
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028589.D                                          
  Acq On    : 11 Dec 2018  07:17
  Operator  : MD/SY
  Sample    : J6305-01
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 46   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_U\METHOD\82U120618W.M
  Title     : SW846 8260
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   1.276    22   32   45 rBV   558067    573189  13.24%   2.215%
  2   1.752   170  180  193 rVB    71249     97437   2.25%   0.376%
  3   2.083   274  283  294 rVB   255483    375743   8.68%   1.452%
  4   2.321   341  357  370 rBV   156275    262623   6.07%   1.015%
  5   2.791   495  503  535 rVB2   64199    159606   3.69%   0.617%
 
  6   2.997   555  567  582 rVB2   22910     48976   1.13%   0.189%
  7   4.093   893  908  927 rVB3   40709    108468   2.51%   0.419%
  8   4.260   948  960  995 rVB    78045    198701   4.59%   0.768%
  9   4.566  1042 1055 1066 rBV3   20496     48932   1.13%   0.189%
 10   4.640  1067 1078 1099 rVB2   44797    108362   2.50%   0.419%
 
 11   4.881  1138 1153 1169 rVB2   74103    164684   3.80%   0.636%
 12   4.984  1169 1185 1204 rBV2  159836    381201   8.80%   1.473%
 13   5.308  1273 1286 1298 rVV    89229    187307   4.33%   0.724%
 14   5.389  1298 1311 1327 rVB   236872    494200  11.42%   1.910%
 15   5.784  1419 1434 1446 rBV2   24545     54669   1.26%   0.211%
 
 16   5.887  1453 1466 1478 rBV   189863    368478   8.51%   1.424%
 17   6.418  1611 1631 1647 rBV4   79419    177355   4.10%   0.685%
 18   6.823  1735 1757 1774 rVB4   16410     44983   1.04%   0.174%
 19   7.459  1935 1955 1968 rBV    85805    176531   4.08%   0.682%
 20   7.565  1968 1988 1998 rBV   313493    564958  13.05%   2.183%
 
 21   7.636  1998 2010 2024 rVV  1758779   2937600  67.85%  11.351%
 22   7.906  2083 2094 2120 rVB2   86146    158074   3.65%   0.611%
 23   8.575  2286 2302 2319 rBV    45725     84737   1.96%   0.327%
 24   9.086  2451 2461 2481 rBV   268594    448028  10.35%   1.731%
 25   9.247  2499 2511 2528 rBV   656678   1068775  24.69%   4.130%
 
 26   9.372  2538 2550 2569 rVB  2685631   4329385 100.00%  16.728%
 27   9.601  2609 2621 2633 rBV    57626     89670   2.07%   0.346%
 28   9.781  2663 2677 2703 rBV4 1561342   2793394  64.52%  10.793%
 29   9.919  2706 2720 2730 rBV    28743     50615   1.17%   0.196%
 30  10.167  2780 2797 2809 rVB    73510    119256   2.75%   0.461%
 
 31  10.305  2829 2840 2853 rBV   213480    335580   7.75%   1.297%
 32  10.585  2916 2927 2940 rVB   166557    266026   6.14%   1.028%
 33  10.678  2940 2956 2975 rVV   865756   1843671  42.59%   7.124%
 34  10.771  2975 2985 3008 rVB   424206    669209  15.46%   2.586%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028589.D                                          
  Acq On    : 11 Dec 2018  07:17
  Operator  : MD/SY
  Sample    : J6305-01
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 46   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_U\METHOD\82U120618W.M
  Title     : SW846 8260
 
 35  10.970  3034 3047 3072 rBV2  357547    714977  16.51%   2.763%
 
 36  11.147  3087 3102 3115 rBV  1328659   2003168  46.27%   7.740%
 37  11.482  3196 3206 3221 rBV   270343    416228   9.61%   1.608%
 38  11.569  3222 3233 3260 rBV   378215    627716  14.50%   2.425%
 39  11.745  3276 3288 3289 rBV   188928    227147   5.25%   0.878%
 40  11.806  3303 3307 3316 rVB    59934     78590   1.82%   0.304%
 
 41  11.871  3317 3327 3341 rVB3  103278    201618   4.66%   0.779%
 42  11.980  3351 3361 3375 rVB    52846     83201   1.92%   0.321%
 43  12.054  3375 3384 3397 rVB    29264     48409   1.12%   0.187%
 44  12.144  3398 3412 3417 rBV    59079     96329   2.23%   0.372%
 45  12.173  3418 3421 3432 rVB    45692     57567   1.33%   0.222%
 
