
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   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-BF121918.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   2.251    24   28   34 rVB    45815     64655   1.43%   0.166%
  2   5.134   514  518  524 rVB   250735    291138   6.43%   0.749%
  3   5.545   583  588  591 rBV  2912701   2764044  61.04%   7.109%
  4   6.545   753  758  764 rBV  3011443   3000489  66.26%   7.718%
  5   6.681   776  781  784 rBV  3358881   2907889  64.22%   7.479%
 
  6   6.904   815  819  822 rBV  1134857    875000  19.32%   2.251%
  7   6.969   826  830  838 rBV  1009154    937062  20.69%   2.410%
  8   7.063   842  846  849 rVB  2923259   2389100  52.76%   6.145%
  9   7.463   909  914  917 rBV  1973329   1804477  39.85%   4.641%
 10   7.669   945  949  952 rBV  1247538   1184670  26.16%   3.047%
 
 11   7.804   968  972  975 rBV    85721     67385   1.49%   0.173%
 12   8.186  1031 1037 1041 rBV  1205569   1005178  22.20%   2.585%
 13   9.257  1215 1219 1223 rBV  3615853   3134407  69.22%   8.062%
 14   9.533  1260 1266 1269 rBV  3154422   2485084  54.88%   6.392%
 15   9.645  1282 1285 1289 rBV   248662    210280   4.64%   0.541%
 
 16   9.939  1331 1335 1339 rBV  1080862    980463  21.65%   2.522%
 17  10.104  1357 1363 1366 rBV2   35794     57497   1.27%   0.148%
 18  10.727  1465 1469 1475 rBV  1929508   1661858  36.70%   4.275%
 19  11.139  1535 1539 1549 rVB   333133    446811   9.87%   1.149%
 20  11.427  1584 1588 1591 rBV  1080914    904608  19.98%   2.327%
 
 21  11.951  1674 1677 1680 rBV   310853    267581   5.91%   0.688%
 22  12.227  1721 1724 1727 rBV   115245    123974   2.74%   0.319%
 23  12.280  1731 1733 1735 rBV2   70405     59026   1.30%   0.152%
 24  12.468  1761 1765 1768 rBV  5223564   4528234 100.00%  11.647%
 25  12.563  1778 1781 1784 rBV   406169    332595   7.34%   0.855%
 
 26  12.733  1808 1810 1813 rBV2  115398    126270   2.79%   0.325%
 27  12.951  1844 1847 1850 rBV   541433    491805  10.86%   1.265%
 28  13.010  1853 1857 1861 rVB  3176903   2794387  61.71%   7.188%
 29  13.321  1908 1910 1914 rVB   720099    578828  12.78%   1.489%
 30  13.674  1968 1970 1974 rBV   399562    406174   8.97%   1.045%
 
 31  14.015  2026 2028 2031 rBV   259959    193050   4.26%   0.497%
 32  14.045  2031 2033 2034 rVV   349813    275929   6.09%   0.710%
 33  14.062  2034 2036 2041 rVB   863778    825773  18.24%   2.124%
 34  14.386  2088 2091 2096 rVB   560437    702685  15.52%   1.807%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   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-BF121918.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    38878406
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.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\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.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 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.13    6.65 ng         291138   1,4-Dichlorobenzene-d4      6.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
 3 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 4 Butane                               58 C4H10          000106-97-8 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 517 (5.128 min): BF111732.D (-514) (-)
43

59

101
8351 69

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

5000

m/z-->

Abundance #8185: 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
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 #3686: 1-Propen-2-ol, acetate
43

58
7215 10027

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.05   56.17%

4.80 5.00 5.20 5.40

m/z 101.10   16.99%

4.80 5.00 5.20 5.40

m/z  58.10   13.60%

4.80 5.00 5.20 5.40

m/z  41.00    7.63%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.68                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.68   66.47 ng        2907890   1,4-Dichlorobenzene-d4      6.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
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5000

m/z-->

Abundance Scan 781 (6.681 min): BF111732.D (-776) (-)
132

68

9640 54 78 106 117 205
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0

5000

m/z-->

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

69
104

5131
79
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0

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

10533 44
7060 80 115

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

189158

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   41.13%

6.40 6.60 6.80 7.00

m/z 134.00   33.05%

6.40 6.60 6.80 7.00

m/z  66.10   27.99%

6.40 6.60 6.80 7.00

m/z  69.10   17.34%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  1-Hexanol, 2-ethyl-             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.97   21.42 ng         937062   1,4-Dichlorobenzene-d4      6.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 83
 2 2-Propyl-1-pentanol                 130 C8H18O         058175-57-8 64
 3 Heptane, 1,1'-oxybis-               214 C14H30O        000629-64-1 59
 4 1-Isobutoxy-2-ethylhexane           186 C12H26O        1000139-90-3 56
 5 1-Pentene, 2,4,4-trimethyl-         112 C8H16          000107-39-1 43
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5000

m/z-->

Abundance Scan 830 (6.969 min): BF111732.D (-826) (-)
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m/z-->

Abundance #13661: 1-Hexanol, 2-ethyl-
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98 11215
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5000

m/z-->

Abundance #13662: 2-Propyl-1-pentanol
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41 70

