
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   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_M\METHODS\8270-BM070518.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   5.793   420  426  442 rBV   507206    832977  13.97%   3.045%
  2   7.440   700  706  722 rBV   339686    622730  10.44%   2.276%
  3   7.810   763  769  782 rBV  1056053   1723596  28.91%   6.300%
  4   8.287   843  850  858 rBV   295186    502052   8.42%   1.835%
  5   8.610   898  905  919 rVB  1388898   2235989  37.50%   8.173%
 
  6   9.475  1045 1052 1065 rBV  1148345   1933058  32.42%   7.066%
  7  11.116  1324 1331 1340 rBV   338238    588889   9.88%   2.153%
  8  13.533  1735 1742 1756 rBV  2695810   3795342  63.66%  13.873%
  9  13.769  1776 1782 1788 rBV   143627    222425   3.73%   0.813%
 10  14.357  1877 1882 1891 rBV   204011    291961   4.90%   1.067%
 
 11  14.910  1966 1976 1983 rBV2  493814    754444  12.65%   2.758%
 12  16.163  2185 2189 2197 rVB   128240    154313   2.59%   0.564%
 13  16.386  2221 2227 2239 rBV  1443013   2004128  33.61%   7.326%
 14  17.633  2432 2439 2447 rBV2  571781    829573  13.91%   3.032%
 15  18.468  2576 2581 2593 rBV   111520    165514   2.78%   0.605%
 
 16  19.580  2766 2770 2773 rBV    48715     64321   1.08%   0.235%
 17  19.721  2790 2794 2800 rBV    84305    111713   1.87%   0.408%
 18  19.939  2827 2831 2834 rBV    61189     65969   1.11%   0.241%
 19  19.980  2834 2838 2842 rVV    60221     65728   1.10%   0.240%
 20  20.198  2869 2875 2881 rBV  5147483   5962197 100.00%  21.794%
 
 21  20.462  2915 2920 2925 rBV   106601    134258   2.25%   0.491%
 22  20.945  2998 3002 3006 rBV   174298    201985   3.39%   0.738%
 23  21.403  3076 3080 3091 rBV   234230    312516   5.24%   1.142%
 24  21.745  3133 3138 3144 rVB   724350    923591  15.49%   3.376%
 25  21.839  3150 3154 3158 rBV   297569    330562   5.54%   1.208%
 
 26  22.292  3227 3231 3235 rBV   281921    341878   5.73%   1.250%
 27  22.780  3310 3314 3323 rVB   264817    367621   6.17%   1.344%
 28  23.315  3400 3405 3410 rVB   233457    335670   5.63%   1.227%
 29  23.915  3503 3507 3513 rVB   187291    302273   5.07%   1.105%
 30  24.139  3538 3545 3554 rBV   451930    923687  15.49%   3.376%
 
 31  24.609  3620 3625 3632 rVB2  129905    256314   4.30%   0.937%
 
 
                        Sum of corrected areas:    27357274
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  unknown7.81                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.81   68.66 ng        1723600   1,4-Dichlorobenzene-d4      8.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 35
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 27
 3 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 27
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 27
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 22

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 769 (7.810 min): BM015919.D (-763) (-)
132.0

68.1

40.1 96.1
115.0 206.9

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0

69.0
39.0

89.0 105.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
132.056.0

27.0 76.0 99.0

7.40 7.60 7.80 8.00 8.20

m/z 132.00  100.00%

7.40 7.60 7.80 8.00 8.20

m/z  68.10   44.65%

7.40 7.60 7.80 8.00 8.20

m/z  66.10   36.89%

7.40 7.60 7.80 8.00 8.20

m/z 134.00   32.57%

7.40 7.60 7.80 8.00 8.20

m/z  69.10   21.27%

8270-BM070518.M Fri Jul 13 12:08:34 2018                                              Page: 3

Instrument :
BNA_M
ClientSampleId :
070918-DBRI-E-U-B



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  unknown13.77                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.77    5.90 ng         222425   Acenaphthene-d10           14.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetaminophen                       151 C8H9NO2        000103-90-2 49
 2 Metacetamol                         151 C8H9NO2        000621-42-1 47
 3 Pyridine, 2-butyl-, 1-oxide         151 C9H13NO        031396-32-4 42
 4 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3      1000107-08-7 40
 5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C10H16O        070987-81-4 38

