
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  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:\HPCHEM1\BNA_F\METHODS\8270-BF110817.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   5.087   506  510  521 rVB   190485    255632  12.67%   1.375%
  2   5.481   572  577  580 rBV  1690888   1702637  84.36%   9.158%
  3   6.492   743  749  753 rBV  1633071   1824142  90.38%   9.812%
  4   6.628   767  772  776 rBV  1735212   1813790  89.87%   9.756%
  5   6.857   808  811  815 rVB   568359    468676  23.22%   2.521%
 
  6   7.016   834  838  841 rBV  1569909   1347910  66.78%   7.250%
  7   7.422   902  907  910 rBV  1112342   1132216  56.10%   6.090%
  8   7.504   916  921  924 rBV    31757     32389   1.60%   0.174%
  9   8.139  1025 1029 1032 rBV   752394    635851  31.50%   3.420%
 10   8.692  1120 1123 1127 rVB    26920     21340   1.06%   0.115%
 
 11   9.216  1207 1212 1215 rBV  2189195   2018311 100.00%  10.856%
 12   9.604  1275 1278 1281 rBV   227826    200773   9.95%   1.080%
 13   9.822  1311 1315 1317 rVB    58210     49059   2.43%   0.264%
 14   9.898  1323 1328 1331 rVB   871215    740596  36.69%   3.984%
 15  10.298  1392 1396 1397 rBV2   55761     51742   2.56%   0.278%
 
 16  10.321  1397 1400 1403 rVB2   78837     75969   3.76%   0.409%
 17  10.539  1430 1437 1439 rBV    25356     31047   1.54%   0.167%
 18  10.610  1443 1449 1455 rBV    96732     89512   4.43%   0.481%
 19  10.686  1458 1462 1465 rBV  1438020   1316317  65.22%   7.080%
 20  10.792  1477 1480 1485 rBV   116764    107961   5.35%   0.581%
 
 21  11.239  1553 1556 1559 rBV    79071     61543   3.05%   0.331%
 22  11.386  1577 1581 1584 rBV   896329    774937  38.40%   4.168%
 23  11.668  1625 1629 1631 rBV    51099     41117   2.04%   0.221%
 24  11.904  1665 1669 1672 rBV    93742     83200   4.12%   0.448%
 25  12.074  1695 1698 1702 rVB    34063     29562   1.46%   0.159%
 
 26  12.686  1799 1802 1808 rBV2   43843     44986   2.23%   0.242%
 27  12.968  1846 1850 1853 rBV  2031372   1866955  92.50%  10.042%
 28  13.851  1997 2000 2003 rBV    95191     87969   4.36%   0.473%
 29  13.886  2003 2006 2009 rVB    45007     40234   1.99%   0.216%
 30  14.021  2026 2029 2033 rVB   575522    512212  25.38%   2.755%
 
 31  14.862  2169 2172 2181 rVB    41020     51700   2.56%   0.278%
 32  15.121  2213 2216 2224 rVB2   24555     31878   1.58%   0.171%
 33  15.492  2273 2279 2290 rBV   387589    481405  23.85%   2.589%
 34  15.939  2350 2355 2359 rBV2   31117     48049   2.38%   0.258%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  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:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.992  2360 2364 2369 rVB7   13745     23906   1.18%   0.129%
 
 36  16.445  2435 2441 2447 rBV4   19532     40439   2.00%   0.218%
 37  16.739  2486 2491 2496 rBV5   22097     40615   2.01%   0.218%
 38  16.962  2525 2529 2536 rBV8   11997     22827   1.13%   0.123%
 39  17.039  2537 2542 2550 rVB2   23491     44243   2.19%   0.238%
 40  17.127  2551 2557 2567 rBV9   20846     49328   2.44%   0.265%
 
