
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091602.D                                          
  Acq On    : 14 Dec 2016  23:31
  Operator  : UM/SJ
  Sample    : H6006-20
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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   4.967   249  252  260 rBV  1982169   2864100  36.99%   4.252%
  2   5.356   284  286  287 rBV   106574    150239   1.94%   0.223%
  3   5.401   287  290  292 rVB  6807930   6997737  90.37%  10.389%
  4   6.441   378  381  383 rVB  6588281   7689931  99.31%  11.417%
  5   6.567   389  392  394 rBV  7573629   7550607  97.51%  11.210%
 
  6   6.796   409  412  414 rBV  2015755   1742581  22.50%   2.587%
  7   6.956   423  426  428 rBV  5231771   5868440  75.78%   8.712%
  8   7.356   458  461  464 rBV  3529536   4556769  58.85%   6.765%
  9   8.076   522  524  527 rBV  2084052   2130916  27.52%   3.164%
 10   9.162   616  619  621 rBV  8145379   7743557 100.00%  11.496%
 
 11   9.550   651  653  656 rBV   873367    797439  10.30%   1.184%
 12   9.836   675  678  680 rBV  2338391   2348293  30.33%   3.486%
 13  10.248   712  714  715 rBV   126391    111882   1.44%   0.166%
 14  10.270   715  716  718 rVB   110044     97140   1.25%   0.144%
 15  10.625   744  747  749 rBV  3843118   4313334  55.70%   6.404%
 
 16  10.750   756  758  762 rVB   113549    188282   2.43%   0.280%
 17  11.196   795  797  798 rBV   156082    154076   1.99%   0.229%
 18  11.310   805  807  810 rVB  1818609   1894409  24.46%   2.812%
 19  11.551   825  828  832 rBV2   73796    103323   1.33%   0.153%
 20  11.619   832  834  837 rVB   196449    170832   2.21%   0.254%
 
 21  11.848   853  854  856 rBV2  122590    152638   1.97%   0.227%
 22  12.031   868  870  871 rVB    72305     84079   1.09%   0.125%
 23  12.751   929  933  935 rBV2   42721     84068   1.09%   0.125%
 24  12.899   943  946  949 rBV  4938212   4960680  64.06%   7.365%
 25  13.391   986  989  991 rBV   235249    327530   4.23%   0.486%
 
 26  13.802  1023 1025 1029 rVB2  250040    312737   4.04%   0.464%
 27  13.951  1035 1038 1040 rBV  1389532   1676014  21.64%   2.488%
 28  14.431  1078 1080 1082 rBV    84105     85436   1.10%   0.127%
 29  15.357  1158 1161 1164 rBV  1043674   1435562  18.54%   2.131%
 30  15.402  1164 1165 1168 rVB    89103    103098   1.33%   0.153%
 
 31  15.814  1199 1201 1203 rBV   121285    180144   2.33%   0.267%
 32  16.282  1240 1242 1247 rVB   139467    270217   3.49%   0.401%
 33  16.831  1288 1290 1294 rVB   104025    210960   2.72%   0.313%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091602.D                                          
  Acq On    : 14 Dec 2016  23:31
  Operator  : UM/SJ
  Sample    : H6006-20
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
                        Sum of corrected areas:    67357050
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091602.D                                          
  Acq On    : 14 Dec 2016  23:31
  Operator  : UM/SJ
  Sample    : H6006-20
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091602.D                                          
  Acq On    : 14 Dec 2016  23:31
  Operator  : UM/SJ
  Sample    : H6006-20
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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.
---------------------------------------------------------------------
  4.97   32.87 ng        2864100   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 28
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

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

5000

m/z-->

Abundance Scan 252 (4.967 min): BF091602.D (-249) (-)
43.1

59.1

101.0

83.1 111.171.1

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

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.070.0

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

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

73.0 86.0

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

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

4.60 4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   58.79%

4.60 4.80 5.00 5.20 5.40

m/z 101.00   19.22%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   15.12%

4.60 4.80 5.00 5.20 5.40

m/z  41.05    9.32%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091602.D                                          
  Acq On    : 14 Dec 2016  23:31
  Operator  : UM/SJ
  Sample    : H6006-20
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.57                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.57   86.66 ng        7550610   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 2 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 

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

5000

m/z-->

Abundance Scan 392 (6.567 min): BF091602.D (-389) (-)
132.0

68.1

96.1
40.0 54.0 78.1 106.0 117.0

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

5000

m/z-->

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

105.033.0 44.0
70.060.0 80.0 115.0

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

5000

m/z-->

Abundance #13916: Benzene, 1,3,5-trifluoro-
132.0

81.063.0
112.0101.031.0 50.0

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

5000

m/z-->

Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0

117.0

91.0
39.0 51.0 65.0 77.0 105.027.0

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   45.93%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   34.63%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   28.97%

6.20 6.40 6.60 6.80 7.00

m/z  69.05   18.52%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091602.D                                          
  Acq On    : 14 Dec 2016  23:31
  Operator  : UM/SJ
  Sample    : H6006-20
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  9-Octadecenamide, (Z)-          Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.39    3.91 ng         327530   Chrysene-d12               13.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 90
 2 7-Nonenamide                        155 C9H17NO        090949-53-4 72
 3 Hexadecanamide                      255 C16H33NO       000629-54-9 64
 4 Decanamide-                         171 C10H21NO       002319-29-1 59
 5 Silane, hexyl-                      116 C6H16Si        001072-14-6 50

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 989 (13.391 min): BF091602.D (-986) (-)
59.0

98.1 126.1154.1 238.2184.1 265.1 317.2 358.1211.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #106874: 9-Octadecenamide, (Z)-
59.0

