
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
  Data File : BM007830.D                                          
  Acq On    : 11 Nov 2016  17:49
  Operator  : UM/SJ
  Sample    : H5612-06
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 1 % 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:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Title     : SVOA CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   4.904   389  394  404 rBV    56186     93986   1.91%   0.203%
  2   6.916   731  736  750 rVB   176154    311323   6.33%   0.674%
  3   7.081   757  764  776 rBV   621224    995214  20.23%   2.155%
  4   7.275   789  797  811 rBV   702894   1161863  23.61%   2.515%
  5   7.739   867  876  881 rBV   663969   1083381  22.02%   2.345%
 
  6   7.798   881  886  898 rVB   392612    615127  12.50%   1.332%
  7   8.445   990  996 1007 rBV   513214    856216  17.40%   1.854%
  8   8.828  1054 1061 1067 rBV   322124    530477  10.78%   1.148%
  9   8.892  1067 1072 1081 rVB   762544   1315310  26.73%   2.848%
 10   9.016  1088 1093 1099 rBV    42556     73090   1.49%   0.158%
 
 11   9.610  1186 1194 1204 rBV   641400   1108175  22.52%   2.399%
 12  10.145  1278 1285 1298 rBV   849337   1627490  33.08%   3.523%
 13  10.439  1329 1335 1341 rBV3   48388     94129   1.91%   0.204%
 14  10.516  1341 1348 1354 rVV   843849   1459816  29.67%   3.160%
 15  10.569  1354 1357 1365 rVB2   55520    100389   2.04%   0.217%
 
 16  11.322  1481 1485 1495 rBV2   28692     60107   1.22%   0.130%
 17  12.645  1703 1710 1718 rBV2   27571     53630   1.09%   0.116%
 18  13.263  1807 1815 1817 rBV   132833    196697   4.00%   0.426%
 19  13.304  1817 1822 1836 rVB   580989   1024574  20.82%   2.218%
 20  13.786  1895 1904 1918 rBV  1790053   2441655  49.62%   5.286%
 
 21  14.063  1942 1951 1961 rBV  1911000   2851356  57.95%   6.173%
 22  14.374  1997 2004 2010 rBV  1233096   1816952  36.93%   3.934%
 23  14.439  2010 2015 2024 rVB4   28323     50776   1.03%   0.110%
 24  14.615  2039 2045 2062 rBV4   55983    191682   3.90%   0.415%
 25  15.368  2166 2173 2181 rBV  2484347   3618220  73.54%   7.833%
 
 26  15.504  2190 2196 2210 rBV   597045    941209  19.13%   2.038%
 27  17.121  2465 2471 2479 rBV  1496088   2082739  42.33%   4.509%
 28  17.221  2482 2488 2501 rVV2 2664775   3865832  78.57%   8.369%
 29  17.786  2577 2584 2589 rBV   401105    499063  10.14%   1.080%
 30  19.521  2872 2879 2885 rBV  3273536   4601756  93.52%   9.963%
 
 31  21.309  3178 3183 3190 rBV  2038170   2768915  56.27%   5.995%
 32  23.421  3535 3542 3553 rVB2 2568495   4920360 100.00%  10.652%
 33  23.562  3560 3566 3577 rVB  1421508   2778541  56.47%   6.015%
 

SOM02.2-EPA-BM102016.M Mon Nov 14 12:26:49 2016                                       Page: 1

Instrument :
BNA_M
ClientSampleId :
F2H06

Instrument :
BNA_M
ClientSampleId :
F2H06

Instrument :
BNA_M
ClientSampleId :
F2H06

Instrument :
BNA_M
ClientSampleId :
F2H06



                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
  Data File : BM007830.D                                          
  Acq On    : 11 Nov 2016  17:49
  Operator  : UM/SJ
  Sample    : H5612-06
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 1 % 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:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Title     : SVOA CALIBRATION
 
 
                        Sum of corrected areas:    46190050
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
  Data File : BM007830.D                                          
  Acq On    : 11 Nov 2016  17:49
  Operator  : UM/SJ
  Sample    : H5612-06
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

