
                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   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\82X100124W.M
  Title     : SW846 8260
 
  Signal     : TIC: VX043263.D\data.ms
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   1.240    22   25   39 rBV    33381     49716   9.90%   0.978%
  2   5.385   695  705  722 rBV    59322    174382  34.73%   3.431%
  3   5.544   722  731  749 rVB2   88449    258809  51.54%   5.093%
  4   5.952   789  798  812 rBV2   68303    183083  36.46%   3.603%
  5   6.757   921  930  949 rBV   153262    373337  74.35%   7.346%
 
  6   8.647  1234 1240 1257 rBV   317275    502167 100.00%   9.881%
  7  10.055  1465 1471 1487 rBV   300309    423058  84.25%   8.325%
  8  11.079  1634 1639 1652 rBV   233472    310312  61.79%   6.106%
  9  11.616  1720 1727 1733 rBV5    3248      5550   1.11%   0.109%
 10  12.018  1788 1793 1805 rBV   267417    358212  71.33%   7.049%
 
 11  12.274  1832 1835 1838 rBV2    5013      5838   1.16%   0.115%
 12  12.317  1838 1842 1848 rVB2   20847     32501   6.47%   0.640%
 13  12.421  1848 1859 1863 rBV6    5565     12497   2.49%   0.246%
 14  12.463  1863 1866 1873 rVB4    3533      5610   1.12%   0.110%
 15  12.610  1884 1890 1895 rVB    24079     31943   6.36%   0.629%
 
 16  12.725  1903 1909 1913 rBV2   19138     33771   6.73%   0.665%
 17  12.799  1917 1921 1926 rVV2   14353     29164   5.81%   0.574%
 18  12.841  1926 1928 1932 rVB2    7264      8753   1.74%   0.172%
 19  12.920  1938 1941 1945 rVB    14226     16464   3.28%   0.324%
 20  12.963  1945 1948 1950 rBV2    4503      5652   1.13%   0.111%
 
 21  13.042  1954 1961 1964 rBV2   31404     61014  12.15%   1.201%
 22  13.067  1964 1965 1968 rVV    14686     14044   2.80%   0.276%
 23  13.091  1968 1969 1973 rVB    10863      9231   1.84%   0.182%
 24  13.140  1973 1977 1983 rVB3   20363     29339   5.84%   0.577%
 25  13.207  1983 1988 1991 rBV4    7754     11111   2.21%   0.219%
 
 26  13.262  1991 1997 2000 rBV3   22429     36143   7.20%   0.711%
 27  13.298  2000 2003 2007 rVV4   12034     24037   4.79%   0.473%
 28  13.341  2007 2010 2012 rVV4   12294     16877   3.36%   0.332%
 29  13.372  2012 2015 2021 rVB3   12846     18480   3.68%   0.364%
 30  13.433  2021 2025 2032 rVB3   19009     32919   6.56%   0.648%
 
 31  13.500  2032 2036 2039 rBV4    8073     13386   2.67%   0.263%
 32  13.548  2039 2044 2046 rBV    42289     55202  10.99%   1.086%
 33  13.579  2046 2049 2055 rVV3   59607    102057  20.32%   2.008%
 34  13.640  2055 2059 2060 rVV    27566     32032   6.38%   0.630%
 35  13.664  2060 2063 2068 rVB3   36976     64533  12.85%   1.270%
 
 36  13.713  2068 2071 2074 rBV     4664      5963   1.19%   0.117%

82X100124W.M Fri Oct 04 13:08:13 2024                                                      Page: 1

Instrument :
MSVOA_X
ClientSampleId :
TRE-1768

Instrument :
MSVOA_X
ClientSampleId :
TRE-1768



                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   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\82X100124W.M
  Title     : SW846 8260
 
 37  13.750  2074 2077 2081 rVB    11707     14679   2.92%   0.289%
 38  13.792  2081 2084 2088 rBV3   14153     17943   3.57%   0.353%
 39  13.853  2088 2094 2099 rVB4   33776     64364  12.82%   1.266%
 40  13.926  2099 2106 2110 rBV2   48762     79024  15.74%   1.555%
 
