
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042718\
  Data File : BF104899.D                                          
  Acq On    : 27 Apr 2018  23:19
  Operator  : JU/SJ
  Sample    : J2549-01
  Misc      :  
  ALS Vial  : 21   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-BF040618.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   5.016   493  498  510 rVB    85964    121538   4.59%   0.515%
  2   5.422   563  567  594 rBV  2388292   2609994  98.58%  11.058%
  3   6.451   736  742  759 rBV  2269003   2647568 100.00%  11.217%
  4   6.575   759  763  766 rBV  2907690   2632310  99.42%  11.153%
  5   6.798   797  801  805 rBV   714351    564918  21.34%   2.394%
 
  6   6.957   823  828  831 rBV  2359850   2050806  77.46%   8.689%
  7   7.369   893  898  901 rBV  1674467   1570354  59.31%   6.653%
  8   8.081  1016 1019 1042 rVB   689209    726996  27.46%   3.080%
  9   9.157  1198 1202 1212 rBV  2872405   2634935  99.52%  11.164%
 10   9.551  1266 1269 1277 rVB   263756    248314   9.38%   1.052%
 
 11   9.763  1301 1305 1309 rBV    53885     46217   1.75%   0.196%
 12   9.839  1314 1318 1326 rVV2  804983    723912  27.34%   3.067%
 13  10.263  1387 1390 1392 rVB    72453     57583   2.17%   0.244%
 14  10.480  1421 1427 1430 rBV2   22872     28432   1.07%   0.120%
 15  10.633  1449 1453 1467 rBV  1528071   1514965  57.22%   6.419%
 
 16  10.733  1467 1470 1475 rBV    65701     68591   2.59%   0.291%
 17  11.333  1568 1572 1575 rBV   636289    615312  23.24%   2.607%
 18  11.851  1657 1660 1669 rBV2   96188    105824   4.00%   0.448%
 19  12.551  1775 1779 1783 rBV    84683     83281   3.15%   0.353%
 20  12.780  1812 1818 1821 rBV   127072    133336   5.04%   0.565%
 
 21  12.851  1827 1830 1834 rVB    67236     57722   2.18%   0.245%
 22  12.921  1837 1842 1845 rBV  2032353   1977315  74.68%   8.378%
 23  13.192  1882 1888 1892 rBV   717800    714194  26.98%   3.026%
 24  13.486  1935 1938 1942 rVB   257365    218103   8.24%   0.924%
 25  13.804  1989 1992 1996 rBV   195380    192399   7.27%   0.815%
 
 26  13.839  1996 1998 2003 rVB    48903     54350   2.05%   0.230%
 27  13.980  2017 2022 2025 rBV   634987    622520  23.51%   2.638%
 28  15.021  2196 2199 2203 rBV    45643     67793   2.56%   0.287%
 29  15.451  2267 2272 2285 rVB   359082    512560  19.36%   2.172%
 
 
                        Sum of corrected areas:    23602142
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042718\
  Data File : BF104899.D                                          
  Acq On    : 27 Apr 2018  23:19
  Operator  : JU/SJ
  Sample    : J2549-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.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\BF042718\
  Data File : BF104899.D                                          
  Acq On    : 27 Apr 2018  23:19
  Operator  : JU/SJ
  Sample    : J2549-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.02    4.30 ng         121538   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 72
 2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 38
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 38
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
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0

5000

m/z-->

Abundance Scan 499 (5.022 min): BF104899.D (-493) (-)
43

59

101

8336
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0

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8337 53 67 9177

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

5000

m/z-->

Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43

101
28 59

70 84
15 53 78 95

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

5000

m/z-->

Abundance #8358: 2-Hexanol, 2-methyl-
59

43 10131 836915 53

4.60 4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.00   63.08%

4.60 4.80 5.00 5.20 5.40

m/z 101.00   26.78%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   16.76%

4.60 4.80 5.00 5.20 5.40

m/z  41.00   10.57%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042718\
  Data File : BF104899.D                                          
  Acq On    : 27 Apr 2018  23:19
  Operator  : JU/SJ
  Sample    : J2549-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.57   93.19 ng        2632310   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
 3 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 
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m/z-->