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

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
  Data File : BM007830.D                                          
  Acq On    : 11 Nov 2016  17:49
  Operator  : UM/SJ
  Sample    : H5612-06
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.80   11.36 ng/ul      615127   1,4-Dichlorobenzene-d4      7.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 78
 2 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 74
 3 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 74
 4 1-Butoxy-2-ethylhexane              186 C12H26O        062625-25-6 72
 5 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 64
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5000

m/z-->

Abundance Scan 886 (7.798 min): BM007830.D (-881) (-)
57

41

70 83
98 11250
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5000

m/z-->

Abundance #13670: 1-Hexanol, 2-ethyl-
57

43
70 8329

98 11218 50
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5000

m/z-->

Abundance #13667: 1-Hexanol, 2-ethyl-
57

41
70 83

29 98 112
130
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5000

m/z-->

Abundance #13669: 1-Hexanol, 2-ethyl-
57

41

70 83
29

98 1125015

7.40 7.60 7.80 8.00 8.20

m/z  57.05  100.00%

7.40 7.60 7.80 8.00 8.20

m/z  41.10   38.50%

7.40 7.60 7.80 8.00 8.20

m/z  43.10   27.83%

7.40 7.60 7.80 8.00 8.20

m/z  55.10   27.04%

7.40 7.60 7.80 8.00 8.20

m/z  70.10   21.95%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
  Data File : BM007830.D                                          
  Acq On    : 11 Nov 2016  17:49
  Operator  : UM/SJ
  Sample    : H5612-06
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  2  Phenol, 2-methoxy-              Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.83    9.79 ng/ul      530477   1,4-Dichlorobenzene-d4      7.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 2-methoxy-                  124 C7H8O2         000090-05-1 95
 2 Phenol, 2-methoxy-                  124 C7H8O2         000090-05-1 94
 3 Mequinol                            124 C7H8O2         000150-76-5 91
 4 Phenol, 2-methoxy-                  124 C7H8O2         000090-05-1 90
 5 Ethanone, 1-(1-cyclohexen-1-yl)-    124 C8H12O         000932-66-1 86
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5000

m/z-->

Abundance Scan 1061 (8.828 min): BM007830.D (-1054) (-)
10981
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5000

m/z-->

Abundance #10417: Phenol, 2-methoxy-
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39 6527 9515
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m/z-->

Abundance #10418: Phenol, 2-methoxy-
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81 124

5327 39
65 95
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m/z-->

Abundance #10407: Mequinol
109 124

81

53

39 6527 9515

8.40 8.60 8.80 9.00 9.20

m/z 109.10  100.00%

8.40 8.60 8.80 9.00 9.20

m/z  81.10   90.30%

8.40 8.60 8.80 9.00 9.20

m/z 124.10   78.10%

8.40 8.60 8.80 9.00 9.20

m/z  53.10   23.79%

8.40 8.60 8.80 9.00 9.20

m/z  52.10   13.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
  Data File : BM007830.D                                          
  Acq On    : 11 Nov 2016  17:49
  Operator  : UM/SJ
  Sample    : H5612-06
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  3  2,4,7,9-Tetramethyl-5-decyn...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.26    2.17 ng/ul      196697   Acenaphthene-d10           14.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H26O2       000126-86-3 91
 2 (-)-10-Camphorsulfonyl chloride     250 C10H15ClO3S    039262-22-1 64
 3 Metacetamol                         151 C8H9NO2        000621-42-1 58
 4 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H18O2       055759-91-6 53
 5 Pyridine, 2-butyl-, 1-oxide         151 C9H13NO        031396-32-4 53