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1782 (13.769 min): BM015919.D (-1776) (-)
43.1

109.1

151.1

85.069.0
133.0 169.0 206.9

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #23673: Acetaminophen
109.0

151.0

43.0 80.0
27.0 63.0 135.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #23672: Metacetamol
109.0

151.0
43.0

80.0
63.027.0 135.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #23843: Pyridine, 2-butyl-, 1-oxide
109.0

151.0

93.0
134.032.0

13.40 13.60 13.80 14.00

m/z  43.10  100.00%

13.40 13.60 13.80 14.00

m/z 109.10   62.67%

13.40 13.60 13.80 14.00

m/z 151.10   35.14%

13.40 13.60 13.80 14.00

m/z  41.10   32.26%

13.40 13.60 13.80 14.00

m/z  85.00   16.04%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Ethyl citrate                   Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.16    4.09 ng         154313   Acenaphthene-d10           14.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethyl citrate                       276 C12H20O7       000077-93-0 90
 2 Ethylmalonic acid dipropyl ester    216 C11H20O4       001113-91-3 64
 3 2-Chlorobenzoic acid, heptadecyl... 394 C24H39ClO2     1000292-28-3 12
 4 Phosphonic acid, [(methylsulfony... 230 C6H15O5PS      040137-11-9 10
 5 1-Naphthalenamine, N-methyl-        157 C11H11N        002216-68-4 9 

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

5000

m/z-->

Abundance Scan 2189 (16.163 min): BM015919.D (-2185) (-)
157.0

115.0

43.0
203.087.0

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

5000

m/z-->

Abundance #103736: Ethyl citrate
157.0

29.0
115.0

203.0
87.060.0 231.0 277.0

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

5000

m/z-->

Abundance #66572: Ethylmalonic acid dipropyl ester
157.0

115.043.0

87.0
188.0

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

5000

m/z-->

Abundance #155113: 2-Chlorobenzoic acid, heptadecyl ester
157.0

55.0 111.083.0
29.0 238.0135.0 210.0178.0

15.80 16.00 16.20 16.40

m/z 157.00  100.00%

15.80 16.00 16.20 16.40

m/z 115.00   36.10%

15.80 16.00 16.20 16.40

m/z  43.00   19.36%

15.80 16.00 16.20 16.40

m/z 111.00    9.38%

15.80 16.00 16.20 16.40

m/z 203.00    8.59%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.47    3.99 ng         165514   Phenanthrene-d10           17.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 95
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 70
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 62
 4 1-Phenazinecarboxylic acid, 6-[1... 506 C31H42N2O4     120464-92-8 50
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 38

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

5000

m/z-->

Abundance Scan 2581 (18.468 min): BM015919.D (-2576) (-)
43.0 73.0

129.1
213.197.0 185.1 256.2157.1

281.0

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

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.097.0
157.0 185.0

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

5000

m/z-->

Abundance #65562: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

18.20 18.40 18.60 18.80

m/z  43.05  100.00%

18.20 18.40 18.60 18.80

m/z  41.10   91.81%

18.20 18.40 18.60 18.80

m/z  73.05   88.47%

18.20 18.40 18.60 18.80

m/z  55.10   77.36%

18.20 18.40 18.60 18.80

m/z  60.00   68.47%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Octadecanoic acid               Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.72    2.42 ng         111713   Chrysene-d12               21.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 74
 3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 58
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 53
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 50

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2794 (19.721 min): BM015919.D (-2790) (-)
43.1

73.0

129.1
241.2185.1

284.2
100.9 355.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #108843: Octadecanoic acid
43.0 73.0

129.0

284.0185.0 241.0
101.0 157.0 213.015.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