Abundance Scan 762 (6.569 min): BF104899.D (-759) (-)
132
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
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785131 38 44
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m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
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70
31 6044 7751 86 105 116
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5000

m/z-->

Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132

97

70

5231 6044 78 11686 105

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  68.05   40.50%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   31.54%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   26.01%

6.20 6.40 6.60 6.80 7.00

m/z  69.05   16.50%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042718\
  Data File : BF104899.D                                          
  Acq On    : 27 Apr 2018  23:19
  Operator  : JU/SJ
  Sample    : J2549-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Heptadecane                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.73    2.23 ng          68591   Phenanthrene-d10           11.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane                         240 C17H36         000629-78-7 91
 2 Octadecane                          254 C18H38         000593-45-3 90
 3 Hexadecane                          226 C16H34         000544-76-3 90
 4 Tetracosane                         338 C24H50         000646-31-1 87
 5 Sulfurous acid, 2-propyl tetrade... 320 C17H36O3S      1000309-12-5 86
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5000
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Abundance Scan 1469 (10.727 min): BF104899.D (-1467) (-)
57

43 71

85

99 113

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

5000

m/z-->

Abundance #94346: Heptadecane
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m/z-->

Abundance #105884: Octadecane
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5000

m/z-->

Abundance #83025: Hexadecane
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10.40 10.60 10.80 11.00

m/z  57.00  100.00%

10.40 10.60 10.80 11.00

m/z  43.00   68.91%

10.40 10.60 10.80 11.00

m/z  71.05   63.87%

10.40 10.60 10.80 11.00

m/z  85.00   39.73%

10.40 10.60 10.80 11.00

m/z  41.05   36.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042718\
  Data File : BF104899.D                                          
  Acq On    : 27 Apr 2018  23:19
  Operator  : JU/SJ
  Sample    : J2549-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.85    3.44 ng         105824   Phenanthrene-d10           11.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 4 Nonanoic acid                       158 C9H18O2        000112-05-0 38
 5 Oxalic acid, dodecyl propyl ester   300 C17H32O4       1000309-26-5 25
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0

5000

m/z-->

Abundance Scan 1660 (11.851 min): BF104899.D (-1657) (-)
736043
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5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343
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97 115 213 256157 171 185143 199 227 241
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0

5000

m/z-->

Abundance #95855: Pentadecanoic acid
736043

129
29 87 242199143 185115 157 171101

213
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0

5000

m/z-->

Abundance #84453: Tetradecanoic acid
7360

43

129
29 228185
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11.60 11.80 12.00 12.20

m/z  73.00  100.00%

11.60 11.80 12.00 12.20

m/z  60.00   92.00%

11.60 11.80 12.00 12.20

m/z  43.05   83.40%

11.60 11.80 12.00 12.20

m/z  57.05   65.31%

11.60 11.80 12.00 12.20

m/z  55.05   61.88%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042718\
  Data File : BF104899.D                                          
  Acq On    : 27 Apr 2018  23:19
  Operator  : JU/SJ
  Sample    : J2549-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  m,p'-DDD                        Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.19   22.95 ng         714194   Chrysene-d12               13.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 m,p'-DDD                            318 C14H10Cl4      004329-12-8 99
 2 1,1-Dichloro-2,2-bis(p-chlorophe... 318 C14H10Cl4      000072-54-8 99
 3 Mitotane                            318 C14H10Cl4      000053-19-0 98
 4 2,2-Bis(p-chlorophenyl)ethanol      266 C14H12Cl2O     002642-82-2 87
 5 3-Butanone, 1,1-bis(4-chlorophen... 320 C18H18Cl2O     1000158-20-4 80

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 1888 (13.192 min): BF104899.D (-1882) (-)
235
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m/z-->

Abundance #159153: m,p'-DDD
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101 137 320119
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0

5000

m/z-->

Abundance #159160: 1,1-Dichloro-2,2-bis(p-chlorophenyl)ethane
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19975 101 13651 32028 282215117 251184
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0

