
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091818\
  Data File : VX004650.D                                          
  Acq On    : 18 Sep 2018  11:49
  Operator  : JC/MD
  Sample    : J4898-01 50X
  Misc      : 5.26g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 7   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\82X091118W.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   5.501   701  713  728 rBV2  144026    408198   6.97%   2.323%
  2   5.659   728  739  755 rVV   196934    550497   9.40%   3.133%
  3   6.068   793  806  813 rBV   139351    361544   6.18%   2.057%
  4   6.141   813  818  832 rVB2   65019    170279   2.91%   0.969%
  5   6.860   925  936  953 rBV   305392    716451  12.24%   4.077%
 
  6   8.714  1233 1240 1247 rBV   672164   1061742  18.14%   6.042%
  7   8.787  1247 1252 1265 rVB   236703    369549   6.31%   2.103%
  8  10.116  1464 1470 1479 rBV   598945    807131  13.79%   4.593%
  9  10.256  1487 1493 1502 rVB   126367    170560   2.91%   0.971%
 10  10.360  1502 1510 1516 rBV   238059    321105   5.49%   1.827%
 
 11  10.701  1561 1566 1576 rVB    90735    116432   1.99%   0.663%
 12  11.140  1632 1638 1649 rBV   620085    767846  13.12%   4.369%
 13  11.506  1693 1698 1710 rVB    50112     75215   1.29%   0.428%
 14  11.811  1743 1748 1752 rVB   108780    128489   2.20%   0.731%
 15  12.018  1776 1782 1787 rBV    86512    113734   1.94%   0.647%
 
 16  12.079  1787 1792 1799 rVV   810146    985002  16.83%   5.605%
 17  12.469  1847 1856 1862 rBV   614195    756915  12.93%   4.307%
 18  13.024  1942 1947 1951 rBV    93920    134851   2.30%   0.767%
 19  13.402  2004 2009 2014 rBV    95420    110785   1.89%   0.630%
 20  13.481  2017 2022 2027 rVB   100275    132981   2.27%   0.757%
 
 21  13.835  2073 2080 2087 rBV  4814348   5853286 100.00%  33.308%
 22  13.932  2091 2096 2102 rVB   115699    166900   2.85%   0.950%
 23  14.700  2217 2222 2232 rVB   989547   1246799  21.30%   7.095%
 24  14.840  2239 2245 2257 rVB   548573    691244  11.81%   3.933%
 25  15.273  2306 2316 2321 rBV   111793    155067   2.65%   0.882%
 
 26  15.554  2355 2362 2373 rBV   136064    235502   4.02%   1.340%
 27  15.688  2373 2384 2388 rVV   158671    277412   4.74%   1.579%
 28  15.731  2388 2391 2398 rVB   100108    145511   2.49%   0.828%
 29  15.920  2412 2422 2433 rVB2   50440    129927   2.22%   0.739%
 30  16.176  2456 2464 2472 rBV   156074    282940   4.83%   1.610%
 
 31  16.419  2496 2504 2512 rBV2   63476    129558   2.21%   0.737%
 
 
                        Sum of corrected areas:    17573452
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091818\
  Data File : VX004650.D                                          
  Acq On    : 18 Sep 2018  11:49
  Operator  : JC/MD
  Sample    : J4898-01 50X
  Misc      : 5.26g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.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_X\DATA\VX091818\
  Data File : VX004650.D                                          
  Acq On    : 18 Sep 2018  11:49
  Operator  : JC/MD
  Sample    : J4898-01 50X
  Misc      : 5.26g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  Indene                          Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.47   38.42 ug/l       756915   1,4-Dichlorobenzene-d4     12.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indene                              116 C9H8           000095-13-6 97
 2 Benzene, 1-propynyl-                116 C9H8           000673-32-5 94
 3 3-Methylphenylacetylene             116 C9H8           000766-82-5 91
 4 Benzene, 1-ethynyl-4-methyl-        116 C9H8           000766-97-2 91
 5 2-Methylphenylacetylene             116 C9H8           000766-47-2 91

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

5000

m/z-->

Abundance Scan 1856 (12.469 min): VX004650.D (-1847) (-)
115

896339 50 74 98 108 13212581

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

5000

m/z-->

Abundance #8406: Indene
116

896339 50 7427 109

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

5000

m/z-->

Abundance #8412: Benzene, 1-propynyl-
115

896339 51 7427 98 105

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

5000

m/z-->

Abundance #8415: 3-Methylphenylacetylene
115

63 8939 50 7427 10115

12.20 12.40 12.60 12.80

m/z 115.00  100.00%

12.20 12.40 12.60 12.80

m/z 116.10   94.59%

12.20 12.40 12.60 12.80

m/z  89.00   11.62%

12.20 12.40 12.60 12.80

m/z  63.00   11.14%

12.20 12.40 12.60 12.80

m/z 117.10    8.69%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091818\
  Data File : VX004650.D                                          
  Acq On    : 18 Sep 2018  11:49
  Operator  : JC/MD
  Sample    : J4898-01 50X
  Misc      : 5.26g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  3-Phenyl-2-propyn-1-ol          Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.02    6.85 ug/l       134851   1,4-Dichlorobenzene-d4     12.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Phenyl-2-propyn-1-ol              132 C9H8O          001504-58-1 93
 2 Benzofuran, 2-methyl-               132 C9H8O          004265-25-2 93
 3 Benzofuran, 7-methyl-               132 C9H8O          017059-52-8 93
 4 Cinnamaldehyde, (E)-                132 C9H8O          014371-10-9 87
 5 2-Propenal, 3-phenyl-               132 C9H8O          000104-55-2 80

