158%
 
 36  12.616  1885 1891 1894 rBV    15290     18902   3.71%   0.456%
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                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
  Data File : VX033237.D                                          
  Acq On    : 05 Dec 2022  19:41
  Operator  : JC/MD
  Sample    : N5875-03
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 22   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_X\Method\82X112222W.M
  Title     : SW846 8260
 
 37  12.701  1900 1905 1912 rBV3   21392     32365   6.36%   0.781%
 38  12.847  1924 1929 1934 rVB2    4633      6611   1.30%   0.159%
 39  12.920  1934 1941 1945 rBV    16349     21852   4.29%   0.527%
 40  12.963  1945 1948 1954 rVB     9297     11012   2.16%   0.266%
 
 41  13.024  1954 1958 1963 rBV5    2643      5758   1.13%   0.139%
 42  13.170  1978 1982 1987 rVB     8891     10307   2.03%   0.249%
 43  13.292  1998 2002 2007 rVB2   27371     35552   6.99%   0.858%
 44  13.420  2019 2023 2029 rVB2    8677     12399   2.44%   0.299%
 45  13.579  2046 2049 2055 rVV3    6146      9580   1.88%   0.231%
 
 46  13.676  2061 2065 2070 rVB3    5800     11396   2.24%   0.275%
 47  13.774  2073 2081 2090 rBV    47839     66910  13.15%   1.614%
 48  13.853  2090 2094 2100 rVB4    3441      5296   1.04%   0.128%
 49  13.926  2100 2106 2110 rBV3    6966      9220   1.81%   0.222%
 50  14.127  2135 2139 2143 rVV2    3801      5516   1.08%   0.133%
 
 51  14.213  2147 2153 2163 rBV3    5440     12501   2.46%   0.302%
 52  14.323  2167 2171 2175 rBV3    4002      5420   1.07%   0.131%
 53  14.377  2175 2180 2185 rVB3    5706      8803   1.73%   0.212%
 54  14.481  2192 2197 2202 rBV4    4453      6040   1.19%   0.146%
 55  14.633  2218 2222 2234 rVB    36666     53994  10.61%   1.302%
 
 56  14.780  2240 2246 2255 rBV    58099     75019  14.74%   1.809%
 57  15.481  2355 2361 2364 rBV2    3415      5218   1.03%   0.126%
 58  15.615  2373 2383 2386 rBV     9349     14454   2.84%   0.349%
 59  15.652  2386 2389 2394 rVB3    5480      7566   1.49%   0.182%
 60  16.328  2493 2500 2508 rBV4    4338      8060   1.58%   0.194%
 
 
 
                        Sum of corrected areas:     4146005
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                                          LSC Report - Integrated Chromatogram

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
  Data File : VX033237.D                                          
  Acq On    : 05 Dec 2022  19:41
  Operator  : JC/MD
  Sample    : N5875-03
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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_X\Data\VX120522\
  Data File : VX033237.D                                          
  Acq On    : 05 Dec 2022  19:41
  Operator  : JC/MD
  Sample    : N5875-03
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  Sulfur dioxide                  Concentration Rank  2

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.374    6.86 ug/l        50185   Pentafluorobenzene          5.556

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfur dioxide                       64 O2S            007446-09-5 86
 2 Aminomethanesulfonic acid           111 CH5NO3S        013881-91-9 74
 3 L-Alanine, 3-sulfo-                 169 C3H7NO5S       000498-40-8 9 
 4 Ethyl Chloride                       64 C2H5Cl         000075-00-3 5 
 5 Ethene, 1,1-difluoro-                64 C2H2F2         000075-38-7 4 

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance Scan 47 (1.374 min): VX033237.D\data.ms (-37) (-)
64.0

43.0

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #415: Sulfur dioxide
64.0

32.0

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #6974: Aminomethanesulfonic acid
64.0

17.0

42.0 96.0

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #44547: L-Alanine, 3-sulfo-
64.0

44.0

16.0
93.0 143.0115.0 169.0

1.20 1.40 1.60 1.80

m/z  64.00  100.00%

1.20 1.40 1.60 1.80

m/z  43.05   60.91%

1.20 1.40 1.60 1.80

m/z  48.00   49.07%

1.20 1.40 1.60 1.80

m/z  41.10   18.18%

1.20 1.40 1.60 1.80

m/z  39.00   11.48%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
  Data File : VX033237.D                                          
  Acq On    : 05 Dec 2022  19:41
  Operator  : JC/MD
  Sample    : N5875-03
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  Benzene, 1-ethenyl-2-methyl-    Concentration Rank  3

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.244    6.81 ug/l        68083   1,4-Dichlorobenzene-d4     12.024

