
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097640.D                                          
  Acq On    : 12 Aug 2017  18:09
  Operator  : SJ/JU
  Sample    : I4700-04 5X
  Misc      :  
  ALS Vial  : 9   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-BF081117.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   4.746   517  520  532 rBV2   10653     33762   1.89%   0.247%
  2   5.440   634  638  661 rBV   109711    373748  20.93%   2.740%
  3   7.075   913  916  929 rBV   141353    374364  20.97%   2.744%
  4   7.175   929  933  949 rVB   225759    540320  30.26%   3.961%
  5   7.498   984  988 1005 rBV   546612    779230  43.64%   5.712%
 
  6   7.739  1025 1029 1051 rBV   191940    327609  18.35%   2.401%
  7   8.422  1142 1145 1166 rBV    95308    251567  14.09%   1.844%
  8   9.528  1329 1333 1357 rBV   783969   1069013  59.87%   7.836%
  9  11.304  1631 1635 1646 rBV   326436    434736  24.35%   3.187%
 10  11.998  1750 1753 1759 rBV    37066     54003   3.02%   0.396%
 
 11  12.351  1808 1813 1826 rBV2  767775   1078549  60.41%   7.906%
 12  13.198  1953 1957 1963 rBV    47471     57647   3.23%   0.423%
 13  13.563  2013 2019 2023 rBV2   21503     38136   2.14%   0.280%
 14  13.651  2030 2034 2040 rBV2  122164    197682  11.07%   1.449%
 15  13.974  2084 2089 2098 rBV    74550    129112   7.23%   0.946%
 
 16  14.286  2137 2142 2148 rBV6   10125     22049   1.23%   0.162%
 17  14.704  2208 2213 2216 rBV    75798     88287   4.94%   0.647%
 18  14.745  2216 2220 2226 rBV   694136    901780  50.51%   6.610%
 19  15.374  2323 2327 2333 rBV    62410     80179   4.49%   0.588%
 20  15.527  2349 2353 2358 rBV   502150    591737  33.14%   4.338%
 
 21  15.980  2421 2430 2439 rBV    56438     79240   4.44%   0.581%
 22  16.498  2513 2518 2521 rBV  1362760   1621303  90.80%  11.884%
 23  16.533  2521 2524 2527 rVV  1571058   1785514 100.00%  13.088%
 24  16.557  2527 2528 2538 rVB2  215821    218573  12.24%   1.602%
 25  16.657  2541 2545 2550 rVB   280128    308937  17.30%   2.265%
 
 26  16.733  2550 2558 2559 rBV5   13634     24687   1.38%   0.181%
 27  16.862  2575 2580 2584 rBV    78805    102135   5.72%   0.749%
 28  16.974  2594 2599 2604 rVB4   46619     62021   3.47%   0.455%
 29  17.027  2605 2608 2612 rBV    31861     39755   2.23%   0.291%
 30  17.098  2616 2620 2626 rBV   258759    284283  15.92%   2.084%
 
 31  17.298  2651 2654 2658 rBV6   17417     27425   1.54%   0.201%
 32  17.386  2665 2669 2672 rBV4   44083     52949   2.97%   0.388%
 33  17.504  2684 2689 2695 rVB4   40997     73068   4.09%   0.536%
 34  17.627  2706 2710 2713 rBV2   32882     37775   2.12%   0.277%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097640.D                                          
  Acq On    : 12 Aug 2017  18:09
  Operator  : SJ/JU
  Sample    : I4700-04 5X
  Misc      :  
  ALS Vial  : 9   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-BF081117.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  17.774  2730 2735 2738 rBV7    8757     20216   1.13%   0.148%
 
 36  17.945  2761 2764 2767 rVB3   17176     19685   1.10%   0.144%
 37  18.168  2798 2802 2805 rBV4   18952     29675   1.66%   0.218%
 38  18.368  2833 2836 2840 rBV3   21569     26567   1.49%   0.195%
 39  18.445  2844 2849 2853 rBV   549267    659474  36.93%   4.834%
 40  18.480  2853 2855 2866 rVB4   47880     80188   4.49%   0.588%
 
 41  19.721  3062 3066 3068 rBV    48523     69140   3.87%   0.507%
 42  20.109  3128 3132 3139 rBV2  443751    596077  33.38%   4.369%
 
 
                        Sum of corrected areas:    13642197
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097640.D                                          
  Acq On    : 12 Aug 2017  18:09
  Operator  : SJ/JU
  Sample    : I4700-04 5X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.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\BF081217\
  Data File : BF097640.D                                          
  Acq On    : 12 Aug 2017  18:09
  Operator  : SJ/JU
  Sample    : I4700-04 5X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown7.17                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.17   13.87 ng         540320   1,4-Dichlorobenzene-d4      7.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 27
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 10
 4 Xenon                               132 Xe             007440-63-3 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 932 (7.169 min): BF097640.D (-929) (-)
132.0

