
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112117\
  Data File : BF100803.D                                          
  Acq On    : 22 Nov 2017   2:26
  Operator  : SJ/JU
  Sample    : I6466-07
  Misc      :  
  ALS Vial  : 31   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-BF110817.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   5.099   508  512  521 rBV   227835    284301  15.70%   1.703%
  2   5.493   574  579  582 rBV  1563165   1476444  81.55%   8.846%
  3   6.498   745  750  762 rVB  1427817   1595403  88.12%   9.559%
  4   6.640   770  774  778 rBV  1604415   1563665  86.37%   9.369%
  5   6.875   810  814  817 rBV   526133    480157  26.52%   2.877%
 
  6   7.028   836  840  843 rBV  1473801   1268373  70.06%   7.600%
  7   7.434   904  909  912 rBV  1067989    977974  54.02%   5.860%
  8   8.151  1028 1031 1035 rBV   718340    610422  33.72%   3.657%
  9   8.704  1122 1125 1129 rBV   101308     84791   4.68%   0.508%
 10   9.228  1209 1214 1217 rBV  2123071   1810457 100.00%  10.848%
 
 11   9.616  1277 1280 1284 rBV    64520     57165   3.16%   0.343%
 12   9.910  1326 1330 1334 rBV   745586    633514  34.99%   3.796%
 13  10.622  1447 1451 1454 rBV   393228    327558  18.09%   1.963%
 14  10.698  1460 1464 1467 rBV   972591    825912  45.62%   4.949%
 15  10.804  1479 1482 1483 rBV    27119     24966   1.38%   0.150%
 
 16  11.251  1555 1558 1560 rBV    29704     22388   1.24%   0.134%
 17  11.280  1560 1563 1569 rVB4   22032     32305   1.78%   0.194%
 18  11.392  1579 1582 1585 rBV   565359    554337  30.62%   3.321%
 19  11.416  1585 1586 1590 rVB    92365     64940   3.59%   0.389%
 20  11.675  1628 1630 1635 rVV2   28941     25198   1.39%   0.151%
 
 21  11.728  1635 1639 1643 rVB6   15057     22875   1.26%   0.137%
 22  11.910  1664 1670 1676 rBV2   58955    111571   6.16%   0.669%
 23  12.004  1683 1686 1689 rBV2   32406     37235   2.06%   0.223%
 24  12.028  1689 1690 1694 rVB2   28027     20279   1.12%   0.122%
 25  12.080  1694 1699 1704 rBV2   31251     38829   2.14%   0.233%
 
 26  12.186  1715 1717 1721 rBV    19352     21937   1.21%   0.131%
 27  12.445  1758 1761 1763 rBV    32267     30268   1.67%   0.181%
 28  12.475  1763 1766 1769 rVV3   35493     37232   2.06%   0.223%
 29  12.527  1773 1775 1780 rBV3   18503     26433   1.46%   0.158%
 30  12.610  1785 1789 1793 rBV   167962    159287   8.80%   0.954%
 
 31  12.792  1817 1820 1822 rVB3   24341     20368   1.13%   0.122%
 32  12.839  1822 1828 1834 rVV   206896    236848  13.08%   1.419%
 33  12.892  1834 1837 1840 rVB2   25074     26249   1.45%   0.157%
 34  12.980  1847 1852 1855 rBV  1207102   1121946  61.97%   6.722%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112117\
  Data File : BF100803.D                                          
  Acq On    : 22 Nov 2017   2:26
  Operator  : SJ/JU
  Sample    : I6466-07
  Misc      :  
  ALS Vial  : 31   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-BF110817.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.051  1861 1864 1869 rBV6   30611     42196   2.33%   0.253%
 
 36  13.163  1881 1883 1887 rVB2   29362     24292   1.34%   0.146%
 37  13.198  1887 1889 1892 rBV2   27104     24099   1.33%   0.144%
 38  13.269  1898 1901 1904 rBV2   41534     40075   2.21%   0.240%
 39  13.363  1914 1917 1919 rBV    25589     21730   1.20%   0.130%
 40  13.392  1919 1922 1925 rVV    24273     22730   1.26%   0.136%
 