101.0 157.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0

73.0

284.0
129.0

185.0 241.0213.0101.0 157.0 312.0 372.0

19.40 19.60 19.80 20.00

m/z  43.10  100.00%

19.40 19.60 19.80 20.00

m/z  41.05   83.78%

19.40 19.60 19.80 20.00

m/z  60.00   81.18%

19.40 19.60 19.80 20.00

m/z  73.05   76.66%

19.40 19.60 19.80 20.00

m/z  55.05   76.30%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Eicosane                        Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.46    2.91 ng         134258   Chrysene-d12               21.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 98
 2 Nonadecane                          268 C19H40         000629-92-5 98
 3 Docosane                            310 C22H46         000629-97-0 93
 4 Octacosane                          394 C28H58         000630-02-4 87
 5 Eicosane, 10-methyl-                296 C21H44         054833-23-7 83

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2920 (20.462 min): BM015919.D (-2915) (-)
57.0

99.0
208.1155.2 310.0 356.0 429.0273.9239.2

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #107652: Eicosane
57.0

99.0
141.0 282.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #99476: Nonadecane
57.0

99.0
141.0 268.0183.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #123095: Docosane
57.0

99.0
141.0 183.0 310.0225.0 267.0

20.20 20.40 20.60 20.80

m/z  57.05  100.00%

20.20 20.40 20.60 20.80

m/z  43.05   95.77%

20.20 20.40 20.60 20.80

m/z  71.05   62.18%

20.20 20.40 20.60 20.80

m/z  85.10   48.13%

20.20 20.40 20.60 20.80

m/z  41.10   43.47%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  Nonadecane                      Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.94    4.37 ng         201985   Chrysene-d12               21.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 90
 2 Eicosane                            282 C20H42         000112-95-8 90
 3 Docosane, 7-butyl-                  366 C26H54         055282-15-0 87
 4 Eicosane, 9-octyl-                  394 C28H58         013475-77-9 87
 5 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 87

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3001 (20.939 min): BM015919.D (-2998) (-)
57.1

99.0
141.0 208.0 342.0268.9 429.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #99476: Nonadecane
57.0

99.0
141.0 268.0183.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #107653: Eicosane
57.0

99.0 282.0141.0 183.0 225.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #147093: Docosane, 7-butyl-
43.0

85.0

154.0
309.0197.0 239.0117.0

20.60 20.80 21.00 21.20

m/z  57.10  100.00%

20.60 20.80 21.00 21.20

m/z  43.05   89.65%

20.60 20.80 21.00 21.20

m/z  71.10   61.23%

20.60 20.80 21.00 21.20

m/z  41.05   40.94%

20.60 20.80 21.00 21.20

m/z  85.10   39.03%
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Instrument :
BNA_M
ClientSampleId :
070918-DBRI-E-U-B



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  Heneicosane, 11-decyl-          Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.40    6.77 ng         312516   Chrysene-d12               21.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 95
 2 Heneicosane, 11-decyl-              437 C31H64         055320-06-4 91
 3 Heneicosane, 11-pentyl-             366 C26H54         014739-72-1 90
 4 Octacosane                          394 C28H58         000630-02-4 90
 5 Heptadecane, 9-hexyl-               324 C23H48         055124-79-3 87

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3079 (21.398 min): BM015919.D (-3076) (-)
57.1

99.1
207.0141.1 281.0 326.9

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #99477: Nonadecane
57.0

99.0
141.0 268.0183.0 225.0

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #162745: Heneicosane, 11-decyl-
57.0

295.0
99.0

141.0 183.0 225.015.0 337.0 435.0

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #147102: Heneicosane, 11-pentyl-
43.0

85.0

224.0
295.0127.0 169.0 336.0

21.00 21.20 21.40 21.60 21.80

m/z  57.10  100.00%

21.00 21.20 21.40 21.60 21.80

m/z  43.05   91.66%

21.00 21.20 21.40 21.60 21.80

m/z  71.05   60.85%

21.00 21.20 21.40 21.60 21.80

m/z  85.10   45.46%

21.00 21.20 21.40 21.60 21.80

m/z  41.10   42.89%
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Instrument :
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ClientSampleId :
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  Heptadecane, 2,6,10,15-tetr...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.84    7.16 ng         330562   Chrysene-d12               21.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 93
 2 Octacosane                          394 C28H58         000630-02-4 90
 3 Heptacosane                         380 C27H56         000593-49-7 90
 4 Heneicosane, 11-pentyl-             366 C26H54         014739-72-1 90
 5 Heneicosane, 11-decyl-              437 C31H64         055320-06-4 90