68.1

96.140.0 54.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

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

67.0

41.0 97.0
117.0

81.054.0

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   43.11%

6.80 7.00 7.20 7.40 7.60

m/z 134.00   31.61%

6.80 7.00 7.20 7.40 7.60

m/z  66.00   27.42%

6.80 7.00 7.20 7.40 7.60

m/z  96.10   15.43%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097640.D                                          
  Acq On    : 12 Aug 2017  18:09
  Operator  : SJ/JU
  Sample    : I4700-04 5X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Hexadecane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.97    2.86 ng         129112   Phenanthrene-d10           14.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 86
 2 Heptadecane                         240 C17H36         000629-78-7 83
 3 Octacosane                          394 C28H58         000630-02-4 83
 4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H30O3S      1000309-20-2 72
 5 Eicosane                            282 C20H42         000112-95-8 72

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2088 (13.969 min): BF097640.D (-2084) (-)
57.0

99.1
155.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #83025: Hexadecane
57.0

27.0 99.0 141.0 183.0 226.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #94346: Heptadecane
57.0

99.0
27.0 141.0 240.0183.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

13.60 13.80 14.00 14.20

m/z  57.05  100.00%

13.60 13.80 14.00 14.20

m/z  43.05   70.42%

13.60 13.80 14.00 14.20

m/z  71.10   52.16%

13.60 13.80 14.00 14.20

m/z  85.05   33.47%

13.60 13.80 14.00 14.20

m/z  41.05   29.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097640.D                                          
  Acq On    : 12 Aug 2017  18:09
  Operator  : SJ/JU
  Sample    : I4700-04 5X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexadecanoic acid, methyl e...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.53   13.12 ng         591737   Phenanthrene-d10           14.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, methyl ester     270 C17H34O2       000112-39-0 95
 2 Pentadecanoic acid, 14-methyl-, ... 270 C17H34O2       005129-60-2 94
 3 Dodecanoic acid, 10-methyl-, met... 228 C14H28O2       005129-65-7 91
 4 Dodecanoic acid, methyl ester       214 C13H26O2       000111-82-0 90
 5 Methyl 11-methyl-dodecanoate        228 C14H28O2       1000336-45-1 90

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

5000

m/z-->

Abundance Scan 2353 (15.527 min): BF097640.D (-2349) (-)
74.0

43.0

143.1
227.297.1 185.2 270.2123.0

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

5000

m/z-->

Abundance #119407: Hexadecanoic acid, methyl ester
74.0

43.0

143.0 270.0227.097.0 185.0
121.0 163.0

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

5000

m/z-->

Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0

270.043.0

143.0 227.0
97.0 185.0121.0 205.0163.0

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

5000

m/z-->

Abundance #84513: Dodecanoic acid, 10-methyl-, methyl ester
74.0

41.0

143.0 228.097.0 185.0
123.0 163.0

15.20 15.40 15.60 15.80

m/z  74.00  100.00%

15.20 15.40 15.60 15.80

m/z  87.10   68.15%

15.20 15.40 15.60 15.80

m/z  43.05   45.23%

15.20 15.40 15.60 15.80

m/z  55.00   34.92%

15.20 15.40 15.60 15.80

m/z  41.05   30.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097640.D                                          
  Acq On    : 12 Aug 2017  18:09
  Operator  : SJ/JU
  Sample    : I4700-04 5X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  10,13-Octadecadienoic acid,...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.50   35.96 ng        1621300   Phenanthrene-d10           14.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 10,13-Octadecadienoic acid, meth... 294 C19H34O2       056554-62-2 99
 2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H34O2       000112-63-0 99
 3 Methyl 10-trans,12-cis-octadecad... 294 C19H34O2       1000336-44-2 99
 4 8,11-Octadecadienoic acid, methy... 294 C19H34O2       056599-58-7 99
 5 9,12-Octadecadienoic acid, methy... 294 C19H34O2       002566-97-4 97