 41  17.533  2621 2626 2636 rVB7   27180     65132   3.23%   0.350%
 42  17.745  2657 2662 2671 rVB7   10977     27894   1.38%   0.150%
 43  18.109  2719 2724 2731 rVB7   41896     83738   4.15%   0.450%
 44  18.180  2731 2736 2742 rVB8   12877     26341   1.31%   0.142%
 45  18.392  2768 2772 2782 rVB8   27065     60659   3.01%   0.326%
 
 46  18.574  2796 2803 2807 rBV9   14843     34770   1.72%   0.187%
 
 
                        Sum of corrected areas:    18591509
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.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:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.09   10.91 ng         255632   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 3-Hexanol                           102 C6H14O         000623-37-0 33
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 27

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

5000

m/z-->

Abundance Scan 511 (5.092 min): BF100834.D (-506) (-)
43.0

59.0

101.1

83.0

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 #4417: 3-Hexanol
59.0

73.043.031.0

84.0 101.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   57.22%

4.80 5.00 5.20 5.40

m/z 101.10   18.56%

4.80 5.00 5.20 5.40

m/z  58.00   14.39%

4.80 5.00 5.20 5.40

m/z  41.10    9.06%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.63                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.63   77.40 ng        1813790   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 

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

5000

m/z-->

Abundance Scan 772 (6.628 min): BF100834.D (-767) (-)
132.0

68.1

96.140.1 54.0 84.9 115.0

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 #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

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

5000

m/z-->

Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0

97.0

70.0

52.031.0
116.086.0

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   38.67%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   31.68%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   24.60%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   16.14%

8270-BF110817.M Mon Nov 27 13:08:49 2017                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
N-T0A-BAJA-S001-0001-01



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Octane, 2,4,6-trimethyl-        Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.32    2.05 ng          75969   Acenaphthene-d10            9.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octane, 2,4,6-trimethyl-            156 C11H24         062016-37-9 83
 2 Heptacosane                         380 C27H56         000593-49-7 59
 3 Pentadecane                         212 C15H32         000629-62-9 58
 4 Sulfurous acid, butyl hexyl ester   222 C10H22O3S      1000309-17-3 50
 5 Eicosane                            282 C20H42         000112-95-8 50

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1400 (10.321 min): BF100834.D (-1397) (-)
57.1

85.0

113.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #28445: Octane, 2,4,6-trimethyl-
57.0

85.0
29.0

127.0156.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #202662: Heptacosane
57.0

85.0

29.0 113.0141.0169.0197.0225.0253.0 380.0281.0 323.0351.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #71394: Pentadecane
57.0

85.0

29.0
113.0141.0 212.0169.0

10.00 10.20 10.40 10.60

m/z  57.10  100.00%

10.00 10.20 10.40 10.60

m/z  43.10   62.19%

10.00 10.20 10.40 10.60

m/z  85.05   42.69%

10.00 10.20 10.40 10.60

m/z  41.05   36.30%

10.00 10.20 10.40 10.60

m/z  71.05   34.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Benzophenone                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.61    2.42 ng          89512   Acenaphthene-d10            9.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzophenone                        182 C13H10O        000119-61-9 96
 2 Vinyl benzoate                      148 C9H8O2         000769-78-8 47
 3 Acetophenone, 2-chloro-             154 C8H7ClO        000532-27-4 47
 4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H8O3         015206-55-0 47
 5 1-Propanone, 3-chloro-1-phenyl-     168 C9H9ClO        000936-59-4 47

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1449 (10.610 min): BF100834.D (-1443) (-)
105.0

77.0 182.1

51.0

152.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #47241: Benzophenone
105.0

77.0

182.0
51.0

152.027.0 126.091.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #23239: Vinyl benzoate
105.0

77.0

51.0

15.0 148.029.0 91.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #27532: Acetophenone, 2-chloro-
105.0