 46  12.247  3435 3444 3453 rBV    84885    125199   2.89%   0.484%
 47  12.353  3468 3477 3499 rVB3   39281     80636   1.86%   0.312%
 48  12.475  3502 3515 3528 rVV3   49217     96801   2.24%   0.374%
 49  12.552  3530 3539 3552 rVB2   24227     43438   1.00%   0.168%
 50  12.649  3559 3569 3576 rBV    50500     77510   1.79%   0.299%
 
 51  12.700  3576 3585 3602 rVB    83606    137082   3.17%   0.530%
 52  12.961  3658 3666 3676 rVB    40966     62236   1.44%   0.240%
 53  13.122  3694 3716 3726 rBV3   94913    168383   3.89%   0.651%
 54  13.183  3726 3735 3746 rVB2   58234     94001   2.17%   0.363%
 55  13.289  3759 3768 3787 rBV5   24785     46515   1.07%   0.180%
 
 56  13.739  3896 3908 3923 rBV   262748    425193   9.82%   1.643%
 57  14.874  4252 4261 4277 rVB    63208    103716   2.40%   0.401%
 58  15.060  4309 4319 4335 rVB2   45467     74382   1.72%   0.287%
 
 
                        Sum of corrected areas:    25880465
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028589.D                                          
  Acq On    : 11 Dec 2018  07:17
  Operator  : MD/SY
  Sample    : J6305-01
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028589.D                                          
  Acq On    : 11 Dec 2018  07:17
  Operator  : MD/SY
  Sample    : J6305-01
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  1,1-Dichloro-1-fluoroethane     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.08   49.28 ug/l       375743   Pentafluorobenzene          4.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,1-Dichloro-1-fluoroethane         116 C2H3Cl2F       001717-00-6 59
 2 Acetic acid, hydroxy-, ethyl ester  104 C4H8O3         000623-50-7 4 
 3 Ethanethiol                          62 C2H6S          000075-08-1 4 
 4 1H-Pyrrole, 1-methyl-                81 C5H7N          000096-54-8 3 
 5 Peroxide, dimethyl                   62 C2H6O2         000690-02-8 2 
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Abundance Scan 282 (2.080 min): VU028589.D (-274) (-)
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Abundance #4707: Acetic acid, hydroxy-, ethyl ester
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Abundance #332: Ethanethiol
29 62
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35
15 56

1.80 2.00 2.20 2.40

m/z  81.05  100.00%

1.80 2.00 2.20 2.40

m/z  82.95   32.64%

1.80 2.00 2.20 2.40

m/z  45.10   27.87%
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m/z  61.05   23.92%

1.80 2.00 2.20 2.40

m/z 100.95    8.91%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028589.D                                          
  Acq On    : 11 Dec 2018  07:17
  Operator  : MD/SY
  Sample    : J6305-01
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  2-Octanol                       Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.91   17.64 ug/l       158074   Chlorobenzene-d5            9.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Octanol                           130 C8H18O         000123-96-6 78
 2 2-Nonanol                           144 C9H20O         000628-99-9 78
 3 2-Pentanol, 4-methyl-               102 C6H14O         000108-11-2 78
 4 2-Hexanol                           102 C6H14O         000626-93-7 78
 5 2-Octanol, (S)-                     130 C8H18O         006169-06-8 56
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Abundance #4454: 2-Pentanol, 4-methyl-
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69
57 872715 1007835

7.60 7.80 8.00 8.20

m/z  45.10  100.00%

7.60 7.80 8.00 8.20

m/z  43.05   26.27%

7.60 7.80 8.00 8.20

m/z  69.10   22.56%

7.60 7.80 8.00 8.20

m/z  41.05   20.66%

7.60 7.80 8.00 8.20

m/z  39.10    9.89%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028589.D                                          
  Acq On    : 11 Dec 2018  07:17
  Operator  : MD/SY
  Sample    : J6305-01
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Benzene, 1-ethyl-3-methyl-      Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.68  221.47 ug/l      1843670   1,4-Dichlorobenzene-d4     11.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 95
 2 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 95
 3 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
 4 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 91
 5 Mesitylene                          120 C9H12          000108-67-8 91
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Abundance #9420: Benzene, 1,2,4-trimethyl-
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10.40 10.60 10.80 11.00

m/z 105.10  100.00%

10.40 10.60 10.80 11.00

m/z 120.15   30.52%

10.40 10.60 10.80 11.00

m/z  77.10   13.21%

10.40 10.60 10.80 11.00

m/z  91.10   12.47%

10.40 10.60 10.80 11.00

m/z 106.10    8.80%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028589.D                                          
  Acq On    : 11 Dec 2018  07:17
  Operator  : MD/SY
  Sample    : J6305-01
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Benzene, 1-ethyl-2-methyl-      Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.97   85.89 ug/l       714977   1,4-Dichlorobenzene-d4     11.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 94
 2 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91
 3 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
 4 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 91
 5 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 91
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m/z 105.10  100.00%
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m/z  77.10   13.43%

