
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101518\
  Data File : BF109893.D                                          
  Acq On    : 15 Oct 2018  21:41
  Operator  : JU/SJ
  Sample    : J5198-17
  Misc      :  
  ALS Vial  : 17   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   2.298    32   36   44 rVB   520054    675785  19.21%   1.753%
  2   5.210   526  531  536 rBV   121624    152592   4.34%   0.396%
  3   5.592   591  596  599 rBV  3978479   3515221  99.91%   9.120%
  4   6.592   760  766  770 rBV  3566821   3518440 100.00%   9.128%
  5   6.745   787  792  795 rBV  3949808   3516461  99.94%   9.123%
 
  6   6.975   828  831  835 rBV  1390390   1262634  35.89%   3.276%
  7   7.133   854  858  861 rBV  3317541   2707563  76.95%   7.025%
  8   7.533   922  926  930 rBV  2271452   2065800  58.71%   5.360%
  9   8.263  1046 1050 1053 rBV  1594777   1446462  41.11%   3.753%
 10   9.333  1228 1232 1235 rBV  3720005   2992478  85.05%   7.764%
 
 11   9.722  1295 1298 1302 rVB   290925    226849   6.45%   0.589%
 12  10.016  1345 1348 1352 rBV  1410816   1283121  36.47%   3.329%
 13  10.051  1352 1354 1357 rVB    51892     38719   1.10%   0.100%
 14  10.427  1411 1418 1422 rVB4   22699     41330   1.17%   0.107%
 15  10.563  1439 1441 1446 rVB    48707     43177   1.23%   0.112%
 
 16  10.804  1478 1482 1486 rBV  1950434   1687252  47.95%   4.377%
 17  11.510  1598 1602 1604 rBV  1580691   1317711  37.45%   3.419%
 18  11.533  1604 1606 1609 rVV   392156    312989   8.90%   0.812%
 19  11.580  1611 1614 1617 rVB   129387    108439   3.08%   0.281%
 20  12.015  1684 1688 1690 rBV2  226560    253783   7.21%   0.658%
 
 21  12.033  1690 1691 1695 rVB   105942     87047   2.47%   0.226%
 22  12.086  1697 1700 1703 rVB    43276     41292   1.17%   0.107%
 23  12.121  1703 1706 1709 rBV2  126291    143223   4.07%   0.372%
 24  12.304  1734 1737 1739 rBV    63364     52050   1.48%   0.135%
 25  12.557  1774 1780 1782 rBV    65943     88460   2.51%   0.230%
 
 26  12.598  1783 1787 1789 rVV4   42093     63885   1.82%   0.166%
 27  12.645  1792 1795 1799 rBV2   44070     52218   1.48%   0.135%
 28  12.721  1805 1808 1812 rBV  1073620    877140  24.93%   2.276%
 29  12.804  1820 1822 1826 rVB3   62589     73140   2.08%   0.190%
 30  12.951  1841 1847 1853 rVV   853746    978758  27.82%   2.539%
 
 31  13.004  1853 1856 1860 rVB2   39190     44709   1.27%   0.116%
 32  13.092  1867 1871 1874 rVB  3417638   2852610  81.08%   7.401%
 33  13.174  1880 1885 1888 rBV3   65091    128580   3.65%   0.334%
 34  13.280  1900 1903 1906 rVB   164175    144791   4.12%   0.376%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101518\
  Data File : BF109893.D                                          
  Acq On    : 15 Oct 2018  21:41
  Operator  : JU/SJ
  Sample    : J5198-17
  Misc      :  
  ALS Vial  : 17   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.310  1906 1908 1911 rBV    38561     41656   1.18%   0.108%
 
 36  13.345  1911 1914 1917 rBV   133579    118174   3.36%   0.307%
 37  13.380  1917 1920 1923 rBV2   95132     99663   2.83%   0.259%
 38  13.509  1939 1942 1944 rBV2   49727     55036   1.56%   0.143%
 39  13.927  2011 2013 2015 rVB    64032     43606   1.24%   0.113%
 40  13.974  2018 2021 2029 rVB4  331866    402825  11.45%   1.045%
 