 41  13.539  1944 1947 1950 rBV3   24430     28781   1.59%   0.172%
 42  13.669  1967 1969 1973 rVB    30791     33388   1.84%   0.200%
 43  13.780  1984 1988 1991 rBV6   25671     40633   2.24%   0.243%
 44  13.833  1995 1997 1999 rBV    23750     25471   1.41%   0.153%
 45  13.863  1999 2002 2008 rVB2  100113    124397   6.87%   0.745%
 
 46  14.033  2026 2031 2034 rBV2  549212    609850  33.68%   3.654%
 47  14.057  2034 2035 2043 rVB   115814     98901   5.46%   0.593%
 48  14.186  2054 2057 2060 rBV4   28622     32585   1.80%   0.195%
 49  14.492  2106 2109 2115 rBV4   43016     69336   3.83%   0.415%
 50  15.074  2205 2208 2212 rBV    99769    155469   8.59%   0.932%
 
 51  15.133  2216 2218 2222 rVB3   36914     31958   1.77%   0.191%
 52  15.380  2258 2260 2265 rVB    61266     73353   4.05%   0.440%
 53  15.445  2268 2271 2277 rVV    97536    127976   7.07%   0.767%
 54  15.510  2278 2282 2292 rVB   312681    430840  23.80%   2.581%
 
 
                        Sum of corrected areas:    16689687
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112117\
  Data File : BF100803.D                                          
  Acq On    : 22 Nov 2017   2:26
  Operator  : SJ/JU
  Sample    : I6466-07
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.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\BF112117\
  Data File : BF100803.D                                          
  Acq On    : 22 Nov 2017   2:26
  Operator  : SJ/JU
  Sample    : I6466-07
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.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.
---------------------------------------------------------------------
  5.10   11.84 ng         284301   1,4-Dichlorobenzene-d4      6.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance Scan 512 (5.099 min): BF100803.D (-508) (-)
43.0

59.0

101.1

83.0

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 83.0

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #8344: 3-Hexanol, 4-methyl-
59.0

41.0
31.0

69.0 87.0
98.015.0 50.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   55.89%

4.80 5.00 5.20 5.40

m/z 101.10   18.75%

4.80 5.00 5.20 5.40

m/z  58.00   15.50%

4.80 5.00 5.20 5.40

m/z  41.10    8.96%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112117\
  Data File : BF100803.D                                          
  Acq On    : 22 Nov 2017   2:26
  Operator  : SJ/JU
  Sample    : I6466-07
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.64                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.64   65.13 ng        1563670   1,4-Dichlorobenzene-d4      6.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 774 (6.640 min): BF100803.D (-770) (-)
132.0

68.1

96.140.1 54.0 115.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

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 #14510: 4-Methylpyrrolo[1,2-a]pyrazine
132.0

104.0

78.052.039.0
91.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   39.69%

6.40 6.60 6.80 7.00

m/z 134.00   31.95%

6.40 6.60 6.80 7.00

m/z  66.10   25.71%

6.40 6.60 6.80 7.00

m/z  69.10   15.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112117\
  Data File : BF100803.D                                          
  Acq On    : 22 Nov 2017   2:26
  Operator  : SJ/JU
  Sample    : I6466-07
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  2-Hydroxy-iso-butyrophenone     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.70    2.78 ng          84791   Naphthalene-d8              8.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Hydroxy-iso-butyrophenone         164 C10H12O2       007473-98-5 90
 2 Ethanol, 1-methoxy-, benzoate       180 C10H12O3       051835-44-0 64
 3 Propionic acid, 2-isopropoxy-, m... 146 C7H14O3        1000151-15-1 9 
 4 Guanidine                            59 CH5N3          000113-00-8 7 
 5 Formamide, N-methyl-                 59 C2H5NO         000123-39-7 5 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1124 (8.698 min): BF100803.D (-1122) (-)
59.1

105.077.143.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0

77.0 105.043.0
121.091.029.0 149.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #45156: Ethanol, 1-methoxy-, benzoate
59.0

