
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021320\
  Data File : VU036769.D                                          
  Acq On    : 13 Feb 2020  14:04
  Operator  : JC/MD
  Sample    : L1487-17DL 4X
  Misc      : 25.0mL/MSVOA_U/WATER
  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: 0.1                            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\SOMUTR021220WMA.M
  Title     : TRACE VOA SOM01.0 
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1  12.111  3335 3350 3368 rBV  4938118   7612089   7.64%   5.046%
  2  12.330  3403 3418 3433 rBV  7394861  11284261  11.33%   7.481%
  3  13.053  3631 3643 3653 rBV   861980   1556725   1.56%   1.032%
  4  14.140  3955 3981 3996 rBV2 50487496  99610563 100.00%  66.035%
  5  14.246  4002 4014 4030 rBV  1456993   2303124   2.31%   1.527%
 
  6  15.269  4320 4332 4356 rVB  9596468  15448315  15.51%  10.241%
  7  15.458  4378 4391 4416 rVB  4896288   7943850   7.97%   5.266%
  8  16.008  4538 4562 4574 rBV   638176   1057437   1.06%   0.701%
  9  17.163  4905 4921 4942 rBV  2353173   4029170   4.04%   2.671%
 
 
                        Sum of corrected areas:   150845534
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021320\
  Data File : VU036769.D                                          
  Acq On    : 13 Feb 2020  14:04
  Operator  : JC/MD
  Sample    : L1487-17DL 4X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA.M
  Quant Title  : TRACE VOA SOM01.0

  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\VU021320\
  Data File : VU036769.D                                          
  Acq On    : 13 Feb 2020  14:04
  Operator  : JC/MD
  Sample    : L1487-17DL 4X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  1  Indane                          Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.11    5.00 ug/L      7612090   1,4-Dichlorobenzene-d4     11.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indane                              118 C9H10          000496-11-7 94
 2 Indane                              118 C9H10          000496-11-7 92
 3 Indane                              118 C9H10          000496-11-7 90
 4 Indane                              118 C9H10          000496-11-7 87
 5 Deltacyclene                        118 C9H10          007785-10-6 74

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 3350 (12.111 min): VU036769.D (-3335) (-)
117