 41  14.151  2046 2051 2054 rBV2 1830199   2090184  59.41%   5.423%
 42  14.174  2054 2055 2061 rVB   427407    326730   9.29%   0.848%
 43  14.257  2067 2069 2072 rBV    99868     82782   2.35%   0.215%
 44  14.604  2126 2128 2131 rVB2  138290    116755   3.32%   0.303%
 45  15.215  2229 2232 2236 rBV   288747    440329  12.51%   1.142%
 
 46  15.280  2241 2243 2249 rVB2  176372    203108   5.77%   0.527%
 47  15.603  2295 2298 2305 rVB   239770    302457   8.60%   0.785%
 48  15.674  2305 2310 2321 rVB   930701   1425770  40.52%   3.699%
 
 
                        Sum of corrected areas:    38543784
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101518\
  Data File : BF109893.D                                          
  Acq On    : 15 Oct 2018  21:41
  Operator  : JU/SJ
  Sample    : J5198-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101518\
  Data File : BF109893.D                                          
  Acq On    : 15 Oct 2018  21:41
  Operator  : JU/SJ
  Sample    : J5198-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.30   10.70 ng         675785   1,4-Dichlorobenzene-d4      6.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 3 3-Pentanol, 2,4-dimethyl-           116 C7H16O         000600-36-2 37
 4 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 23
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 22

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

5000

m/z-->

Abundance Scan 36 (2.298 min): BF109893.D (-32) (-)
73.0

43.0
55.0 87.0

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

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

43.0 55.0 87.0
29.0

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

5000

m/z-->

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0

87.0

55.041.0

29.0
112.099.0 129.0

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

5000

m/z-->

Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0

55.0
43.0

27.0
15.0 85.0 98.0 115.0

2.20 2.40 2.60

m/z  73.05  100.00%

2.20 2.40 2.60

m/z  43.00   41.28%

2.20 2.40 2.60

m/z  55.00   29.60%

2.20 2.40 2.60

m/z  87.05   26.01%

2.20 2.40 2.60

m/z  41.00   13.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101518\
  Data File : BF109893.D                                          
  Acq On    : 15 Oct 2018  21:41
  Operator  : JU/SJ
  Sample    : J5198-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.21    2.42 ng         152592   1,4-Dichlorobenzene-d4      6.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 83
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 16
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Acetone                              58 C3H6O          000067-64-1 9 

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

5000

m/z-->

Abundance Scan 531 (5.210 min): BF109893.D (-526) (-)
43.0

59.1

101.1
83.069.0

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 83.0

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

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.10   46.85%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   18.44%

4.80 5.00 5.20 5.40 5.60

m/z 101.10   17.77%

4.80 5.00 5.20 5.40 5.60

m/z  41.05    8.04%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101518\
  Data File : BF109893.D                                          
  Acq On    : 15 Oct 2018  21:41
  Operator  : JU/SJ
  Sample    : J5198-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.75                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.75   55.70 ng        3516460   1,4-Dichlorobenzene-d4      6.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

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

5000

m/z-->

Abundance Scan 793 (6.751 min): BF109893.D (-787) (-)
132.0

68.1

96.0
40.0 54.0 85.0 106.9

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

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

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z 134.00   34.36%

6.40 6.60 6.80 7.00

m/z  68.10   32.03%

6.40 6.60 6.80 7.00

m/z  66.00   20.98%

6.40 6.60 6.80 7.00

m/z  96.00   12.65%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101518\
  Data File : BF109893.D                                          
  Acq On    : 15 Oct 2018  21:41
  Operator  : JU/SJ
  Sample    : J5198-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.02    3.85 ng         253783   Phenanthrene-d10           11.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 96
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 70
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 68
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 64
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 18

