
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018930.D                                          
  Acq On    : 26 Feb 2019  15:33
  Operator  : JU/SJ
  Sample    : K1592-03
  Misc      :  
  ALS Vial  : 4   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-BM021119.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   5.287   368  374  387 rBV  3359657   4735793  66.57%   8.212%
  2   6.869   635  643  661 rBV  3132330   5106743  71.78%   8.856%
  3   7.228   696  704  719 rBV  3319067   5219507  73.36%   9.051%
  4   7.692   777  783  792 rBV   834640   1296893  18.23%   2.249%
  5   8.010   829  837  847 rBV  2326165   3660821  51.46%   6.348%
 
  6   8.863   974  982  997 rBV  1689557   2981299  41.90%   5.170%
  7  10.481  1251 1257 1271 rVB   987439   1613118  22.67%   2.797%
  8  12.957  1671 1678 1693 rBV  3416001   5115212  71.90%   8.870%
  9  13.810  1817 1823 1835 rVB   188761    308506   4.34%   0.535%
 10  14.345  1908 1914 1922 rBV2 1255560   1900717  26.72%   3.296%
 
 11  15.839  2162 2168 2185 rBV  2973407   4281068  60.17%   7.424%
 12  17.098  2376 2382 2387 rBV  1544752   2225631  31.28%   3.859%
 13  17.857  2507 2511 2515 rBV2   58252     89685   1.26%   0.156%
 14  17.986  2528 2533 2543 rBV   507049    851983  11.98%   1.477%
 15  19.162  2728 2733 2738 rVB    72973    122317   1.72%   0.212%
 
 16  19.274  2748 2752 2760 rBV   122296    201900   2.84%   0.350%
 17  19.527  2792 2795 2803 rVB    82859    134809   1.89%   0.234%
 18  19.733  2824 2830 2835 rBV  5655364   7114467 100.00%  12.337%
 19  20.027  2878 2880 2885 rVB2   73045     81357   1.14%   0.141%
 20  20.992  3041 3044 3050 rBV   339466    441780   6.21%   0.766%
 
 21  21.292  3090 3095 3099 rBV  2309031   2868230  40.32%   4.974%
 22  21.862  3189 3192 3196 rBV   341629    353789   4.97%   0.614%
 23  22.327  3267 3271 3279 rVB   517879    723504  10.17%   1.255%
 24  22.833  3353 3357 3363 rVB   544938    787592  11.07%   1.366%
 25  23.397  3449 3453 3458 rBV   630999   1006831  14.15%   1.746%
 
 26  23.544  3473 3478 3491 rVB2 1578278   3119349  43.85%   5.409%
 27  24.050  3559 3564 3575 rVB   698158   1323977  18.61%   2.296%
 
 
                        Sum of corrected areas:    57666878
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018930.D                                          
  Acq On    : 26 Feb 2019  15:33
  Operator  : JU/SJ
  Sample    : K1592-03
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.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\BM022619\
  Data File : BM018930.D                                          
  Acq On    : 26 Feb 2019  15:33
  Operator  : JU/SJ
  Sample    : K1592-03
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown7.23                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.23   80.49 ng        5219510   1,4-Dichlorobenzene-d4      7.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 5 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10

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

5000

m/z-->

Abundance Scan 704 (7.228 min): BM018930.D (-696) (-)
132.0

68.1

96.0
40.0

207.0 281.0

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

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.039.015.0

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

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

31.0

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

5000

m/z-->

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

105.033.0
70.0

6.80 7.00 7.20 7.40 7.60

m/z 132.00  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  68.10   50.85%

6.80 7.00 7.20 7.40 7.60

m/z 134.00   32.58%

6.80 7.00 7.20 7.40 7.60

m/z  66.10   31.10%

6.80 7.00 7.20 7.40 7.60

m/z  69.10   20.90%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018930.D                                          
  Acq On    : 26 Feb 2019  15:33
  Operator  : JU/SJ
  Sample    : K1592-03
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.99    7.66 ng         851983   Phenanthrene-d10           17.10

 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 83
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 58
 4 Tridecane                           184 C13H28         000629-50-5 18
 5 Eicosane                            282 C20H42         000112-95-8 18