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

5000

m/z-->

Abundance Scan 2518 (16.498 min): BF097640.D (-2513) (-)
67.0

41.1
95.0

123.1 150.1 263.3178.1 294.3220.2

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

5000

m/z-->

Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0

41.0
95.0

294.0
123.0 263.0150.0 178.0 220.0

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

5000

m/z-->

Abundance #139726: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0

95.041.0

123.0 294.0150.0 263.015.0 178.0 220.0

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

5000

m/z-->

Abundance #139709: Methyl 10-trans,12-cis-octadecadienoate
67.0

95.0

294.0
123.0 150.0 263.0178.0 220.0

16.20 16.40 16.60 16.80

m/z  67.05  100.00%

16.20 16.40 16.60 16.80

m/z  55.00   81.85%

16.20 16.40 16.60 16.80

m/z  81.05   79.26%

16.20 16.40 16.60 16.80

m/z  41.10   66.18%

16.20 16.40 16.60 16.80

m/z  95.05   54.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097640.D                                          
  Acq On    : 12 Aug 2017  18:09
  Operator  : SJ/JU
  Sample    : I4700-04 5X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Methyl stearate                 Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.66    9.37 ng         308937   Chrysene-d12               18.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methyl stearate                     298 C19H38O2       000112-61-8 98
 2 Pentadecanoic acid, methyl ester    256 C16H32O2       007132-64-1 94
 3 Hexadecanoic acid, 15-methyl-, m... 284 C18H36O2       006929-04-0 91
 4 Pentadecanoic acid, 14-methyl-, ... 270 C17H34O2       005129-60-2 90
 5 Heptadecanoic acid, methyl ester    284 C18H36O2       001731-92-6 90

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

5000

m/z-->

Abundance Scan 2546 (16.662 min): BF097640.D (-2541) (-)
74.0

43.1

143.1
199.2 255.297.0 171.1 298.3227.2

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

5000

m/z-->

Abundance #143126: Methyl stearate
74.0

43.0
143.0

298.0255.0199.097.0
171.0 227.015.0

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

5000

m/z-->

Abundance #107593: Pentadecanoic acid, methyl ester
74.0

43.0
143.0

213.0101.0 256.0171.015.0

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

5000

m/z-->

Abundance #131317: Hexadecanoic acid, 15-methyl-, methyl ester
74.0

43.0

143.097.0 199.0 241.0171.0 285.0120.0

16.40 16.60 16.80 17.00

m/z  74.00  100.00%

16.40 16.60 16.80 17.00

m/z  87.00   70.93%

16.40 16.60 16.80 17.00

m/z  43.10   45.55%

16.40 16.60 16.80 17.00

m/z  55.00   33.68%

16.40 16.60 16.80 17.00

m/z  41.00   28.20%

8270-BF081117.M Mon Aug 14 14:19:29 2017                                              Page: 8

Instrument :
BNA_F
ClientSampleId :
NB-01-080917-B



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097640.D                                          
  Acq On    : 12 Aug 2017  18:09
  Operator  : SJ/JU
  Sample    : I4700-04 5X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Hentriacontane                  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.50    2.22 ng          73068   Chrysene-d12               18.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hentriacontane                      437 C31H64         000630-04-6 80
 2 Hexacosane                          366 C26H54         000630-01-3 72
 3 Tetradecane, 6,9-dimethyl-          226 C16H34         055045-13-1 72
 4 Pentacosane                         352 C25H52         000629-99-2 72
 5 2-Bromotetradecane                  276 C14H29Br       074036-95-6 72

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2688 (17.498 min): BF097640.D (-2684) (-)
57.0

99.0
141.1 193.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #223852: Hentriacontane
57.0

99.0
141.0 183.0 225.0 309.0267.0 351.0 437.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #194494: Hexacosane
57.0

99.0
141.0 183.0 225.0 366.0267.0 309.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #83045: Tetradecane, 6,9-dimethyl-
57.0

98.0 155.0
197.0

17.20 17.40 17.60 17.80

m/z  57.05  100.00%

17.20 17.40 17.60 17.80

m/z  43.05   71.88%

17.20 17.40 17.60 17.80

m/z  85.00   49.19%

17.20 17.40 17.60 17.80

m/z  71.05   44.33%

17.20 17.40 17.60 17.80

m/z  55.05   25.15%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097640.D                                          
  Acq On    : 12 Aug 2017  18:09
  Operator  : SJ/JU
  Sample    : I4700-04 5X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.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|
----------------------------------------------------------------------------
unknown7.17            7.17    13.9 ng     540320  1   7.50  779230  20.0
Hexadecane            13.97     2.9 ng     129112  4  14.74  901780  20.0
Hexadecanoic acid...  15.53    13.1 ng     591737  4  14.74  901780  20.0
10,13-Octadecadie...  16.50    36.0 ng    1621300  4  14.74  901780  20.0
Methyl stearate       16.66     9.4 ng     308937  5  18.44  659474  20.0
Hentriacontane        17.50     2.2 ng      73068  5  18.44  659474  20.0
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