 41  13.969  2110 2113 2116 rBV2   14407     17746   3.53%   0.349%
 42  14.006  2116 2119 2121 rBV     8028      7133   1.42%   0.140%
 43  14.036  2121 2124 2127 rVB2   17865     17056   3.40%   0.336%
 44  14.073  2127 2130 2134 rVB3   15452     19095   3.80%   0.376%
 45  14.164  2137 2145 2149 rBV4   14969     35571   7.08%   0.700%
 
 46  14.213  2149 2153 2158 rBV4   67263    104224  20.75%   2.051%
 47  14.323  2167 2171 2176 rBV2   44487     69645  13.87%   1.370%
 48  14.371  2176 2179 2183 rVV    87158    102586  20.43%   2.019%
 49  14.414  2183 2186 2192 rVB2   23577     37851   7.54%   0.745%
 50  14.481  2192 2197 2202 rBV2   61242    106161  21.14%   2.089%
 
 51  14.524  2202 2204 2209 rVB4    7968      9088   1.81%   0.179%
 52  14.579  2210 2213 2215 rBV3    9185     11554   2.30%   0.227%
 53  14.615  2215 2219 2225 rVV2   70863    122178  24.33%   2.404%
 54  14.670  2225 2228 2233 rVB    68239     87055  17.34%   1.713%
 55  14.725  2233 2237 2239 rBV    23690     30332   6.04%   0.597%
 
 56  14.755  2239 2242 2245 rVB    17737     17164   3.42%   0.338%
 57  14.816  2245 2252 2255 rBV2   58757     98431  19.60%   1.937%
 58  14.841  2255 2256 2261 rVB3   38213     40392   8.04%   0.795%
 59  14.902  2261 2266 2272 rBV2   46643     88748  17.67%   1.746%
 60  14.981  2277 2279 2283 rVB4   15591     21701   4.32%   0.427%
 
 61  15.048  2285 2290 2294 rVB3   19714     29222   5.82%   0.575%
 62  15.103  2295 2299 2302 rBV5   10674     13898   2.77%   0.273%
 63  15.146  2302 2306 2308 rBV4    8840     14135   2.81%   0.278%
 64  15.182  2308 2312 2319 rVV    93181    166559  33.17%   3.277%
 65  15.243  2319 2322 2325 rVV4    8168      9775   1.95%   0.192%
 
 66  15.274  2325 2327 2330 rVV3    7456      7799   1.55%   0.153%
 67  15.316  2330 2334 2339 rVB5    9467     17184   3.42%   0.338%
 68  15.371  2339 2343 2352 rVB5   18651     37840   7.54%   0.745%
 69  15.444  2352 2355 2357 rBV4    5224      6001   1.20%   0.118%
 70  15.481  2357 2361 2365 rBV3   27643     47459   9.45%   0.934%
 
 71  15.524  2365 2368 2372 rVV3   21417     31148   6.20%   0.613%
 72  15.566  2372 2375 2377 rVV4    7936      9439   1.88%   0.186%
 73  15.609  2379 2382 2386 rVB3   17365     24162   4.81%   0.475%
 74  15.755  2396 2406 2408 rBV7    9796     25759   5.13%   0.507%
 75  15.847  2416 2421 2424 rBV5   10932     20297   4.04%   0.399%
 
 76  15.999  2441 2446 2447 rBV5    3629      6432   1.28%   0.127%
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                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   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\82X100124W.M
  Title     : SW846 8260
 
 77  16.121  2462 2466 2472 rVB8    4464      9242   1.84%   0.182%
 78  16.286  2486 2493 2500 rVB8    6181     16686   3.32%   0.328%
 79  16.371  2504 2507 2512 rVB7    4550      6552   1.30%   0.129%
 80  16.511  2527 2530 2533 rBV3    4102      6447   1.28%   0.127%
 
