
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061319\
  Data File : BF115023.D                                          
  Acq On    : 14 Jun 2019  00:56
  Operator  : HP/JU
  Sample    : K3294-01
  Misc      :  
  ALS Vial  : 19   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_F\METHODS\8270-BF061219.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   4.175   351  355  363 rBV    73919     92859   1.49%   0.192%
  2   4.834   461  467  470 rBV  2079309   2587554  41.47%   5.357%
  3   5.251   534  538  550 rBV  1807876   1717913  27.53%   3.557%
  4   6.292   709  715  717 rBV  3982512   4604455  73.79%   9.533%
  5   6.416   731  736  739 rBV  3564440   3413623  54.71%   7.067%
 
  6   6.645   771  775  778 rBV  1942333   1569203  25.15%   3.249%
  7   6.804   797  802  805 rBV  4874165   4487615  71.92%   9.291%
  8   7.210   865  871  874 rBV  3408790   3543690  56.79%   7.336%
  9   7.928   988  993  996 rBV  2198315   2055284  32.94%   4.255%
 10   9.004  1170 1176 1179 rBV  6326152   6239561 100.00%  12.918%
 
 11   9.398  1238 1243 1246 rBV  1200216   1039363  16.66%   2.152%
 12   9.675  1284 1290 1293 rBV  2446105   2345687  37.59%   4.856%
 13  10.451  1418 1422 1434 rBV   868187    777831  12.47%   1.610%
 14  11.145  1536 1540 1543 rBV  2675220   2364576  37.90%   4.895%
 15  11.169  1543 1544 1548 rVB   151240     81622   1.31%   0.169%
 
 16  12.351  1741 1745 1749 rBV   245483    233234   3.74%   0.483%
 17  12.574  1778 1783 1786 rBV   256681    251378   4.03%   0.520%
 18  12.727  1805 1809 1813 rBV  5467180   5341531  85.61%  11.059%
 19  13.651  1961 1966 1980 rBV3  128557    344973   5.53%   0.714%
 20  13.768  1981 1986 1989 rVV  1945745   2006999  32.17%   4.155%
 
 21  13.792  1989 1990 1996 rVB   134043     81898   1.31%   0.170%
 22  14.527  2112 2115 2117 rBV   157327    145494   2.33%   0.301%
 23  14.551  2117 2119 2124 rVB    87537    103907   1.67%   0.215%
 24  14.757  2151 2154 2157 rBV   116643    157307   2.52%   0.326%
 25  14.857  2168 2171 2175 rVB   123339    127166   2.04%   0.263%
 
 26  15.027  2197 2200 2205 rVB    74427     89581   1.44%   0.185%
 27  15.080  2206 2209 2214 rVV    93494    111863   1.79%   0.232%
 28  15.145  2215 2220 2226 rVV  1269122   1570764  25.17%   3.252%
 29  15.198  2226 2229 2237 rVB   117800    144576   2.32%   0.299%
 30  15.586  2290 2295 2303 rBV    92527    141851   2.27%   0.294%
 
 31  16.033  2366 2371 2380 rVB2   76760    142585   2.29%   0.295%
 32  16.439  2435 2440 2447 rVB2   45389     87642   1.40%   0.181%
 33  16.551  2455 2459 2464 rBV3   43347     77092   1.24%   0.160%
 34  16.604  2465 2468 2473 rVB6   47320     73953   1.19%   0.153%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061319\
  Data File : BF115023.D                                          
  Acq On    : 14 Jun 2019  00:56
  Operator  : HP/JU
  Sample    : K3294-01
  Misc      :  
  ALS Vial  : 19   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_F\METHODS\8270-BF061219.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  16.827  2501 2506 2515 rVB    37283     72430   1.16%   0.150%
 
 36  17.162  2558 2563 2573 rVB5   31260     75418   1.21%   0.156%
 
 
                        Sum of corrected areas:    48302478
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061319\
  Data File : BF115023.D                                          
  Acq On    : 14 Jun 2019  00:56
  Operator  : HP/JU
  Sample    : K3294-01
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219.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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061319\
  Data File : BF115023.D                                          
  Acq On    : 14 Jun 2019  00:56
  Operator  : HP/JU
  Sample    : K3294-01
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219.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.
---------------------------------------------------------------------
  4.83   32.98 ng        2587550   1,4-Dichlorobenzene-d4      6.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 466 (4.828 min): BF115023.D (-461) (-)
43

59

101

8351 69

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 83 93

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #3152: 5-Hexen-2-one
43

552715 83 987163

4.40 4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.40 4.60 4.80 5.00 5.20

m/z  59.00   59.02%

4.40 4.60 4.80 5.00 5.20

m/z 101.00   23.49%

4.40 4.60 4.80 5.00 5.20

m/z  58.00   16.15%

4.40 4.60 4.80 5.00 5.20

m/z  40.95    9.03%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061319\
  Data File : BF115023.D                                          
  Acq On    : 14 Jun 2019  00:56
  Operator  : HP/JU
  Sample    : K3294-01
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.42                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.42   43.51 ng        3413620   1,4-Dichlorobenzene-d4      6.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 23
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 4 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 9 
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5000

m/z-->

Abundance Scan 737 (6.422 min): BF115023.D (-731) (-)
132
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96
40 54 10678 207
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0

