
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082115\
  Data File : BF081147.D                                          
  Acq On    : 21 Aug 2015  16:05
  Operator  : UM/IZ
  Sample    : G3312-01
  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:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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   2.630    63   65   82 rBV2    6205     35406   1.61%   0.169%
  2   3.910   174  177  183 rBB    18528     31714   1.44%   0.151%
  3   4.676   240  244  253 rVB   726860   1389886  63.19%   6.630%
  4   5.133   280  284  286 rBV  1518335   2199529 100.00%  10.492%
  5   6.207   375  378  380 rBV  1876845   2073206  94.26%   9.890%
 
  6   6.322   385  388  390 rBV  2106405   2002312  91.03%   9.551%
  7   6.550   406  408  410 rBV   375970    351290  15.97%   1.676%
  8   6.710   419  422  424 rBV  1731334   1458356  66.30%   6.957%
  9   7.122   455  458  461 rBV  1059418   1336779  60.78%   6.377%
 10   7.247   464  469  473 rBB    37245     47906   2.18%   0.229%
 
 11   7.842   519  521  523 rBV   561781    491980  22.37%   2.347%
 12   8.916   612  615  618 rBV  1968082   1896481  86.22%   9.047%
 13   9.316   648  650  652 rBV   686185    553446  25.16%   2.640%
 14   9.579   671  673  675 rBV   610239    527186  23.97%   2.515%
 15  10.002   708  710  712 rBV    26297     28713   1.31%   0.137%
 
 16  10.368   739  742  744 rVB  1286025   1458619  66.32%   6.958%
 17  10.505   752  754  760 rVB    49293     58309   2.65%   0.278%
 18  10.951   790  793  794 rBV    49590     49018   2.23%   0.234%
 19  11.054   799  802  804 rBV   412619    573953  26.09%   2.738%
 20  11.305   821  824  827 rBV2   22062     38284   1.74%   0.183%
 
 21  11.374   827  830  832 rVB    54949     52948   2.41%   0.253%
 22  11.602   848  850  859 rBV   114995    186529   8.48%   0.890%
 23  11.774   863  865  869 rVB    43688     39830   1.81%   0.190%
 24  12.242   904  906  909 rBV    51378     47774   2.17%   0.228%
 25  12.379   917  918  924 rBV    33369     53132   2.42%   0.253%
 
 26  12.471   924  926  928 rVV    97691    123763   5.63%   0.590%
 27  12.551   928  933  936 rVB2   20784     38342   1.74%   0.183%
 28  12.631   937  940  943 rBV  1649613   2038620  92.68%   9.725%
 29  12.882   958  962  964 rBV2   21891     27510   1.25%   0.131%
 30  13.179   985  988  990 rBV    60188     64050   2.91%   0.306%
 
 31  13.225   990  992  993 rVV    33339     30073   1.37%   0.143%
 32  13.545  1018 1020 1027 rBV   121467    191600   8.71%   0.914%
 33  13.660  1027 1030 1036 rVB   639861    634792  28.86%   3.028%
 34  13.865  1045 1048 1051 rBV    48760     50395   2.29%   0.240%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082115\
  Data File : BF081147.D                                          
  Acq On    : 21 Aug 2015  16:05
  Operator  : UM/IZ
  Sample    : G3312-01
  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:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  14.162  1072 1074 1079 rBV2   37631     73358   3.34%   0.350%
 
 36  14.460  1097 1100 1102 rBV    34884     36871   1.68%   0.176%
 37  14.642  1113 1116 1120 rVB    28770     54637   2.48%   0.261%
 38  14.745  1123 1125 1126 rBV    32366     37479   1.70%   0.179%
 39  14.940  1140 1142 1144 rVV    21990     29214   1.33%   0.139%
 40  14.985  1144 1146 1149 rVV   322518    482977  21.96%   2.304%
 
 41  15.408  1180 1183 1185 rBV    16735     25737   1.17%   0.123%
 42  16.643  1288 1291 1297 rBV4   12743     41445   1.88%   0.198%
 
 
                        Sum of corrected areas:    20963449
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082115\
  Data File : BF081147.D                                          
  Acq On    : 21 Aug 2015  16:05
  Operator  : UM/IZ
  Sample    : G3312-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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\BF082115\
  Data File : BF081147.D                                          
  Acq On    : 21 Aug 2015  16:05
  Operator  : UM/IZ
  Sample    : G3312-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.68   79.13 ng        1389890   1,4-Dichlorobenzene-d4      6.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 4 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 17
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 