77.0

51.0
91.0 154.037.0 125.014.0

10.20 10.40 10.60 10.80 11.00

m/z 105.00  100.00%

10.20 10.40 10.60 10.80 11.00

m/z  77.00   55.09%

10.20 10.40 10.60 10.80 11.00

m/z 182.10   53.08%

10.20 10.40 10.60 10.80 11.00

m/z  51.00   23.22%

10.20 10.40 10.60 10.80 11.00

m/z 181.10    9.60%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Hexadecane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.79    2.79 ng         107961   Phenanthrene-d10           11.39

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 90
 2 Tetracosane                         338 C24H50         000646-31-1 90
 3 Heptadecane                         240 C17H36         000629-78-7 90
 4 Pentadecane                         212 C15H32         000629-62-9 90
 5 Heneicosane                         296 C21H44         000629-94-7 86

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 1480 (10.792 min): BF100834.D (-1477) (-)
57.0

85.1

113.0 141.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #83025: Hexadecane
57.0

85.0
29.0

113.0 141.0 169.0 226.0197.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #175557: Tetracosane
57.0

85.0

29.0
113.0 141.0 169.0 197.0 338.0225.0 253.0 281.0 309.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #94345: Heptadecane
57.0

85.0

29.0
113.0 141.0 240.0169.0 196.0

10.40 10.60 10.80 11.00 11.20

m/z  57.05  100.00%

10.40 10.60 10.80 11.00 11.20

m/z  43.10   70.08%

10.40 10.60 10.80 11.00 11.20

m/z  71.05   53.34%

10.40 10.60 10.80 11.00 11.20

m/z  85.10   36.86%

10.40 10.60 10.80 11.00 11.20

m/z  41.05   32.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  n-Hexadecanoic acid             Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.90    2.15 ng          83200   Phenanthrene-d10           11.39

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 72
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 50

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

5000

m/z-->

Abundance Scan 1668 (11.898 min): BF100834.D (-1665) (-)
43.0 73.0

129.1
97.0 213.2

185.1157.0 256.3

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

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

5000

m/z-->

Abundance #84453: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

11.60 11.80 12.00 12.20

m/z  43.05  100.00%

11.60 11.80 12.00 12.20

m/z  72.95   87.43%

11.60 11.80 12.00 12.20

m/z  60.00   79.19%

11.60 11.80 12.00 12.20

m/z  55.00   70.58%

11.60 11.80 12.00 12.20

m/z  57.05   70.23%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  1-Heneicosanol                  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.85    3.43 ng          87969   Chrysene-d12               14.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 2 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 93
 3 n-Nonadecanol-1                     284 C19H40O        001454-84-8 93
 4 Behenic alcohol                     326 C22H46O        000661-19-8 93
 5 1-Octadecanol                       270 C18H38O        000112-92-5 93

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 2000 (13.851 min): BF100834.D (-1997) (-)
57.1 83.1

111.1
163.1

139.1 281.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0 83.0

111.0

29.0
139.0 167.0 266.0196.0 294.0238.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57.0

97.0

125.029.0
196.0 269.0154.0 224.0 320.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #131391: n-Nonadecanol-1
83.055.0

111.0

29.0
139.0 238.0168.0 266.0196.0

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  55.00   90.14%

13.60 13.80 14.00 14.20

m/z  43.10   85.26%

13.60 13.80 14.00 14.20

m/z  83.10   82.07%

13.60 13.80 14.00 14.20

m/z  69.05   76.58%

8270-BF110817.M Mon Nov 27 13:08:52 2017                                              Page: 10

Instrument :
BNA_F
ClientSampleId :
N-T0A-BAJA-S001-0001-01



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Docosa-2,6,10,14,18-pentaen...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.86    2.15 ng          51700   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H44O        1000163-04-7 80
 2 Squalene                            410 C30H50         000111-02-4 80
 3 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H36O        056882-09-8 72
 4 2,6,10,14-Hexadecatetraenoic aci... 332 C22H36O2       024035-35-6 64
 5 Supraene                            410 C30H50         007683-64-9 64

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 2172 (14.862 min): BF100834.D (-2169) (-)
69.1