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

5000

m/z-->

Abundance Scan 2534 (17.992 min): BM018930.D (-2528) (-)
73.0

43.0

129.1
213.297.0 157.1 185.1 256.2

280.9

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 #83686: Pentadecanoic acid
73.043.0

129.0

242.0199.097.0
157.0

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

5000

m/z-->

Abundance #65566: Tridecanoic acid
73.0

43.0

129.0
171.0 214.0

98.0
18.0

17.60 17.80 18.00 18.20 18.40

m/z  73.00  100.00%

17.60 17.80 18.00 18.20 18.40

m/z  60.00   66.84%

17.60 17.80 18.00 18.20 18.40

m/z  43.05   54.79%

17.60 17.80 18.00 18.20 18.40

m/z  55.10   51.30%

17.60 17.80 18.00 18.20 18.40

m/z  57.10   50.97%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018930.D                                          
  Acq On    : 26 Feb 2019  15:33
  Operator  : JU/SJ
  Sample    : K1592-03
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Cyclotetradecane                Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.99    3.08 ng         441780   Chrysene-d12               21.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclotetradecane                    196 C14H28         000295-17-0 90
 2 5-Eicosene, (E)-                    280 C20H40         074685-30-6 83
 3 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 76
 4 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 76
 5 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 76

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3044 (20.992 min): BM018930.D (-3041) (-)
57.1

97.1

207.0139.0 280.2 355.1 429.1 475.2244.1 317.2

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #53619: Cyclotetradecane
55.0

97.0

196.0139.014.0

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #106398: 5-Eicosene, (E)-
55.0

97.0

139.0 280.0182.0 223.0

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0

97.0

139.0 238.0182.0 283.0

20.60 20.80 21.00 21.20 21.40

m/z  57.10  100.00%

20.60 20.80 21.00 21.20 21.40

m/z  71.10   77.01%

20.60 20.80 21.00 21.20 21.40

m/z  43.10   70.01%

20.60 20.80 21.00 21.20 21.40

m/z  69.10   61.77%

20.60 20.80 21.00 21.20 21.40

m/z  83.10   61.00%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018930.D                                          
  Acq On    : 26 Feb 2019  15:33
  Operator  : JU/SJ
  Sample    : K1592-03
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Pentadecane, 8-heptyl-          Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.86    2.47 ng         353789   Chrysene-d12               21.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 90
 2 Eicosane                            282 C20H42         000112-95-8 89
 3 Octacosane                          394 C28H58         000630-02-4 86
 4 2-Thiopheneacetic acid, 4-tetrad... 338 C20H34O2S      1000280-67-0 86
 5 Tetradecane                         198 C14H30         000629-59-4 86

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

5000

m/z-->

Abundance Scan 3192 (21.862 min): BM018930.D (-3189) (-)
57.1

99.1
207.0141.1 283.0324.1 535.2383.2 475.1431.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #123100: Pentadecane, 8-heptyl-
57.0

99.0 210.0141.0 252.0 309.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #107652: Eicosane
57.0

99.0
141.0 282.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #155177: Octacosane
57.0

99.0
141.0183.0225.0 281.0 337.0 394.0

21.60 21.80 22.00 22.20

m/z  57.10  100.00%

21.60 21.80 22.00 22.20

m/z  71.10   93.73%

21.60 21.80 22.00 22.20

m/z  85.10   62.62%

21.60 21.80 22.00 22.20

m/z  43.10   55.19%

21.60 21.80 22.00 22.20

m/z  55.10   24.94%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018930.D                                          
  Acq On    : 26 Feb 2019  15:33
  Operator  : JU/SJ
  Sample    : K1592-03
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Pentadecane, 8-hexyl-           Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.33    5.04 ng         723504   Chrysene-d12               21.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane, 8-hexyl-               296 C21H44         013475-75-7 93
 2 Heneicosane                         296 C21H44         000629-94-7 92
 3 1-Iodo-2-methylundecane             296 C12H25I        073105-67-6 90
 4 Nonacosane                          408 C29H60         000630-03-5 87
 5 Eicosane, 10-methyl-                296 C21H44         054833-23-7 86