5000

m/z-->

Abundance #159155: Mitotane
235

165

19975 32010151 137 28321527 251184117

12.80 13.00 13.20 13.40 13.60

m/z 235.00  100.00%

12.80 13.00 13.20 13.40 13.60

m/z 237.00   65.19%

12.80 13.00 13.20 13.40 13.60

m/z 165.05   61.30%

12.80 13.00 13.20 13.40 13.60

m/z 199.00   16.67%

12.80 13.00 13.20 13.40 13.60

m/z 236.00   15.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042718\
  Data File : BF104899.D                                          
  Acq On    : 27 Apr 2018  23:19
  Operator  : JU/SJ
  Sample    : J2549-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1,1-Dichloro-2,2-bis(p-chlo...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.49    7.01 ng         218103   Chrysene-d12               13.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,1-Dichloro-2,2-bis(p-chlorophe... 318 C14H10Cl4      000072-54-8 91
 2 Mitotane                            318 C14H10Cl4      000053-19-0 91
 3 m,p'-DDD                            318 C14H10Cl4      004329-12-8 90
 4 p,p'-DDT                            352 C14H9Cl5       000050-29-3 90
 5 2,2-Bis(p-chlorophenyl)ethanol      266 C14H12Cl2O     002642-82-2 83

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 1939 (13.492 min): BF104899.D (-1935) (-)
235

165

199
75 13699 28250 117 319215183 251

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #159157: 1,1-Dichloro-2,2-bis(p-chlorophenyl)ethane
235

165

19975 101 32050 137 28227 215 251117 183

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #159155: Mitotane
235

165

19975 32010151 13736 283215 251184117

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #159153: m,p'-DDD
235

165

19975
101 137 320119

13.20 13.40 13.60 13.80

m/z 235.00  100.00%

13.20 13.40 13.60 13.80

m/z 237.00   62.47%

13.20 13.40 13.60 13.80

m/z 165.05   47.52%

13.20 13.40 13.60 13.80

m/z 236.00   14.92%

13.20 13.40 13.60 13.80

m/z 199.00   13.27%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042718\
  Data File : BF104899.D                                          
  Acq On    : 27 Apr 2018  23:19
  Operator  : JU/SJ
  Sample    : J2549-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Behenic alcohol                 Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.80    6.18 ng         192399   Chrysene-d12               13.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Behenic alcohol                     326 C22H46O        000661-19-8 95
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 3 n-Nonadecanol-1                     284 C19H40O        001454-84-8 95
 4 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 93
 5 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 93

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

5000

m/z-->

Abundance Scan 1991 (13.798 min): BF104899.D (-1989) (-)
8357

41

111

229
139 163 195210 281

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

5000

m/z-->

Abundance #166292: Behenic alcohol
8355

111

29 139 167 280182 308210 238 264

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

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266182 294210 238

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

5000

m/z-->

Abundance #131391: n-Nonadecanol-1
8355

111

29 126 154 238182 266210

13.40 13.60 13.80 14.00 14.20

m/z  83.10  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  57.10   88.97%

13.40 13.60 13.80 14.00 14.20

m/z  43.10   83.33%

13.40 13.60 13.80 14.00 14.20

m/z  55.00   80.78%

13.40 13.60 13.80 14.00 14.20

m/z  97.10   79.10%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042718\
  Data File : BF104899.D                                          
  Acq On    : 27 Apr 2018  23:19
  Operator  : JU/SJ
  Sample    : J2549-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.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...   5.02     4.3 ng     121538  1   6.80  564918  20.0
unknown6.57            6.57    93.2 ng    2632310  1   6.80  564918  20.0
Heptadecane           10.73     2.2 ng      68591  4  11.33  615312  20.0
n-Hexadecanoic acid   11.85     3.4 ng     105824  4  11.33  615312  20.0
m,p'-DDD              13.19    22.9 ng     714194  5  13.98  622520  20.0
1,1-Dichloro-2,2-...  13.49     7.0 ng     218103  5  13.98  622520  20.0
Behenic alcohol       13.80     6.2 ng     192399  5  13.98  622520  20.0
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