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 3154 (21.839 min): BM015919.D (-3150) (-)
57.0

99.1
141.1 183.1 281.0225.1 355.1 489.0416.1

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0

99.0
141.0 183.0 296.0239.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #155178: Octacosane
57.0

99.0
141.0 183.0 225.0 281.0 394.0337.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #151556: Heptacosane
57.0

99.0 141.0 183.0 225.0 267.0 380.0323.0

21.60 21.80 22.00 22.20

m/z  57.05  100.00%

21.60 21.80 22.00 22.20

m/z  43.10   87.50%

21.60 21.80 22.00 22.20

m/z  71.05   65.49%

21.60 21.80 22.00 22.20

m/z  85.05   44.53%

21.60 21.80 22.00 22.20

m/z  41.05   41.00%
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Instrument :
BNA_M
ClientSampleId :
070918-DBRI-E-U-B



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  Docosane, 9-butyl-              Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.29    7.40 ng         341878   Chrysene-d12               21.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 98
 2 Docosane, 9-butyl-                  366 C26H54         055282-14-9 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Heptacosane                         380 C27H56         000593-49-7 91
 5 Heneicosane, 11-decyl-              437 C31H64         055320-06-4 91

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3231 (22.292 min): BM015919.D (-3227) (-)
57.0

99.1
141.1 207.0 282.0 357.1 475.1429.0

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #107652: Eicosane
57.0

99.0
141.0 282.0

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #147096: Docosane, 9-butyl-
57.0

99.0
182.0 309.0141.0 253.0 365.0

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #115570: Heneicosane
57.0

99.0
141.0 183.0 296.0225.015.0

22.00 22.20 22.40 22.60

m/z  57.05  100.00%

22.00 22.20 22.40 22.60

m/z  43.05   85.58%

22.00 22.20 22.40 22.60

m/z  71.10   61.09%

22.00 22.20 22.40 22.60

m/z  85.10   44.35%

22.00 22.20 22.40 22.60

m/z  41.10   37.36%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 12  Heneicosane                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.78    7.96 ng         367621   Chrysene-d12               21.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 97
 2 Octadecane, 2-methyl-               268 C19H40         001560-88-9 93
 3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 91
 4 Octacosane                          394 C28H58         000630-02-4 90
 5 Tetratriacontane                    479 C34H70         014167-59-0 90

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance Scan 3314 (22.780 min): BM015919.D (-3310) (-)
57.1

99.0
141.1 207.0 295.1 355.1 549.2475.1430.0253.1

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #115569: Heneicosane
57.0

99.0
141.0183.0 296.0225.014.0

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #99485: Octadecane, 2-methyl-
43.0

85.0

127.0 225.0169.0 268.0

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0

99.0
141.0183.0 296.0239.0

22.40 22.60 22.80 23.00

m/z  57.10  100.00%

22.40 22.60 22.80 23.00

m/z  43.10   87.07%

22.40 22.60 22.80 23.00

m/z  71.10   61.93%

22.40 22.60 22.80 23.00

m/z  85.10   46.90%

22.40 22.60 22.80 23.00

m/z  41.05   34.30%
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Instrument :
BNA_M
ClientSampleId :
070918-DBRI-E-U-B



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 13  Eicosane, 10-methyl-            Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.32    7.27 ng         335670   Perylene-d12               24.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 97
 2 Eicosane, 10-methyl-                296 C21H44         054833-23-7 93
 3 Heptacosane                         380 C27H56         000593-49-7 91
 4 Tetratetracontane                   619 C44H90         007098-22-8 91
 5 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3406 (23.321 min): BM015919.D (-3400) (-)
57.1

99.1
141.1 208.0 343.1281.0 415.0 489.1

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #107651: Eicosane
57.0

99.0
141.0 282.0183.0 225.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #115575: Eicosane, 10-methyl-
57.0

99.0
154.0

281.0197.0 239.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #151556: Heptacosane
57.0