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

5000

m/z-->

Abundance Scan 244 (4.676 min): BF081147.D (-240) (-)
43

59

101
8351 69

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

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8351

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

5000

m/z-->

Abundance #8114: 3-Hexanol, 4-methyl-
59

41
31

69 87
9815 51

10 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

41

68
12650 142

4.40 4.60 4.80 5.00

m/z  43.10  100.00%

4.40 4.60 4.80 5.00

m/z  59.10   58.21%

4.40 4.60 4.80 5.00

m/z 101.10   16.57%

4.40 4.60 4.80 5.00

m/z  58.10   15.13%

4.40 4.60 4.80 5.00

m/z  41.10    8.60%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082115\
  Data File : BF081147.D                                          
  Acq On    : 21 Aug 2015  16:05
  Operator  : UM/IZ
  Sample    : G3312-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.32                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.32  114.00 ng        2002310   1,4-Dichlorobenzene-d4      6.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 4 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 10
 5 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10

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

5000

m/z-->

Abundance Scan 388 (6.322 min): BF081147.D (-385) (-)
132

68

9640 54 75 10447 61 87 115

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

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38

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

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

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

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

6.00 6.20 6.40 6.60

m/z 132.10  100.00%

6.00 6.20 6.40 6.60

m/z  68.10   52.25%

6.00 6.20 6.40 6.60

m/z  66.10   34.98%

6.00 6.20 6.40 6.60

m/z 134.10   32.96%

6.00 6.20 6.40 6.60

m/z  69.10   20.80%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082115\
  Data File : BF081147.D                                          
  Acq On    : 21 Aug 2015  16:05
  Operator  : UM/IZ
  Sample    : G3312-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Iodo-2-methylundecane         Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.50    2.03 ng          58309   Phenanthrene-d10           11.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Iodo-2-methylundecane             296 C12H25I        073105-67-6 90
 2 Hexadecane                          226 C16H34         000544-76-3 90
 3 Eicosane                            282 C20H42         000112-95-8 90
 4 Heptadecane                         240 C17H36         000629-78-7 83
 5 Tetradecane                         198 C14H30         000629-59-4 72

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

5000

m/z-->

Abundance Scan 754 (10.505 min): BF081147.D (-752) (-)
57

71

41

99 127

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

5000

m/z-->

Abundance #114973: 1-Iodo-2-methylundecane
5743

85

27 99 169127 154 211 296

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

5000

m/z-->

Abundance #73965: Hexadecane
5743

85

27 99 127 155 183 226197

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

5000

m/z-->

Abundance #107652: Eicosane
5743

85

9927 127 155 282

10.20 10.40 10.60 10.80

m/z  57.10  100.00%

10.20 10.40 10.60 10.80

m/z  43.10   70.23%

10.20 10.40 10.60 10.80

m/z  71.05   48.53%

10.20 10.40 10.60 10.80

m/z  85.10   33.80%

10.20 10.40 10.60 10.80

m/z  41.05   28.67%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082115\
  Data File : BF081147.D                                          
  Acq On    : 21 Aug 2015  16:05
  Operator  : UM/IZ
  Sample    : G3312-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Undecanoic acid                 Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.60    6.50 ng         186529   Phenanthrene-d10           11.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecanoic acid                     186 C11H22O2       000112-37-8 80
 2 Amyl Nitrite                        117 C5H11NO2       000110-46-3 43
 3 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS        029926-41-8 38
 4 Ethyl .alpha.-d-glucopyranoside     208 C8H16O6        1000127-29-4 27
 5 Silane, trichlorodocosyl-           442 C22H45Cl3Si    007325-84-0 20

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 850 (11.602 min): BF081147.D (-848) (-)
43 60

73

12985 97
115 213171157 185143

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #46615: Undecanoic acid
60 73

43

12929 85 143
18611597 15718 169

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #8236: Amyl Nitrite
29 41

57

71

86 116

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #12420: Ethanone, 1-(4,5-dihydro-2-thiazolyl)-
43