 81  16.712  2559 2563 2569 rVB7    4365      9130   1.82%   0.180%
 
 
                        Sum of corrected areas:     5082074
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                                           LSC Report - Integrated Chromatogram

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P
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Abundance TIC: VX043263.D\data.ms

82X100124W.M Fri Oct 04 13:08:15 2024                                                      Page: 4

Instrument :
MSVOA_X
ClientSampleId :
TRE-1768



                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  Benzene, pentamethyl-           Concentration Rank  6

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.579   14.25 ug/l       102057   1,4-Dichlorobenzene-d4     12.024

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, pentamethyl-               148 C11H16         000700-12-9 58
 2 4-tert-Butyltoluene                 148 C11H16         000098-51-1 53
 3 3,4-Dimethylcumene                  148 C11H16         1000370-34-1 52
 4 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16         004132-72-3 52
 5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16         004706-90-5 52

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance Scan 2049 (13.579 min): VX043263.D\data.ms (-2046) (-
133.1

91.1 115.0
51.0 71.0 160.0

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #26355: Benzene, pentamethyl-
133.0

91.0
115.039.0 65.015.0

5000

m/z-->

Abundance #26352: 4-tert-Butyltoluene
133.0

m/z-->

Abundance #26348: 3,4-Dimethylcumene

13.50

m/z 133.05  100.00%

13.50

m/z 131.05   45.95%

13.50

m/z 148.15   25.84%

m/z  91.10   20.68%

m/z 115.00   16.04%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  2,2-Dimethylindene, 2,3-dih...  Concentration Rank 10

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.926   11.03 ug/l        79024   1,4-Dichlorobenzene-d4     12.024

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,2-Dimethylindene, 2,3-dihydro-    146 C11H14         020836-11-7 64
 2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14         001559-81-5 60
 3 2-Propenal, 3-(4-methylphenyl)-     146 C10H10O        001504-75-2 58
 4 Benzene, (1-methyl-1-butenyl)-      146 C11H14         053172-84-2 55
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 160 C12H16         078920-29-3 53

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance Scan 2106 (13.926 min): VX043263.D\data.ms (-2099) (-
131.0

91.0

39.0 148.265.0
109.1

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0

91.0

51.0

5000

m/z-->

Abundance #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0

m/z-->

Abundance #24946: 2-Propenal, 3-(4-methylphenyl)-

14.00

m/z 131.00  100.00%

14.00

m/z 117.10   42.73%

14.00

m/z 146.05   37.67%

m/z 133.05   37.28%

m/z 115.00   36.53%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  Benzene, (1,2-dimethyl-1-pr...  Concentration Rank  4

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.213   14.55 ug/l       104224   1,4-Dichlorobenzene-d4     12.024

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14         000769-57-3 93
 2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14         017057-82-8 76
 3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14         001559-81-5 76
 4 2,2-Dimethylindene, 2,3-dihydro-    146 C11H14         020836-11-7 76
 5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14         006682-71-9 76

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 2153 (14.213 min): VX043263.D\data.ms (-2149) (-
131.1

91.1
160.239.0 65.0 180.2113.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0

91.0

39.0
65.0

5000

m/z-->

Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0

m/z-->

Abundance #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-

14.00 14.50

m/z 131.05  100.00%

14.00 14.50

m/z 133.20   27.51%

14.00 14.50

m/z 146.05   27.18%

m/z 115.10   21.87%

m/z 145.05   19.00%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  (1-Methylbuta-1,3-dienyl)be...  Concentration Rank  5

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.371   14.32 ug/l       102586   1,4-Dichlorobenzene-d4     12.024

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (1-Methylbuta-1,3-dienyl)benzene    144 C11H12         054758-36-0 60
 2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16         014679-13-1 53
 3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16         001076-61-5 46
 4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16         021693-54-9 46
 5 1,4-Methanonaphthalen-9-ol, 1,2,... 160 C11H12O        001198-20-5 45