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance Scan 1689 (12.021 min): BF109893.D (-1684) (-)
73.043.0

129.1

97.0 213.2
185.1157.1 256.2

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

41.0
129.0

83.0
213.0 256.0157.0 185.0

102.0

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance #72647: Tridecanoic acid
73.0

43.0

129.0

171.0
214.097.0

152.0

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance #95855: Pentadecanoic acid
73.043.0

129.0

242.0199.097.0
157.0

180.0

11.80 12.00 12.20 12.40

m/z  73.00  100.00%

11.80 12.00 12.20 12.40

m/z  60.00   92.39%

11.80 12.00 12.20 12.40

m/z  43.05   91.72%

11.80 12.00 12.20 12.40

m/z  57.10   80.17%

11.80 12.00 12.20 12.40

m/z  55.00   74.81%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101518\
  Data File : BF109893.D                                          
  Acq On    : 15 Oct 2018  21:41
  Operator  : JU/SJ
  Sample    : J5198-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  4H-Cyclopenta[def]phenanthrene  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.12    2.17 ng         143223   Phenanthrene-d10           11.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4H-Cyclopenta[def]phenanthrene      190 C15H10         000203-64-5 76
 2 6H-Cyclobuta[jk]phenanthrene        190 C15H10         083469-43-6 53
 3 Methyl diselenide                   190 C2H6Se2        007101-31-7 43
 4 2,2'-Bis(4,5-dimethylimidazole)     190 C10H14N4       069286-06-2 37
 5 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BClO3S     036155-87-0 27

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance Scan 1706 (12.121 min): BF109893.D (-1703) (-)
190.1

94.5

163.163.0 139.1110.0 210.144.9

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0

94.0

163.063.039.0 110.0 137.0

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0

94.0

163.0

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #53211: Methyl diselenide
190.0

93.0 173.0

109.0
156.029.0

77.0

11.80 12.00 12.20 12.40

m/z 190.10  100.00%

11.80 12.00 12.20 12.40

m/z 189.05   97.51%

11.80 12.00 12.20 12.40

m/z 192.10   44.66%

11.80 12.00 12.20 12.40

m/z 191.10   39.82%

11.80 12.00 12.20 12.40

m/z  94.50   28.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101518\
  Data File : BF109893.D                                          
  Acq On    : 15 Oct 2018  21:41
  Operator  : JU/SJ
  Sample    : J5198-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1-Docosene                      Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.97    3.85 ng         402825   Chrysene-d12               14.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Docosene                          308 C22H44         001599-67-3 94
 2 Cyclotetracosane                    336 C24H48         000297-03-0 94
 3 n-Tetracosanol-1                    354 C24H50O        000506-51-4 94
 4 9-Tricosene, (Z)-                   322 C23H46         027519-02-4 91
 5 1-Heneicosyl formate                340 C22H44O2       077899-03-7 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2020 (13.968 min): BF109893.D (-2018) (-)
55.0 83.1

229.1111.1

139.1 191.1 332.1301.1263.1 370.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #151538: 1-Docosene
55.0

97.0

125.027.0
153.0 308.0181.0

50 100 150 200 250 300 350
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101518\
  Data File : BF109893.D                                          
  Acq On    : 15 Oct 2018  21:41
  Operator  : JU/SJ
  Sample    : J5198-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT 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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.30    10.7 ng     675785  1   6.98 1262630  20.0
2-Pentanone, 4-hy...   5.21     2.4 ng     152592  1   6.98 1262630  20.0
unknown6.75            6.75    55.7 ng    3516460  1   6.98 1262630  20.0
n-Hexadecanoic acid   12.02     3.9 ng     253783  4  11.51 1317710  20.0
4H-Cyclopenta[def...  12.12     2.2 ng     143223  4  11.51 1317710  20.0
1-Docosene            13.97     3.9 ng     402825  5  14.15 2090180  20.0
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