105.075.0

43.0 121.0 180.0149.0 165.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #21992: Propionic acid, 2-isopropoxy-, methyl ester
59.0

43.029.0
116.087.074.0 103.0

8.40 8.60 8.80 9.00

m/z  59.10  100.00%

8.40 8.60 8.80 9.00

m/z 105.00   22.53%

8.40 8.60 8.80 9.00

m/z  77.10   18.76%

8.40 8.60 8.80 9.00

m/z  43.00   16.33%

8.40 8.60 8.80 9.00

m/z  51.00   15.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112117\
  Data File : BF100803.D                                          
  Acq On    : 22 Nov 2017   2:26
  Operator  : SJ/JU
  Sample    : I6466-07
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Benzophenone                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.62   10.34 ng         327558   Acenaphthene-d10            9.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzophenone                        182 C13H10O        000119-61-9 96
 2 Acetophenone, 2-chloro-             154 C8H7ClO        000532-27-4 49
 3 N-Methoxy-N-methylbenzamide         165 C9H11NO2       006919-61-5 47
 4 Benzenepropanenitrile, .beta.-oxo-  145 C9H7NO         000614-16-4 47
 5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H8O3         015206-55-0 47

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1451 (10.622 min): BF100803.D (-1447) (-)
105.0

182.177.0

51.0

152.1126.0 167.091.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #47243: Benzophenone
105.0

77.0 182.0

51.0

152.027.0 126.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #27532: Acetophenone, 2-chloro-
105.0

77.0

51.0
91.0 154.037.0 125.014.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #34635: N-Methoxy-N-methylbenzamide
105.0

77.0

51.0

165.028.0 91.0 134.0119.0

10.40 10.60 10.80 11.00

m/z 105.00  100.00%

10.40 10.60 10.80 11.00

m/z 182.10   60.04%

10.40 10.60 10.80 11.00

m/z  77.05   57.35%

10.40 10.60 10.80 11.00

m/z  51.00   21.68%

10.40 10.60 10.80 11.00

m/z 181.10    9.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112117\
  Data File : BF100803.D                                          
  Acq On    : 22 Nov 2017   2:26
  Operator  : SJ/JU
  Sample    : I6466-07
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.91    4.03 ng         111571   Phenanthrene-d10           11.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 53
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 52
 3 Dodecanoic acid                     200 C12H24O2       000143-07-7 43
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 35
 5 3,5-Difluorobenzaldehyde carbamo... 199 C8H7F2N3O      163893-49-0 35

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

5000

m/z-->

Abundance Scan 1670 (11.910 min): BF100803.D (-1664) (-)
60.0

129.1
83.0 171.1 192.1 213.1

110.039.0 151.1 247.1

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0

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

5000

m/z-->

Abundance #72643: Tridecanoic acid
73.043.0

129.0

171.0
97.0 214.0

152.015.0

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

5000

m/z-->

Abundance #61120: Dodecanoic acid
60.0

129.0
157.085.029.0

200.0
110.0

11.60 11.80 12.00 12.20

m/z  60.00  100.00%

11.60 11.80 12.00 12.20

m/z  57.00   99.09%

11.60 11.80 12.00 12.20

m/z  73.00   93.70%

11.60 11.80 12.00 12.20

m/z  43.10   91.56%

11.60 11.80 12.00 12.20

m/z  55.05   88.92%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112117\
  Data File : BF100803.D                                          
  Acq On    : 22 Nov 2017   2:26
  Operator  : SJ/JU
  Sample    : I6466-07
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Pentafluoropropionic acid, ...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.86    4.08 ng         124397   Chrysene-d12               14.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 95
 2 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 95
 3 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 94
 4 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 94
 5 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 93

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2002 (13.863 min): BF100803.D (-1999) (-)
57.1

97.1

234.1125.1
167.1 263.2197.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0

97.0

125.029.0
210.0182.0154.0 255.0 356.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57.0

97.0

125.029.0
196.0 269.0154.0 224.0 320.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #227401: Heptadecyl heptafluorobutyrate
57.0