10.60 10.80 11.00 11.20

m/z  91.10   12.66%
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m/z  79.10    9.74%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028589.D                                          
  Acq On    : 11 Dec 2018  07:17
  Operator  : MD/SY
  Sample    : J6305-01
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  1-Hexanol, 2-ethyl-             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.75   27.29 ug/l       227147   1,4-Dichlorobenzene-d4     11.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 53
 2 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F5O2     1000365-51-1 43
 3 2-Ethylhexyl hydrogen maleate       228 C12H20O4       002370-71-0 42
 4 1-Isobutoxy-2-ethylhexane           186 C12H26O        1000139-90-3 40
 5 1-Pentanol, 2-ethyl-4-methyl-       130 C8H18O         000106-67-2 40
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Abundance #84046: 2-Ethylhexyl hydrogen maleate
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11.40 11.60 11.80 12.00

m/z  57.10  100.00%

11.40 11.60 11.80 12.00

m/z 117.10   52.40%

11.40 11.60 11.80 12.00

m/z  41.10   37.62%

11.40 11.60 11.80 12.00

m/z  43.05   32.46%

11.40 11.60 11.80 12.00

m/z 118.10   30.24%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028589.D                                          
  Acq On    : 11 Dec 2018  07:17
  Operator  : MD/SY
  Sample    : J6305-01
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  Benzene, 1-ethyl-2,4-dimethyl-  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.70   16.47 ug/l       137082   1,4-Dichlorobenzene-d4     11.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-2,4-dimethyl-      134 C10H14         000874-41-9 95
 2 Benzene, 1,2,4,5-tetramethyl-       134 C10H14         000095-93-2 94
 3 Benzene, 2-ethyl-1,3-dimethyl-      134 C10H14         002870-04-4 94
 4 Benzene, 1,2,3,4-tetramethyl-       134 C10H14         000488-23-3 94
 5 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 94

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 3585 (12.700 min): VU028589.D (-3576) (-)
119

134

91
7739 6551 103 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119

91 134
77

655139 1052815

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #14871: Benzene, 1,2,4,5-tetramethyl-
119

134

9139 77655127 105

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119

91 134
77

65 10539 512715

12.40 12.60 12.80 13.00

m/z 119.10  100.00%

12.40 12.60 12.80 13.00

m/z 134.15   44.29%

12.40 12.60 12.80 13.00

m/z  91.10   15.87%

12.40 12.60 12.80 13.00

m/z 120.10   10.00%

12.40 12.60 12.80 13.00

m/z 117.10    9.34%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028589.D                                          
  Acq On    : 11 Dec 2018  07:17
  Operator  : MD/SY
  Sample    : J6305-01
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  2,4-Dimethylstyrene             Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.12   20.23 ug/l       168383   1,4-Dichlorobenzene-d4     11.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,4-Dimethylstyrene                 132 C10H12         002234-20-0 95
 2 Benzene, 2-ethenyl-1,4-dimethyl-    132 C10H12         002039-89-6 95
 3 1H-Indene, 2,3-dihydro-5-methyl-    132 C10H12         000874-35-1 92
 4 Benzene, 2-ethenyl-1,3-dimethyl-    132 C10H12         002039-90-9 86
 5 1H-Indene, 2,3-dihydro-4-methyl-    132 C10H12         000824-22-6 70
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5000

m/z-->

Abundance Scan 3716 (13.122 min): VU028589.D (-3694) (-)
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Abundance #14041: 2,4-Dimethylstyrene
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Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117
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Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
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12.80 13.00 13.20 13.40
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m/z 115.10   30.37%
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m/z 134.10   23.04%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028589.D                                          
  Acq On    : 11 Dec 2018  07:17
  Operator  : MD/SY
  Sample    : J6305-01
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 46   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
1,1-Dichloro-1-fl...   2.08    49.3 ug/l   375743  1   4.98  381201  50.0
2-Octanol              7.91    17.6 ug/l   158074  3   9.09  448028  50.0
Benzene, 1-ethyl-...  10.68   221.5 ug/l  1843670  4  11.48  416228  50.0
Benzene, 1-ethyl-...  10.97    85.9 ug/l   714977  4  11.48  416228  50.0
1-Hexanol, 2-ethyl-   11.75    27.3 ug/l   227147  4  11.48  416228  50.0
Benzene, 1-ethyl-...  12.70    16.5 ug/l   137082  4  11.48  416228  50.0
2,4-Dimethylstyrene   13.12    20.2 ug/l   168383  4  11.48  416228  50.0
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