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance Scan 2179 (14.371 min): VX043263.D\data.ms (-2176) (-
145.0

115.1

91.0
51.0 70.9 174.2

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #23567: (1-Methylbuta-1,3-dienyl)benzene
129.0

39.0 77.0
102.058.0

5000

m/z-->

Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0

m/z-->

Abundance #36303: Naphthalene, 1,2,3,4-tetrahydro-6,7-dimethyl-

14.00 14.50

m/z 145.00  100.00%

14.00 14.50

m/z 131.00   72.04%

14.00 14.50

m/z 129.05   56.94%

m/z 128.05   36.65%

m/z 115.10   34.67%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
  Quant Title  : SW846 8260

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

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

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.481   14.82 ug/l       106161   1,4-Dichlorobenzene-d4     12.024

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16         014679-13-1 60
 2 Benzene, (1-methyl-1-butenyl)-      146 C11H14         053172-84-2 53
 3 Benzene, (2-methyl-1-butenyl)-      146 C11H14         056253-64-6 46
 4 Ethanone, 1-(2,3-dihydro-1H-inde... 160 C11H12O        004228-10-8 46
 5 Ethanone, 1-[4-(1-methylethenyl)... 160 C11H12O        005359-04-6 42

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2197 (14.481 min): VX043263.D\data.ms (-2192) (-
131.0

160.1
91.1

39.1 63.0
207.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0

115.0
91.039.0 65.015.0

5000

m/z-->

Abundance #25012: Benzene, (1-methyl-1-butenyl)-
131.0

m/z-->

Abundance #25013: Benzene, (2-methyl-1-butenyl)-

14.50

m/z 131.00  100.00%

14.50

m/z 145.00   83.87%

14.50

m/z 146.20   41.73%

m/z 128.00   39.44%

m/z 115.05   38.30%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  6  Benzene, 1-(1-methylethenyl...  Concentration Rank  2

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.615   17.05 ug/l       122178   1,4-Dichlorobenzene-d4     12.024

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16         004175-54-6 97
 2 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16         005557-93-7 83
 3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16         013065-07-1 70
 4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16         014679-13-1 55
 5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16         001076-61-5 55

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 2219 (14.615 min): VX043263.D\data.ms (-2215) (-
118.1 145.1

91.0
71.141.1

176.2

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0

145.0

91.0

51.028.0 71.0

5000

m/z-->

Abundance #36306: Benzene, 1-(1-methylethenyl)-2-(1-methylethyl)-
145.0

m/z-->

Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-

14.50 15.00

m/z 118.10  100.00%

14.50 15.00

m/z 145.05   84.81%

14.50 15.00

m/z 160.20   73.67%

m/z 117.10   50.45%

m/z 105.10   34.32%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  7  Naphthalene, 1,2,3,4-tetrah...  Concentration Rank  9

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.670   12.15 ug/l        87055   1,4-Dichlorobenzene-d4     12.024

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16         025419-33-4 83
 2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16         021564-91-0 80
 3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16         054340-85-1 72
 4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16         001985-59-7 72
 5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16         002613-76-5 70

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance Scan 2228 (14.670 min): VX043263.D\data.ms (-2225) (-
145.1

115.191.1
39.0 63.0 172.1

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #36293: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-
145.0

115.039.0 77.015.0 58.0 96.0

5000

m/z-->

Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0

m/z-->

Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl-

14.50 15.00

m/z 145.05  100.00%

14.50 15.00

m/z 128.05   21.87%

14.50 15.00

m/z 160.20   21.64%

m/z 115.05   15.84%

m/z 129.05   15.15%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  8  Benzene, 4-(2-butenyl)-1,2-...  Concentration Rank  7

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.816   13.74 ug/l        98431   1,4-Dichlorobenzene-d4     12.024

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16         004175-54-6 94
 2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16         054340-86-2 68
 3 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H12O        026465-81-6 62
 4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16         001129-29-9 60
 5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16         002613-76-5 55