281.029.0 86.0 114.0 154.0 184.0 253.0220.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #26840: 7-Nonenamide
59.0

155.029.0 98.0 126.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #91512: Hexadecanamide
59.0

255.029.0 86.0 128.0 212.0170.0

13.00 13.20 13.40 13.60 13.80

m/z  59.00  100.00%

13.00 13.20 13.40 13.60 13.80

m/z  72.10   72.23%

13.00 13.20 13.40 13.60 13.80

m/z  55.00   35.60%

13.00 13.20 13.40 13.60 13.80

m/z  41.10   28.80%

13.00 13.20 13.40 13.60 13.80

m/z  43.10   25.35%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091602.D                                          
  Acq On    : 14 Dec 2016  23:31
  Operator  : UM/SJ
  Sample    : H6006-20
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heptafluorobutanoic acid, h...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.80    3.73 ng         312737   Chrysene-d12               13.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 94
 2 1-Heneicosyl formate                340 C22H44O2       077899-03-7 94
 3 1-Docosene                          308 C22H44         001599-67-3 91
 4 Trifluoroacetic acid, n-octadecy... 366 C20H37F3O2     079392-43-1 91
 5 2- Chloropropionic acid, hexadec... 332 C19H37ClO2     086711-81-1 91

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1025 (13.802 min): BF091602.D (-1023) (-)
57.1 97.1

139.1 207.1 290.1254.1 369.2338.2168.2

50 100 150 200 250 300 350

5000

m/z-->

Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

97.0

238.0126.0 169.027.0 283.0202.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #137330: 1-Heneicosyl formate
57.0

97.0

126.0 294.0167.0196.0 322.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #121981: 1-Docosene
55.0

97.0

139.0168.0 308.014.0

13.40 13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  83.10   94.37%

13.40 13.60 13.80 14.00 14.20

m/z  55.10   92.54%

13.40 13.60 13.80 14.00 14.20

m/z  43.10   85.07%

13.40 13.60 13.80 14.00 14.20

m/z  97.10   82.80%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091602.D                                          
  Acq On    : 14 Dec 2016  23:31
  Operator  : UM/SJ
  Sample    : H6006-20
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tetracosane                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.81    2.51 ng         180144   Perylene-d12               15.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetracosane                         338 C24H50         000646-31-1 95
 2 Eicosane, 10-methyl-                296 C21H44         054833-23-7 93
 3 Eicosane                            282 C20H42         000112-95-8 93
 4 2-Bromo dodecane                    248 C12H25Br       013187-99-0 93
 5 Octacosane                          394 C28H58         000630-02-4 87

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1201 (15.814 min): BF091602.D (-1199) (-)
57.1

99.1
141.1 211.1 352.2294.1174.1 386.2260.1

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #136482: Tetracosane
57.0

99.0
141.0 338.0183.0 225.0 267.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #115575: Eicosane, 10-methyl-
57.0

99.0
154.0

281.0183.0 239.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #107655: Eicosane
57.0

99.0
141.0 282.027.0 183.0 225.0

15.40 15.60 15.80 16.00 16.20

m/z  57.10  100.00%

15.40 15.60 15.80 16.00 16.20

m/z  71.10   71.12%

15.40 15.60 15.80 16.00 16.20

m/z  43.10   64.68%

15.40 15.60 15.80 16.00 16.20

m/z  85.10   49.09%

15.40 15.60 15.80 16.00 16.20

m/z  55.05   24.59%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091602.D                                          
  Acq On    : 14 Dec 2016  23:31
  Operator  : UM/SJ
  Sample    : H6006-20
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Disulfide, di-tert-dodecyl      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.83    2.94 ng         210960   Perylene-d12               15.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Disulfide, di-tert-dodecyl          402 C24H50S2       027458-90-8 90
 2 Pentacosane                         352 C25H52         000629-99-2 83
 3 Pentadecane, 2-methyl-              226 C16H34         001560-93-6 83
 4 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 80
 5 Docosane                            310 C22H46         000629-97-0 80

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1290 (16.831 min): BF091602.D (-1288) (-)
57.1

99.1
168.3 208.1 365.2320.2 398.3241.2136.1 280.1

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #156987: Disulfide, di-tert-dodecyl
57.0

99.0
169.027.0

137.0 402.0205.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #142112: Pentacosane
57.0

99.0
141.0 183.0 225.0 352.0267.027.0 309.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #73983: Pentadecane, 2-methyl-
43.0

85.0

183.0127.0
226.0

16.60 16.80 17.00 17.20

m/z  57.10  100.00%

16.60 16.80 17.00 17.20

m/z  71.10   65.96%

16.60 16.80 17.00 17.20

m/z  43.10   51.44%

16.60 16.80 17.00 17.20

m/z  85.05   49.18%

16.60 16.80 17.00 17.20

m/z  55.10   25.29%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091602.D                                          
  Acq On    : 14 Dec 2016  23:31
  Operator  : UM/SJ
  Sample    : H6006-20
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.97    32.9 ng    2864100  1   6.80 1742580  20.0
unknown6.57            6.57    86.7 ng    7550610  1   6.80 1742580  20.0
9-Octadecenamide,...  13.39     3.9 ng     327530  5  13.95 1676010  20.0
Heptafluorobutano...  13.80     3.7 ng     312737  5  13.95 1676010  20.0
Tetracosane           15.81     2.5 ng     180144  6  15.36 1435560  20.0
Disulfide, di-ter...  16.83     2.9 ng     210960  6  15.36 1435560  20.0

8270-BF120916.M Thu Dec 15 17:08:48 2016                                              Page: 10

Instrument :
BNA_F
ClientSampleId :
WC-9-10-15