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

5000

m/z-->

Abundance Scan 1815 (13.263 min): BM007830.D (-1807) (-)
43 109

151

57 85
123 16971 137 207

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

5000

m/z-->

Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
10943
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69 85
16912329 1375615 192 211
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5000

m/z-->

Abundance #101700: (-)-10-Camphorsulfonyl chloride
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27 54 186167137 215 250
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5000

m/z-->

Abundance #24779: Metacetamol
109

151

43
80

6527 1221359414

13.00 13.20 13.40 13.60

m/z  43.10  100.00%

13.00 13.20 13.40 13.60

m/z 109.10   86.61%

13.00 13.20 13.40 13.60

m/z 151.20   55.43%

13.00 13.20 13.40 13.60

m/z  41.10   23.92%

13.00 13.20 13.40 13.60

m/z  57.10   16.29%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
  Data File : BM007830.D                                          
  Acq On    : 11 Nov 2016  17:49
  Operator  : UM/SJ
  Sample    : H5612-06
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  4  Vanillin                        Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.30   11.28 ng/ul     1024570   Acenaphthene-d10           14.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Vanillin                            152 C8H8O3         000121-33-5 96
 2 Vanillin                            152 C8H8O3         000121-33-5 96
 3 Vanillin                            152 C8H8O3         000121-33-5 95
 4 Benzaldehyde, 3-hydroxy-4-methoxy-  152 C8H8O3         000621-59-0 93
 5 Vanillin                            152 C8H8O3         000121-33-5 91

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1821 (13.298 min): BM007830.D (-1817) (-)
152

81

12353 1096539 13792 207

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #25797: Vanillin
152

81
109 12351 653927 1379515

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #25794: Vanillin
151

81
109 12353 6539 13727 9315

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #25795: Vanillin
151

81
10953

1236539 13795

13.00 13.20 13.40 13.60

m/z 152.10  100.00%

13.00 13.20 13.40 13.60

m/z 151.10   97.32%

13.00 13.20 13.40 13.60

m/z  81.10   41.85%

13.00 13.20 13.40 13.60

m/z 123.10   17.77%

13.00 13.20 13.40 13.60

m/z  53.05   17.16%

SOM02.2-EPA-BM102016.M Mon Nov 14 12:26:53 2016                                       Page: 7

Instrument :
BNA_M
ClientSampleId :
F2H06

Instrument :
BNA_M
ClientSampleId :
F2H06



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
  Data File : BM007830.D                                          
  Acq On    : 11 Nov 2016  17:49
  Operator  : UM/SJ
  Sample    : H5612-06
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  5  7,9-Di-tert-butyl-1-oxaspir...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.79    4.79 ng/ul      499063   Phenanthrene-d10           17.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H24O3       082304-66-3 98
 2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H24O3       082304-66-3 98
 3 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H20O2       071596-88-8 50
 4 2,4-Diamino-6-nitroquinazoline      205 C8H7N5O2       007154-34-9 38
 5 2,5-di-tert-Butyl-1,4-benzoquinone  220 C14H20O2       002460-77-7 25

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

5000

m/z-->

Abundance Scan 2585 (17.792 min): BM007830.D (-2577) (-)
205

57

175189
22041

9177 161 261109 135 233
122 276

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

5000

m/z-->

Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57

205

175
189 22091 10977 135 161 261233 276122

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

5000

m/z-->

Abundance #124431: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57

41

205
17591 22018977 109 135 161 261233 276122 248

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

5000

m/z-->

Abundance #77432: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4H...
20543

177
163 220

121 14991 1351057729 57 191

17.40 17.60 17.80 18.00 18.20

m/z 205.10  100.00%

17.40 17.60 17.80 18.00 18.20

m/z  57.10   73.02%

17.40 17.60 17.80 18.00 18.20

m/z 217.10   57.69%

17.40 17.60 17.80 18.00 18.20

m/z 175.20   50.32%

17.40 17.60 17.80 18.00 18.20

m/z 189.10   44.59%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM111116\
  Data File : BM007830.D                                          
  Acq On    : 11 Nov 2016  17:49
  Operator  : UM/SJ
  Sample    : H5612-06
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION
 
  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-Hexanol, 2-ethyl-    7.80    11.4 ng/ul   615127  1   7.74 1083380  20.0
Phenol, 2-methoxy-     8.83     9.8 ng/ul   530477  1   7.74 1083380  20.0
2,4,7,9-Tetrameth...  13.26     2.2 ng/ul   196697  3  14.37 1816950  20.0
Vanillin              13.30    11.3 ng/ul  1024570  3  14.37 1816950  20.0
7,9-Di-tert-butyl...  17.79     4.8 ng/ul   499063  4  17.12 2082740  20.0
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