99.0 141.0 183.0 225.0 267.0 380.0323.0

23.00 23.20 23.40 23.60

m/z  57.10  100.00%

23.00 23.20 23.40 23.60

m/z  43.10   81.03%

23.00 23.20 23.40 23.60

m/z  71.10   62.28%

23.00 23.20 23.40 23.60

m/z  85.10   45.63%

23.00 23.20 23.40 23.60

m/z  41.10   30.16%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 14  Eicosane, 7-hexyl-              Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.92    6.54 ng         302273   Perylene-d12               24.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 96
 2 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 90
 3 Docosane, 11-butyl-                 366 C26H54         013475-76-8 90
 4 Octacosane                          394 C28H58         000630-02-4 90
 5 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 90

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3508 (23.921 min): BM015919.D (-3503) (-)
57.1

99.1
141.1 281.0208.0 248.9 416.1327.9 369.1176.9

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #107651: Eicosane
57.0

99.0
141.0 282.0183.0 225.026.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #147095: Eicosane, 7-hexyl-
57.0

99.0
182.0141.0 281.0225.0 322.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #147098: Docosane, 11-butyl-
57.0

99.0
141.0 309.0210.0 253.0179.0 366.0

23.60 23.80 24.00 24.20

m/z  57.10  100.00%

23.60 23.80 24.00 24.20

m/z  43.10   82.91%

23.60 23.80 24.00 24.20

m/z  71.05   65.56%

23.60 23.80 24.00 24.20

m/z  85.10   46.30%

23.60 23.80 24.00 24.20

m/z  41.10   28.48%
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Instrument :
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ClientSampleId :
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 15  Heptacosane                     Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.61    5.55 ng         256314   Perylene-d12               24.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 97
 2 Eicosane                            282 C20H42         000112-95-8 92
 3 Heptacosane                         380 C27H56         000593-49-7 91
 4 Tetracosane                         338 C24H50         000646-31-1 90
 5 Tetracosane, 11-decyl-              479 C34H70         055429-84-0 90

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3625 (24.609 min): BM015919.D (-3620) (-)
57.1

99.1
141.1 207.0 267.0175.0 416.0355.1

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #115570: Heneicosane
57.0

99.0
141.0 183.0 296.0225.026.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #107652: Eicosane
57.0

99.0
141.0 282.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #151555: Heptacosane
57.0

99.0
141.0 183.0 380.0225.0 267.026.0 309.0

24.20 24.40 24.60 24.80 25.00

m/z  57.10  100.00%

24.20 24.40 24.60 24.80 25.00

m/z  43.10   72.77%

24.20 24.40 24.60 24.80 25.00

m/z  71.10   55.84%

24.20 24.40 24.60 24.80 25.00

m/z  85.10   42.29%

24.20 24.40 24.60 24.80 25.00

m/z  41.10   28.74%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015919.D                                          
  Acq On    : 12 Jul 2018  17:40
  Operator  : SJ/JU
  Sample    : J3931-04
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
unknown7.81            7.81    68.7 ng    1723600  1   8.29  502052  20.0
unknown13.77          13.77     5.9 ng     222425  3  14.91  754444  20.0
Ethyl citrate         16.16     4.1 ng     154313  3  14.91  754444  20.0
n-Hexadecanoic acid   18.47     4.0 ng     165514  4  17.63  829573  20.0
Octadecanoic acid     19.72     2.4 ng     111713  5  21.74  923591  20.0
Eicosane              20.46     2.9 ng     134258  5  21.74  923591  20.0
Nonadecane            20.94     4.4 ng     201985  5  21.74  923591  20.0
Heneicosane, 11-d...  21.40     6.8 ng     312516  5  21.74  923591  20.0
Heptadecane, 2,6,...  21.84     7.2 ng     330562  5  21.74  923591  20.0
Docosane, 9-butyl-    22.29     7.4 ng     341878  5  21.74  923591  20.0
Heneicosane           22.78     8.0 ng     367621  5  21.74  923591  20.0
Eicosane, 10-methyl-  23.32     7.3 ng     335670  6  24.13  923687  20.0
Eicosane, 7-hexyl-    23.92     6.5 ng     302273  6  24.13  923687  20.0
Heptacosane           24.61     5.5 ng     256314  6  24.13  923687  20.0
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