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

5000

m/z-->

Abundance Scan 1946 (13.018 min): VX004650.D (-1942) (-)
131

77 11951 104
6339 91 140

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

5000

m/z-->

Abundance #14536: 3-Phenyl-2-propyn-1-ol
131

103

77
115

51 6339 8929 122

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

5000

m/z-->

Abundance #14527: Benzofuran, 2-methyl-
131

77 10351
6339 8927 11315

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

5000

m/z-->

Abundance #14530: Benzofuran, 7-methyl-
132

51
77 103

633927 89 117

12.80 13.00 13.20 13.40

m/z 131.00  100.00%

12.80 13.00 13.20 13.40

m/z 132.00   82.77%

12.80 13.00 13.20 13.40

m/z  77.00   22.93%

12.80 13.00 13.20 13.40

m/z 119.05   22.05%

12.80 13.00 13.20 13.40

m/z  51.00   19.23%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091818\
  Data File : VX004650.D                                          
  Acq On    : 18 Sep 2018  11:49
  Operator  : JC/MD
  Sample    : J4898-01 50X
  Misc      : 5.26g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  Benzo[c]thiophene               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.93    8.47 ug/l       166900   1,4-Dichlorobenzene-d4     12.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[c]thiophene                   134 C8H6S          000270-82-6 97
 2 Benzo[b]thiophene                   134 C8H6S          000095-15-8 95
 3 Cyclopenta[c]thiapyran              134 C8H6S          000270-63-3 86
 4 [1]Benzothieno[2',3':3,4]cyclobu... 246 C13H10O3S      034002-19-2 74
 5 Thiazolidin-4-one, 5-benzylideno... 287 C13H9N3OS2     351062-07-2 45

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 2096 (13.932 min): VX004650.D (-2091) (-)
134

8963 10845 74 144119 207

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #15269: Benzo[c]thiophene
134

89
63 10845 74

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #15268: Benzo[b]thiophene
134

8967 10845 775727 119

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #15272: Cyclopenta[c]thiapyran
134

89
1086345 74

13.60 13.80 14.00 14.20

m/z 134.00  100.00%

13.60 13.80 14.00 14.20

m/z  89.00   10.27%

13.60 13.80 14.00 14.20

m/z 135.00    9.25%

13.60 13.80 14.00 14.20

m/z  90.05    7.61%

13.60 13.80 14.00 14.20

m/z 136.00    5.34%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091818\
  Data File : VX004650.D                                          
  Acq On    : 18 Sep 2018  11:49
  Operator  : JC/MD
  Sample    : J4898-01 50X
  Misc      : 5.26g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  9  Naphthalene, 1,7-dimethyl-      Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.73    7.39 ug/l       145511   1,4-Dichlorobenzene-d4     12.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,7-dimethyl-          156 C12H12         000575-37-1 96
 2 Naphthalene, 1,6-dimethyl-          156 C12H12         000575-43-9 96
 3 Naphthalene, 1,5-dimethyl-          156 C12H12         000571-61-9 94
 4 Naphthalene, 2,6-dimethyl-          156 C12H12         000581-42-0 94
 5 Naphthalene, 2,7-dimethyl-          156 C12H12         000582-16-1 93

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance Scan 2391 (15.731 min): VX004650.D (-2388) (-)
156

141

115766339 172101 191 208 283

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance #28494: Naphthalene, 1,7-dimethyl-
156

141

77 11563 9130 46

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance #28501: Naphthalene, 1,6-dimethyl-
156

141

115
9828 69 8549

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance #28504: Naphthalene, 1,5-dimethyl-
156

141

77 1156339 91

15.40 15.60 15.80 16.00

m/z 156.10  100.00%

15.40 15.60 15.80 16.00

m/z 141.10   64.19%

15.40 15.60 15.80 16.00

m/z 155.10   38.82%

15.40 15.60 15.80 16.00

m/z 128.05   15.33%

15.40 15.60 15.80 16.00

m/z 157.10   14.24%

82X091118W.M Wed Sep 19 19:13:17 2018                                                 Page: 6

Instrument :
MSVOA_X
ClientSampleId :
ROLLOFF01-COMP-FILL

Instrument :
MSVOA_X
ClientSampleId :
ROLLOFF01-COMP-FILL

Instrument :
MSVOA_X
ClientSampleId :
ROLLOFF01-COMP-FILL

Instrument :
MSVOA_X
ClientSampleId :
ROLLOFF01-COMP-FILL

Instrument :
MSVOA_X
ClientSampleId :
ROLLOFF01-COMP-FILL

Instrument :
MSVOA_X
ClientSampleId :
ROLLOFF01-COMP-FILL

Instrument :
MSVOA_X
ClientSampleId :
ROLLOFF01-COMP-FILL

Instrument :
MSVOA_X
ClientSampleId :
ROLLOFF01-COMP-FILL



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091818\
  Data File : VX004650.D                                          
  Acq On    : 18 Sep 2018  11:49
  Operator  : JC/MD
  Sample    : J4898-01 50X
  Misc      : 5.26g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.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|
----------------------------------------------------------------------------
Indene                12.47    38.4 ug/l   756915  4  12.08  985002  50.0
3-Phenyl-2-propyn...  13.02     6.8 ug/l   134851  4  12.08  985002  50.0
Benzo[c]thiophene     13.93     8.5 ug/l   166900  4  12.08  985002  50.0
Naphthalene, 1,7-...  15.73     7.4 ug/l   145511  4  12.08  985002  50.0
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