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

5131
79
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5000

m/z-->

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132

69
57

39
89 103

79 115
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0

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79
107

6.00 6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.00 6.20 6.40 6.60 6.80

m/z 134.00   34.44%

6.00 6.20 6.40 6.60 6.80

m/z  68.00   28.93%

6.00 6.20 6.40 6.60 6.80

m/z  66.00   18.33%

6.00 6.20 6.40 6.60 6.80

m/z  96.00   12.17%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061319\
  Data File : BF115023.D                                          
  Acq On    : 14 Jun 2019  00:56
  Operator  : HP/JU
  Sample    : K3294-01
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Benzene, 1,1'-(1,3-butadiyn...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.57    2.51 ng         251378   Chrysene-d12               13.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pyrene                              202 C16H10         000129-00-0 96
 2 Fluoranthene                        202 C16H10         000206-44-0 90
 3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C16H10         000886-66-8 59
 4 Furan-2-one, 2,5-dihydro-5-(4-me... 202 C12H10O3       024962-84-3 37
 5 Anthracene, 9-(2-nitroethenyl)-     249 C16H11NO2      058349-77-2 33

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

5000

m/z-->

Abundance Scan 1782 (12.568 min): BF115023.D (-1778) (-)
202

101
88 2181741507556 18912941 257239

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

5000

m/z-->

Abundance #62822: Pyrene
202

101
88 1741507562 122 18739 135

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

5000

m/z-->

Abundance #62828: Fluoranthene
202

101
88 17415075 1226239 135 187

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

5000

m/z-->

Abundance #62831: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202

10188 150 17675 126 1635127

12.20 12.40 12.60 12.80

m/z 202.00  100.00%

12.20 12.40 12.60 12.80

m/z 200.00   21.34%

12.20 12.40 12.60 12.80

m/z 203.00   19.20%

12.20 12.40 12.60 12.80

m/z 201.00   17.75%

12.20 12.40 12.60 12.80

m/z 101.00   16.31%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061319\
  Data File : BF115023.D                                          
  Acq On    : 14 Jun 2019  00:56
  Operator  : HP/JU
  Sample    : K3294-01
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Dichloroacetic acid, heptad...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.65    3.44 ng         344973   Chrysene-d12               13.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 95
 2 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 95
 3 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 94
 4 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 94
 5 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 94
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0

5000

m/z-->

Abundance Scan 1966 (13.651 min): BF115023.D (-1961) (-)
57 83
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139 177 245207 281
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0

5000

m/z-->

Abundance #194133: Dichloroacetic acid, heptadecyl ester
57 83

111

29
139 238210168 295266
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0

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57

97

12529
196 269154 224 320
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0

5000

m/z-->

Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57

83

111

29 169
210139 255 406

13.40 13.60 13.80 14.00

m/z  57.00  100.00%

13.40 13.60 13.80 14.00

m/z  43.00   95.37%

13.40 13.60 13.80 14.00

m/z  83.00   93.83%

13.40 13.60 13.80 14.00

m/z  97.10   88.45%

13.40 13.60 13.80 14.00

m/z  55.00   82.96%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061319\
  Data File : BF115023.D                                          
  Acq On    : 14 Jun 2019  00:56
  Operator  : HP/JU
  Sample    : K3294-01
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Benzo[e]pyrene                  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.76    2.00 ng         157307   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 96
 2 Benzo[a]pyrene                      252 C20H12         000050-32-8 95
 3 Benzo[e]pyrene                      252 C20H12         000192-97-2 94
 4 Benzo[j]fluoranthene                252 C20H12         000205-82-3 93
 5 Benzo[k]fluoranthene                252 C20H12         000207-08-9 93

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

5000

m/z-->

Abundance Scan 2155 (14.762 min): BF115023.D (-2151) (-)
252
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113 22484 100 198176 211150 26839 6853

20 40 60 80 100 120 140 160 180 200 220 240 260
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5000

m/z-->

Abundance #104228: Benz[e]acephenanthrylene
252

126
113 224100 2008774 17418751 150 23726

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

5000

m/z-->

Abundance #104218: Benzo[a]pyrene
252

126
113 224100 2008774 149 174 2371875739

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

5000

m/z-->

Abundance #104217: Benzo[e]pyrene
252

125
112 22499 20083 17463 146 23750 187

14.40 14.60 14.80 15.00

m/z 252.05  100.00%

14.40 14.60 14.80 15.00

m/z 250.10   25.01%

14.40 14.60 14.80 15.00

m/z 253.10   22.78%

14.40 14.60 14.80 15.00

m/z 126.00   15.10%

14.40 14.60 14.80 15.00

m/z 124.90   13.03%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061319\
  Data File : BF115023.D                                          
  Acq On    : 14 Jun 2019  00:56
  Operator  : HP/JU
  Sample    : K3294-01
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219.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...   4.83    33.0 ng    2587550  1   6.65 1569200  20.0
unknown6.42            6.42    43.5 ng    3413620  1   6.65 1569200  20.0
Benzene, 1,1'-(1,...  12.57     2.5 ng     251378  5  13.77 2007000  20.0
Dichloroacetic ac...  13.65     3.4 ng     344973  5  13.77 2007000  20.0
Benzo[e]pyrene        14.76     2.0 ng     157307  6  15.14 1570760  20.0
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