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2252 (14.816 min): VX043263.D\data.ms (-2245) (-
145.1

118.1

91.0
51.1

207.0176.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0

145.0

91.0

51.028.0

5000

m/z-->

Abundance #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0

m/z-->

Abundance #36190: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl-

14.50 15.00

m/z 145.05  100.00%

14.50 15.00

m/z 118.05   64.04%

14.50 15.00

m/z 160.15   61.53%

m/z 131.00   50.22%

m/z 117.10   41.18%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  9  Naphthalene, 6-ethyl-1,2,3,...  Concentration Rank  8

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.902   12.39 ug/l        88748   1,4-Dichlorobenzene-d4     12.024

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 6-ethyl-1,2,3,4-tet... 160 C12H16         022531-20-0 87
 2 Naphthalene, 5-ethyl-1,2,3,4-tet... 160 C12H16         042775-75-7 68
 3 1,4-Methanonaphthalen-9-ol, 1,2,... 160 C11H12O        055255-94-2 43
 4 Benzene, (3-chloro-1-methyl-1-pr... 166 C10H11Cl       1000327-43-7 38
 5 1,2,3,4-Tetrahydro-1-naphthalene... 236 C13H20SSi      1000470-19-9 38

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2266 (14.902 min): VX043263.D\data.ms (-2261) (-
131.1

160.1

91.1

39.0 63.0 207.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #36265: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-
131.0

160.0

91.0
39.015.0 65.0

5000

m/z-->

Abundance #36264: Naphthalene, 5-ethyl-1,2,3,4-tetrahydro-
131.0

m/z-->

Abundance #36200: 1,4-Methanonaphthalen-9-ol, 1,2,3,4-tetrahydro-

14.50 15.00

m/z 131.05  100.00%

14.50 15.00

m/z 145.05   38.41%

14.50 15.00

m/z 160.05   34.06%

m/z 115.10   26.51%

m/z 117.00   23.43%
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                                              Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number 10  Benzene, 1-(2-butenyl)-2,3-...  Concentration Rank  1

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.182   23.25 ug/l       166559   1,4-Dichlorobenzene-d4     12.024

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16         004175-54-6 93
 2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16         054340-86-2 91
 3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16         014679-13-1 90
 4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16         054340-85-1 89
 5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16         002613-76-5 83

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 2312 (15.182 min): VX043263.D\data.ms (-2308) (-
145.1

115.0
91.139.0 65.0 173.2

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145.0

115.0
39.0 91.015.0 63.0

5000

m/z-->

Abundance #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0

m/z-->

Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-

15.00 15.50

m/z 145.05  100.00%

15.00 15.50

m/z 160.15   37.90%

15.00 15.50

m/z 128.05   19.51%

m/z 115.00   19.36%

m/z 129.00   19.26%
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                                      Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
  Data File : VX043263.D                                          
  Acq On    : 03 Oct 2024  15:35
  Operator  : JC/MD
  Sample    : P4275-02 
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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, pentam...  13.579    14.3  ug/l   102057   4  12.024  358212  50.0
2,2-Dimethylind...  13.926    11.0  ug/l    79024   4  12.024  358212  50.0
Benzene, (1,2-d...  14.213    14.6  ug/l   104224   4  12.024  358212  50.0
(1-Methylbuta-1...  14.371    14.3  ug/l   102586   4  12.024  358212  50.0
Benzene, 1,3,5-...  14.481    14.8  ug/l   106161   4  12.024  358212  50.0
Benzene, 1-(1-m...  14.615    17.1  ug/l   122178   4  12.024  358212  50.0
Naphthalene, 1,...  14.670    12.2  ug/l    87055   4  12.024  358212  50.0
Benzene, 4-(2-b...  14.816    13.7  ug/l    98431   4  12.024  358212  50.0
Naphthalene, 6-...  14.902    12.4  ug/l    88748   4  12.024  358212  50.0
Benzene, 1-(2-b...  15.182    23.3  ug/l   166559   4  12.024  358212  50.0
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