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

5000

m/z-->

Abundance Scan 3272 (22.333 min): BM018930.D (-3267) (-)
57.1

99.0
207.0141.1 283.1 355.1 476.1404.2 549.2

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

5000

m/z-->

Abundance #115577: Pentadecane, 8-hexyl-
43.0

85.0

196.0
127.0 239.0281.0

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

5000

m/z-->

Abundance #115570: Heneicosane
57.0

99.0
141.0183.0 296.0225.015.0

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

5000

m/z-->

Abundance #114973: 1-Iodo-2-methylundecane
57.0

99.0 169.0211.0 296.0

22.00 22.20 22.40 22.60

m/z  57.10  100.00%

22.00 22.20 22.40 22.60

m/z  71.10   94.05%

22.00 22.20 22.40 22.60

m/z  85.10   64.02%

22.00 22.20 22.40 22.60

m/z  43.10   54.08%

22.00 22.20 22.40 22.60

m/z  55.10   30.93%

8270-BM021119.M Wed Feb 27 01:47:46 2019                                              Page: 7

Instrument :
BNA_M
ClientSampleId :
TP-4



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018930.D                                          
  Acq On    : 26 Feb 2019  15:33
  Operator  : JU/SJ
  Sample    : K1592-03
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Heptacosane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.83    5.05 ng         787592   Perylene-d12               23.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane                         380 C27H56         000593-49-7 93
 2 Octadecane, 2-methyl-               268 C19H40         001560-88-9 90
 3 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 90
 4 Tetracosane                         338 C24H50         000646-31-1 86
 5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44         018344-37-1 83

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

5000

m/z-->

Abundance Scan 3357 (22.833 min): BM018930.D (-3353) (-)
57.1

99.1
141.1 253.1183.1 309.1 380.2 503.2429.1 549.2

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #151556: Heptacosane
57.0

99.0 141.0183.0225.0267.0 380.0323.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #99487: Octadecane, 2-methyl-
57.0

99.0
225.0141.0183.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #123100: Pentadecane, 8-heptyl-
57.0

99.0 210.0141.0 252.0 309.0

22.60 22.80 23.00 23.20

m/z  57.10  100.00%

22.60 22.80 23.00 23.20

m/z  71.10   90.23%

22.60 22.80 23.00 23.20

m/z  85.10   61.80%

22.60 22.80 23.00 23.20

m/z  43.10   54.94%

22.60 22.80 23.00 23.20

m/z  69.10   22.58%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018930.D                                          
  Acq On    : 26 Feb 2019  15:33
  Operator  : JU/SJ
  Sample    : K1592-03
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.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                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.05    8.49 ng        1323980   Perylene-d12               23.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Heptacosane                         380 C27H56         000593-49-7 91
 3 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 90
 4 Nonadecane                          268 C19H40         000629-92-5 86
 5 Octadecane, 1-iodo-                 380 C18H37I        000629-93-6 86

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

5000

m/z-->

Abundance Scan 3564 (24.050 min): BM018930.D (-3559) (-)
57.1

99.1
141.1 207.0 281.0 341.0 402.2 503.3462.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #115570: Heneicosane
57.0

99.0
141.0183.0 296.0225.015.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #151556: Heptacosane
57.0

99.0 141.0183.0225.0267.0 380.0323.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #123100: Pentadecane, 8-heptyl-
57.0

99.0 210.0141.0 252.0 309.0

23.80 24.00 24.20 24.40

m/z  57.10  100.00%

23.80 24.00 24.20 24.40

m/z  71.10   91.01%

23.80 24.00 24.20 24.40

m/z  85.10   62.63%

23.80 24.00 24.20 24.40

m/z  43.10   52.45%

23.80 24.00 24.20 24.40

m/z  69.10   23.24%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018930.D                                          
  Acq On    : 26 Feb 2019  15:33
  Operator  : JU/SJ
  Sample    : K1592-03
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.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|
----------------------------------------------------------------------------
unknown7.23            7.23    80.5 ng    5219510  1   7.69 1296890  20.0
n-Hexadecanoic acid   17.99     7.7 ng     851983  4  17.10 2225630  20.0
Cyclotetradecane      20.99     3.1 ng     441780  5  21.29 2868230  20.0
Pentadecane, 8-he...  21.86     2.5 ng     353789  5  21.29 2868230  20.0
Pentadecane, 8-he...  22.33     5.0 ng     723504  5  21.29 2868230  20.0
Heptacosane           22.83     5.0 ng     787592  6  23.54 3119350  20.0
Heneicosane           24.05     8.5 ng    1323980  6  23.54 3119350  20.0
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