137.1
191.1 460.4296.3

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69.0

111.0
149.029.0 192.0 384.0315.0273.0231.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #215931: Squalene
69.0

137.0
191.029.0 341.0231.0 273.0 410.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal
69.0

137.0
29.0 192.0 247.0 316.0

14.60 14.80 15.00 15.20

m/z  69.10  100.00%

14.60 14.80 15.00 15.20

m/z  81.05   55.53%

14.60 14.80 15.00 15.20

m/z  41.05   22.03%

14.60 14.80 15.00 15.20

m/z 137.10   18.97%

14.60 14.80 15.00 15.20

m/z  68.10   17.86%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown17.13                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.13    2.05 ng          49328   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-3-trifluoromethylbenzoi... 474 C27H42F4O2     1000338-91-1 18
 2 2-Heptadecenal                      252 C17H32O        1000143-48-6 15
 3 Spiro[2,4,5,6,7,7a-hexahydro-2-o... 208 C12H16O3       1000197-10-9 14
 4 Acetic acid, trifluoro-, nonyl e... 240 C11H19F3O2     030767-14-7 14
 5 Z-10-Tetradecen-1-ol acetate        254 C16H30O2       1000130-99-3 14

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 2558 (17.133 min): BF100834.D (-2551) (-)
55.0

97.0 146.9

209.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #231705: 5-Fluoro-3-trifluoromethylbenzoic acid, nonadecyl...
83.0 191.0

43.0

125.0
266.0

474.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #104153: 2-Heptadecenal
43.0

83.0

124.0 251.0194.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #67603: Spiro[2,4,5,6,7,7a-hexahydro-2-oxo-4,4,7a-trimethy...
43.0

91.0
135.0

193.0

16.80 17.00 17.20 17.40

m/z  55.00  100.00%

16.80 17.00 17.20 17.40

m/z  43.00   65.73%

16.80 17.00 17.20 17.40

m/z  57.05   54.90%

16.80 17.00 17.20 17.40

m/z  97.00   45.28%

16.80 17.00 17.20 17.40

m/z  83.00   40.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown17.53                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.53    2.71 ng          65132   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H50O        000986-19-6 27
 2 Ethinyl Estradiol                   296 C20H24O2       000057-63-6 25
 3 5-Isopropylidene-4,6-dimethylnon... 206 C14H22O        1000195-14-9 12
 4 Cycloheptane, 4-methylene-1-meth... 204 C15H24         1000159-38-5 10
 5 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24         1000159-38-6 10

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2626 (17.533 min): BF100834.D (-2621) (-)
107.043.0

145.0 213.1

329.3
255.1

414.4

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0

368.081.0
145.0 329.0 414.0213.0 247.0115.0 177.0 283.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #141347: Ethinyl Estradiol
213.0

160.0
296.0

115.053.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #66134: 5-Isopropylidene-4,6-dimethylnona-3,6,8-trien-2-ol
161.0

119.043.0

77.0
206.0

17.20 17.40 17.60 17.80

m/z 107.00  100.00%

17.20 17.40 17.60 17.80

m/z 133.00   96.25%

17.20 17.40 17.60 17.80

m/z  43.00   86.06%

17.20 17.40 17.60 17.80

m/z  55.10   76.06%

17.20 17.40 17.60 17.80

m/z 145.00   74.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown18.11                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.11    3.48 ng          83738   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 N-Ethyl-N'-isopropyl-6-phenoxy-[... 273 C14H19N5O      006494-99-1 11
 2 1,2,4-Oxadiazol-5(4H)-one, 4-(2-... 273 C13H8ClN3O2    288246-55-9 11
 3 6-Methylthiocarbonyl-2,4-diamino... 241 C8H11N5S2      1000227-48-4 10
 4 2-(4-Chloro-phenyl)-8-methyl-ind... 241 C15H12ClN      1000337-21-4 10
 5 Crinan-3-ol, (3.alpha.)-            273 C16H19NO3      010438-97-8 10