91
6339 51 10377 110 13484

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #8951: Indane
117

916339 51 103772715 110

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #8949: Indane
117

9139 5851 6527 1037713 84 110

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #8950: Indane
117

9139 6327 51 1037715 1108470

11.80 12.00 12.20 12.40

m/z 117.10  100.00%

11.80 12.00 12.20 12.40

m/z 118.10   54.45%

11.80 12.00 12.20 12.40

m/z 115.10   32.75%

11.80 12.00 12.20 12.40

m/z  91.10   15.54%

11.80 12.00 12.20 12.40

m/z  63.00    8.82%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021320\
  Data File : VU036769.D                                          
  Acq On    : 13 Feb 2020  14:04
  Operator  : JC/MD
  Sample    : L1487-17DL 4X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  2  Indene                          Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.33    7.41 ug/L     11284300   1,4-Dichlorobenzene-d4     11.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indene                              116 C9H8           000095-13-6 96
 2 Indene                              116 C9H8           000095-13-6 95
 3 Indene                              116 C9H8           000095-13-6 95
 4 Benzene, 1-propynyl-                116 C9H8           000673-32-5 91
 5 3-Methylphenylacetylene             116 C9H8           000766-82-5 91
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021320\
  Data File : VU036769.D                                          
  Acq On    : 13 Feb 2020  14:04
  Operator  : JC/MD
  Sample    : L1487-17DL 4X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  3  Benzofuran, 7-methyl-           Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.05    1.02 ug/L      1556730   1,4-Dichlorobenzene-d4     11.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzofuran, 7-methyl-               132 C9H8O          017059-52-8 93
 2 Benzofuran, 2-methyl-               132 C9H8O          004265-25-2 91
 3 Benzofuran, 2-methyl-               132 C9H8O          004265-25-2 90
 4 2-Propenal, 3-phenyl-               132 C9H8O          000104-55-2 90
 5 2-Propenal, 3-phenyl-               132 C9H8O          000104-55-2 90
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021320\
  Data File : VU036769.D                                          
  Acq On    : 13 Feb 2020  14:04
  Operator  : JC/MD
  Sample    : L1487-17DL 4X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  4  Azulene                         Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.14   65.43 ug/L     99610600   1,4-Dichlorobenzene-d4     11.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Azulene                             128 C10H8          000275-51-4 93
 2 Naphthalene                         128 C10H8          000091-20-3 93
 3 4-Phenylbut-3-ene-1-yne             128 C10H8          1000222-12-0 87
 4 Naphthalene                         128 C10H8          000091-20-3 86
 5 Azulene                             128 C10H8          000275-51-4 81
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021320\
  Data File : VU036769.D                                          
  Acq On    : 13 Feb 2020  14:04
  Operator  : JC/MD
  Sample    : L1487-17DL 4X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  5  Benzo[b]thiophene               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.25    1.51 ug/L      2303120   1,4-Dichlorobenzene-d4     11.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[b]thiophene                   134 C8H6S          000095-15-8 97
 2 Benzo[c]thiophene                   134 C8H6S          000270-82-6 95
 3 Benzo[b]thiophene                   134 C8H6S          000095-15-8 95
 4 Benzo[b]thiophene                   134 C8H6S          000095-15-8 95
 5 Cyclopenta[c]thiapyran              134 C8H6S          000270-63-3 94

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance Scan 4015 (14.249 min): VU036769.D (-4002) (-)
134

8963 10845 7437 54 98 119 144

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #15271: Benzo[b]thiophene
134

8963 10845 7437 54 9827 11713

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #15269: Benzo[c]thiophene
134

89
63 10845 7454

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #15268: Benzo[b]thiophene
134

8967 10845 755837 11727 98

14.00 14.20 14.40 14.60

m/z 134.05  100.00%

14.00 14.20 14.40 14.60

m/z  89.05   12.73%

14.00 14.20 14.40 14.60

m/z 135.10    9.35%

14.00 14.20 14.40 14.60

m/z  90.05    9.28%

14.00 14.20 14.40 14.60

m/z  63.00    7.88%

SOMUTR021220WMA.M Fri Feb 14 15:07:11 2020                                            Page: 7

Instrument :
MSVOA_U
ClientSampleId :
DBCW6DL

Instrument :
MSVOA_U
ClientSampleId :
DBCW6DL



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021320\
  Data File : VU036769.D                                          
  Acq On    : 13 Feb 2020  14:04
  Operator  : JC/MD
  Sample    : L1487-17DL 4X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  6  Naphthalene, 1-methyl-          Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.27   10.15 ug/L     15448300   1,4-Dichlorobenzene-d4     11.83

 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 Naphthalene, 2-methyl-              142 C11H10         000091-57-6 96
 4 Naphthalene, 2-methyl-              142 C11H10         000091-57-6 94
 5 Naphthalene, 1-methyl-              142 C11H10         000090-12-0 93
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Abundance #19233: Naphthalene, 2-methyl-
142

115

63 8951 7439 12610227

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19232: Naphthalene, 1-methyl-
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021320\
  Data File : VU036769.D                                          
  Acq On    : 13 Feb 2020  14:04
  Operator  : JC/MD
  Sample    : L1487-17DL 4X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA.M
  Quant Title  : TRACE VOA SOM01.0
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Indane                12.11     5.0 ug/L  7612090  3  11.83 7612090   5.0
Indene                12.33     7.4 ug/L 11284300  3  11.83 7612090   5.0
Benzofuran, 7-met...  13.05     1.0 ug/L  1556730  3  11.83 7612090   5.0
Azulene               14.14    65.4 ug/L 99610600  3  11.83 7612090   5.0
Benzo[b]thiophene     14.25     1.5 ug/L  2303120  3  11.83 7612090   5.0
Naphthalene, 1-me...  15.27    10.2 ug/L 15448300  3  11.83 7612090   5.0
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