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethenyl-2-methyl-        118 C9H10          000611-15-4 87
 2 Indane                              118 C9H10          000496-11-7 76
 3 Benzene, 2-propenyl-                118 C9H10          000300-57-2 76
 4 Benzene, cyclopropyl-               118 C9H10          000873-49-4 70
 5 (Z)-1-Phenylpropene                 118 C9H10          000766-90-5 70

10 20 30 40 50 60 70 80 90 100110120130140
0

5000

m/z-->

Abundance Scan 1830 (12.244 min): VX033237.D\data.ms (-1825) (-)
117.1

91.1
63.039.1 134.1

10 20 30 40 50 60 70 80 90 100110120130140
0

5000

m/z-->

Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0

91.0

39.0 58.0
75.0

10 20 30 40 50 60 70 80 90 100110120130140
0

5000

m/z-->

Abundance #10181: Indane
117.0

91.0
63.039.0

15.0

10 20 30 40 50 60 70 80 90 100110120130140
0

5000

m/z-->

Abundance #10191: Benzene, 2-propenyl-
117.0

91.0

51.0
74.027.0

12.00 12.50

m/z 117.10  100.00%

12.00 12.50

m/z 118.10   51.33%

12.00 12.50

m/z 115.10   36.31%

12.00 12.50

m/z  91.10   19.30%

12.00 12.50

m/z 119.10   14.57%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
  Data File : VX033237.D                                          
  Acq On    : 05 Dec 2022  19:41
  Operator  : JC/MD
  Sample    : N5875-03
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  Naphthalene, 2-methyl-          Concentration Rank  4

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.634    5.40 ug/l        53994   1,4-Dichlorobenzene-d4     12.024

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 2-methyl-              142 C11H10         000091-57-6 97
 2 Naphthalene, 1-methyl-              142 C11H10         000090-12-0 96
 3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10         004453-90-1 94
 4 Benzocycloheptatriene               142 C11H10         000264-09-5 91
 5 1H-Indene, 1-ethylidene-            142 C11H10         002471-83-2 64

20 30 40 50 60 70 80 90 100110120130140150
0

5000

m/z-->

Abundance Scan 2222 (14.633 min): VX033237.D\data.ms (-2218) (-)
142.0

115.1

63.0 89.039.0

20 30 40 50 60 70 80 90 100110120130140150
0

5000

m/z-->

Abundance #22150: Naphthalene, 2-methyl-
142.0

115.0

71.0 89.051.0

20 30 40 50 60 70 80 90 100110120130140150
0

5000

m/z-->

Abundance #22142: Naphthalene, 1-methyl-
142.0

115.0

63.0 89.039.0

20 30 40 50 60 70 80 90 100110120130140150
0

5000

m/z-->

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0

115.0

63.039.0 89.0

14.50 15.00

m/z 142.00  100.00%

14.50 15.00

m/z 141.00   88.95%

14.50 15.00

m/z 115.10   36.09%

14.50 15.00

m/z 143.05   11.53%

14.50 15.00

m/z 139.05   11.13%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
  Data File : VX033237.D                                          
  Acq On    : 05 Dec 2022  19:41
  Operator  : JC/MD
  Sample    : N5875-03
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  Naphthalene, 1-methyl-          Concentration Rank  1

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.780    7.50 ug/l        75019   1,4-Dichlorobenzene-d4     12.024

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 2-methyl-              142 C11H10         000091-57-6 96
 2 Naphthalene, 1-methyl-              142 C11H10         000090-12-0 96
 3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10         004453-90-1 94
 4 Benzocycloheptatriene               142 C11H10         000264-09-5 94
 5 1H-Indene, 1-ethylidene-            142 C11H10         002471-83-2 64

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2246 (14.780 min): VX033237.D\data.ms (-2240) (-)
142.1

115.1

63.0 89.139.0 207.3
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0

5000

m/z-->

Abundance #22150: Naphthalene, 2-methyl-
142.0

115.0

71.050.0 92.0
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0

5000
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Abundance #22142: Naphthalene, 1-methyl-
142.0

115.0

63.0 89.039.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0

115.0

63.039.0 89.0

14.50 15.00

m/z 142.05  100.00%

14.50 15.00

m/z 141.00   92.83%

14.50 15.00

m/z 115.10   39.15%

14.50 15.00

m/z 143.05   12.18%

14.50 15.00

m/z 139.05   11.53%
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                                      Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
  Data File : VX033237.D                                          
  Acq On    : 05 Dec 2022  19:41
  Operator  : JC/MD
  Sample    : N5875-03
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1
 
  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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|
----------------------------------------------------------------------------
Sulfur dioxide       1.374     6.9  ug/l    50185   1   5.556  365767  50.0
Benzene, 1-ethe...  12.244     6.8  ug/l    68083   4  12.024  499842  50.0
Naphthalene, 2-...  14.634     5.4  ug/l    53994   4  12.024  499842  50.0
Naphthalene, 1-...  14.780     7.5  ug/l    75019   4  12.024  499842  50.0
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