60

129

87 10111276

11.20 11.40 11.60 11.80 12.00

m/z  43.05  100.00%

11.20 11.40 11.60 11.80 12.00

m/z  60.00   83.01%

11.20 11.40 11.60 11.80 12.00

m/z  57.10   76.17%

11.20 11.40 11.60 11.80 12.00

m/z  73.00   75.35%

11.20 11.40 11.60 11.80 12.00

m/z  41.10   72.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082115\
  Data File : BF081147.D                                          
  Acq On    : 21 Aug 2015  16:05
  Operator  : UM/IZ
  Sample    : G3312-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Octadecanoic acid, butyl ester  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.18    2.02 ng          64050   Chrysene-d12               13.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 91
 2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H16O         054644-32-5 43
 3 Urea, N,N'-di-2-propenyl-           140 C7H12N2O       001801-72-5 38
 4 Cyclopentanone, 2,2-dimethyl-       112 C7H12O         004541-32-6 30
 5 1-Hexene, 2,5-dimethyl-             112 C8H16          006975-92-4 30

50 100 150 200 250 300

5000

m/z-->

Abundance Scan 988 (13.179 min): BF081147.D (-985) (-)
56

73
129

285101 185 26724139

50 100 150 200 250 300

5000

m/z-->

Abundance #137336: Octadecanoic acid, butyl ester
56

7329
129 28526797 185 241 340157 213 311

50 100 150 200 250 300

5000

m/z-->

Abundance #12235: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56

73

12895

50 100 150 200 250 300

5000

m/z-->

Abundance #17590: Urea, N,N'-di-2-propenyl-
56

30

85 140111

12.80 13.00 13.20 13.40

m/z  56.10  100.00%

12.80 13.00 13.20 13.40

m/z  57.10   62.72%

12.80 13.00 13.20 13.40

m/z  43.10   45.86%

12.80 13.00 13.20 13.40

m/z  41.10   39.58%

12.80 13.00 13.20 13.40

m/z  55.10   32.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082115\
  Data File : BF081147.D                                          
  Acq On    : 21 Aug 2015  16:05
  Operator  : UM/IZ
  Sample    : G3312-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  17-Pentatriacontene             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.55    6.04 ng         191600   Chrysene-d12               13.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 17-Pentatriacontene                 491 C35H70         006971-40-0 91
 2 Pentafluoropropionic acid, octad... 416 C21H37F5O2     1000280-07-7 91
 3 Oxirane, [(dodecyloxy)methyl]-      242 C15H30O2       002461-18-9 90
 4 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 86
 5 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 81

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 1020 (13.545 min): BF081147.D (-1018) (-)
57

83

111
139

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #168066: 17-Pentatriacontene
43

83

111
139 167 196 224 267 490462292 321

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43

69

97

125 252154 224181

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #83705: Oxirane, [(dodecyloxy)methyl]-
57

83

29 111
140 197166

13.20 13.40 13.60 13.80

m/z  57.10  100.00%

13.20 13.40 13.60 13.80

m/z  43.10   79.80%

13.20 13.40 13.60 13.80

m/z  55.10   62.59%

13.20 13.40 13.60 13.80

m/z  71.10   43.78%

13.20 13.40 13.60 13.80

m/z  83.10   43.08%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082115\
  Data File : BF081147.D                                          
  Acq On    : 21 Aug 2015  16:05
  Operator  : UM/IZ
  Sample    : G3312-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.16    2.31 ng          73358   Chrysene-d12               13.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane                         240 C17H36         000629-78-7 94
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 90
 4 Hentriacontane                      437 C31H64         000630-04-6 90
 5 Tetracosane                         338 C24H50         000646-31-1 86
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082115\
  Data File : BF081147.D                                          
  Acq On    : 21 Aug 2015  16:05
  Operator  : UM/IZ
  Sample    : G3312-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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...   4.68    79.1 ng    1389890  1   6.55  351290  20.0
unknown6.32            6.32   114.0 ng    2002310  1   6.55  351290  20.0
1-Iodo-2-methylun...  10.50     2.0 ng      58309  4  11.05  573953  20.0
Undecanoic acid       11.60     6.5 ng     186529  4  11.05  573953  20.0
Octadecanoic acid...  13.18     2.0 ng      64050  5  13.66  634792  20.0
17-Pentatriacontene   13.55     6.0 ng     191600  5  13.66  634792  20.0
Heptadecane           14.16     2.3 ng      73358  5  13.66  634792  20.0
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