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2724 (18.109 min): BF100834.D (-2719) (-)
241.2273.2

95.0 425.4
43.1 137.1 393.3187.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #121697: N-Ethyl-N'-isopropyl-6-phenoxy-[1,3,5]triazine-2,...
273.0

231.0
77.043.0

118.0 181.0
149.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #121640: 1,2,4-Oxadiazol-5(4H)-one, 4-(2-chlorophenyl)-3-(...
273.0229.0

50.0

90.0 153.0
194.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #95055: 6-Methylthiocarbonyl-2,4-diamino-6,7-dihydro-5H-py...
241.0

43.0
150.0

108.0

194.0

76.0

17.80 18.00 18.20 18.40

m/z 241.20  100.00%

17.80 18.00 18.20 18.40

m/z 273.20   86.12%

17.80 18.00 18.20 18.40

m/z  95.00   68.86%

17.80 18.00 18.20 18.40

m/z 119.10   68.76%

17.80 18.00 18.20 18.40

m/z 425.40   68.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown18.39                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.39    2.52 ng          60659   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentanol, 1,2-dimethyl-3-(1... 154 C10H18O        004099-07-4 22
 2 Cyclopentanol, 1,2-dimethyl-3-(1... 154 C10H18O        004028-59-5 10
 3 Acetamide, 2,2-dichloro-N-[2-(3-... 393 C16H12Cl2F3NOS 1000268-02-2 10
 4 1,2-Dihydro-4H-2-(p-anisyl)-3,1-... 241 C15H15NO2      082085-87-8 10
 5 Isoborneol, trifluoroacetate (es... 250 C12H17F3O2     1000245-88-0 9 

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2772 (18.392 min): BF100834.D (-2768) (-)
41.0

121.0
425.3241.181.0

175.2 282.0
393.3355.1

209.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #26993: Cyclopentanol, 1,2-dimethyl-3-(1-methylethenyl)-, ...
43.0

121.0

81.0

154.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #26991: Cyclopentanol, 1,2-dimethyl-3-(1-methylethenyl)-, ...
43.0

96.0

136.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #208764: Acetamide, 2,2-dichloro-N-[2-(3-trifluoromethylbe...
159.0

109.0 310.0
393.045.0 77.0 202.0234.0 360.0265.0

18.00 18.20 18.40 18.60 18.80

m/z  41.00  100.00%

18.00 18.20 18.40 18.60 18.80

m/z  55.05   97.28%

18.00 18.20 18.40 18.60 18.80

m/z 121.00   79.60%

18.00 18.20 18.40 18.60 18.80

m/z  96.00   74.29%

18.00 18.20 18.40 18.60 18.80

m/z 425.30   67.00%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112217\
  Data File : BF100834.D                                          
  Acq On    : 22 Nov 2017  20:21
  Operator  : SJ/JU
  Sample    : I6043-15
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.09    10.9 ng     255632  1   6.86  468676  20.0
unknown6.63            6.63    77.4 ng    1813790  1   6.86  468676  20.0
Octane, 2,4,6-tri...  10.32     2.0 ng      75969  3   9.90  740596  20.0
Benzophenone          10.61     2.4 ng      89512  3   9.90  740596  20.0
Hexadecane            10.79     2.8 ng     107961  4  11.39  774937  20.0
n-Hexadecanoic acid   11.90     2.1 ng      83200  4  11.39  774937  20.0
1-Heneicosanol        13.85     3.4 ng      87969  5  14.02  512212  20.0
Docosa-2,6,10,14,...  14.86     2.1 ng      51700  6  15.49  481405  20.0
unknown17.13          17.13     2.0 ng      49328  6  15.49  481405  20.0
unknown17.53          17.53     2.7 ng      65132  6  15.49  481405  20.0
unknown18.11          18.11     3.5 ng      83738  6  15.49  481405  20.0
unknown18.39          18.39     2.5 ng      60659  6  15.49  481405  20.0
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