97.0

125.029.0 238.0169.0 210.0 283.0

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.10   97.84%

13.60 13.80 14.00 14.20

m/z  55.05   88.83%

13.60 13.80 14.00 14.20

m/z  69.10   78.34%

13.60 13.80 14.00 14.20

m/z  83.10   75.02%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112117\
  Data File : BF100803.D                                          
  Acq On    : 22 Nov 2017   2:26
  Operator  : SJ/JU
  Sample    : I6466-07
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown14.49                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.49    2.27 ng          69336   Chrysene-d12               14.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, dodecyl 2-propyl... 292 C15H32O3S      1000309-12-3 35
 2 Hexadecane, 1-chloro-               260 C16H33Cl       004860-03-1 35
 3 Undecane, 4-ethyl-                  184 C13H28         017312-59-3 35
 4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H30O3S      1000309-19-0 35
 5 Sulfurous acid, hexyl nonyl ester   292 C15H32O3S      1000309-13-1 35

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2109 (14.492 min): BF100803.D (-2106) (-)
57.0

242.1

99.1 142.0 397.4210.1174.0 291.2 324.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43.0

85.0

125.0 169.0 203.0233.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #110905: Hexadecane, 1-chloro-
57.0

91.0

27.0 133.0 175.0 260.0224.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #48839: Undecane, 4-ethyl-
43.0

85.0

155.0125.0

14.20 14.40 14.60 14.80

m/z  57.00  100.00%

14.20 14.40 14.60 14.80

m/z  43.10   62.09%

14.20 14.40 14.60 14.80

m/z  85.05   54.68%

14.20 14.40 14.60 14.80

m/z 242.10   48.46%

14.20 14.40 14.60 14.80

m/z  71.10   46.74%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112117\
  Data File : BF100803.D                                          
  Acq On    : 22 Nov 2017   2:26
  Operator  : SJ/JU
  Sample    : I6466-07
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Benzo[e]pyrene                  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.38    3.41 ng          73353   Perylene-d12               15.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[e]pyrene                      252 C20H12         000192-97-2 96
 2 Benzo[a]pyrene                      252 C20H12         000050-32-8 95
 3 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 93
 4 Benzo[j]fluoranthene                252 C20H12         000205-82-3 93
 5 Benzo[k]fluoranthene                252 C20H12         000207-08-9 93

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2260 (15.380 min): BF100803.D (-2258) (-)
252.1

125.1
224.143.1 296.1188.186.9 374.0162.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #104217: Benzo[e]pyrene
252.0

125.0
224.098.0 198.063.0 158.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #104218: Benzo[a]pyrene
252.0

126.0
224.0100.0 198.063.0 163.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #104227: Benz[e]acephenanthrylene
252.0

126.0
224.0100.0 198.063.0 161.0

15.00 15.20 15.40 15.60

m/z 252.10  100.00%

15.00 15.20 15.40 15.60

m/z 250.10   30.89%

15.00 15.20 15.40 15.60

m/z 253.10   21.70%

15.00 15.20 15.40 15.60

m/z 125.10   15.72%

15.00 15.20 15.40 15.60

m/z 126.00   12.25%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112117\
  Data File : BF100803.D                                          
  Acq On    : 22 Nov 2017   2:26
  Operator  : SJ/JU
  Sample    : I6466-07
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.10    11.8 ng     284301  1   6.87  480157  20.0
unknown6.64            6.64    65.1 ng    1563670  1   6.87  480157  20.0
2-Hydroxy-iso-but...   8.70     2.8 ng      84791  2   8.15  610422  20.0
Benzophenone          10.62    10.3 ng     327558  3   9.91  633514  20.0
n-Hexadecanoic acid   11.91     4.0 ng     111571  4  11.40  554337  20.0
Pentafluoropropio...  13.86     4.1 ng     124397  5  14.03  609850  20.0
unknown14.49          14.49     2.3 ng      69336  5  14.03  609850  20.0
Benzo[e]pyrene        15.38     3.4 ng      73353  6  15.51  430840  20.0
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