8329 98 11215
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0

5000

m/z-->

Abundance #72872: Heptane, 1,1'-oxybis-
57

43 70
29 98

83 13511715 148 171107

6.60 6.80 7.00 7.20 7.40

m/z  57.05  100.00%

6.60 6.80 7.00 7.20 7.40

m/z  41.10   38.05%

6.60 6.80 7.00 7.20 7.40

m/z  43.05   33.33%

6.60 6.80 7.00 7.20 7.40

m/z  55.10   27.25%

6.60 6.80 7.00 7.20 7.40

m/z  56.05   19.33%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Plumbane, diethyldimethyl-      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.67   23.57 ng        1184670   Naphthalene-d8              8.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Plumbane, diethyldimethyl-          296 C6H16Pb        001762-27-2 92
 2 Cyclopentasiloxane, decamethyl-     370 C10H30O5Si5    000541-02-6 91
 3 3-Amino-2-phenazinol ditms          355 C18H25N3OSi2   1000332-15-5 52
 4 Terbutaline, N-trifluoroacetyl-O... 537 C23H42F3NO4Si3 325836-92-8 50
 5 N-(Trifluoracetyl)-O,O',O''-tris... 495 C20H36F3NO4Si3 054135-51-2 47

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 949 (7.669 min): BF111732.D (-945) (-)
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5000
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Abundance #141460: Plumbane, diethyldimethyl-
267223

27 204 296249
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Abundance #196317: Cyclopentasiloxane, decamethyl-
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0

5000

m/z-->

Abundance #187185: 3-Amino-2-phenazinol ditms
73

355

45 268237
324102 126 208147 181 294

7.40 7.60 7.80 8.00

m/z  73.05  100.00%

7.40 7.60 7.80 8.00

m/z 267.00   71.00%

7.40 7.60 7.80 8.00

m/z 355.10   59.50%

7.40 7.60 7.80 8.00

m/z 356.10   20.83%

7.40 7.60 7.80 8.00

m/z 268.00   18.71%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  2-Ethylhexyl mercaptoacetate    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.53   50.69 ng        2485080   Acenaphthene-d10            9.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Ethylhexyl mercaptoacetate        204 C10H20O2S      007659-86-1 80
 2 Octyl thioglycolate                 204 C10H20O2S      007664-80-4 64
 3 Oxalic acid, 2-ethylhexyl isobut... 258 C14H26O4       1000309-38-5 50
 4 Decane, 4-methyl-                   156 C11H24         002847-72-5 50
 5 Nonane, 4-methyl-5-propyl-          184 C13H28         062185-55-1 50
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Abundance Scan 1265 (9.527 min): BF111732.D (-1260) (-)
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Abundance #63704: 2-Ethylhexyl mercaptoacetate
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Abundance #63701: Octyl thioglycolate
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Abundance #108900: Oxalic acid, 2-ethylhexyl isobutyl ester
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9.20 9.40 9.60 9.80

m/z  57.05  100.00%

9.20 9.40 9.60 9.80

m/z  43.05   64.03%

9.20 9.40 9.60 9.80

m/z  71.05   57.85%

9.20 9.40 9.60 9.80

m/z  41.05   48.15%

9.20 9.40 9.60 9.80

m/z  55.10   32.04%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  2-[2-Thienyl]-4-acetyl quin...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.14    9.88 ng         446811   Phenanthrene-d10           11.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-[2-Thienyl]-4-acetyl quinoline    253 C15H11NOS      027302-83-6 50
 2 1,5-Diphenyl-2H-1,2,4-triazoline... 253 C14H11N3S      005055-74-3 47
 3 Phthalic acid, di(3,5-dimethylph... 374 C24H22O4       1000309-79-1 38
 4 Phthalic acid, 3,5-dimethylpheny... 374 C23H18O5       1000315-73-8 38
 5 6-Methyl-2-(3-nitrophenyl)imidaz... 253 C14H11N3O2     1000224-30-4 37

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 1539 (11.139 min): BF111732.D (-1535) (-)
253

331
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Abundance #104747: 2-[2-Thienyl]-4-acetyl quinoline
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Abundance #104676: 1,5-Diphenyl-2H-1,2,4-triazoline-3-thione
253
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51 180
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m/z-->

Abundance #199534: Phthalic acid, di(3,5-dimethylphenyl) ester
253

105
77 149 181122 2255027

10.80 11.00 11.20 11.40

m/z 253.00  100.00%

10.80 11.00 11.20 11.40

m/z 331.10   29.24%

10.80 11.00 11.20 11.40

m/z 254.00   25.32%

10.80 11.00 11.20 11.40

m/z 255.00   13.61%

10.80 11.00 11.20 11.40

m/z 269.05   12.49%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Octadecanoic acid               Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.95    5.92 ng         267581   Phenanthrene-d10           11.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 96
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 93
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 91
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Tetradecanal                    Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.23    2.74 ng         123974   Phenanthrene-d10           11.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanal                        212 C14H28O        000124-25-4 90
 2 (R)-(-)-(Z)-14-Methyl-8-hexadece... 254 C17H34O        030689-78-2 86
 3 E-2-Tetradecen-1-ol                 212 C14H28O        1000130-83-7 70
 4 1,12-Tridecadiene                   180 C13H24         021964-48-7 58
 5 Z,Z-2,15-Octadecedien-1-ol acetate  308 C20H36O2       1000130-95-1 58
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  n-Heptadecanol-1                Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.47  100.12 ng        4528230   Phenanthrene-d10           11.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Heptadecanol-1                    256 C17H36O        001454-85-9 95
 2 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 94
 3 Bromoacetic acid, hexadecyl ester   362 C18H35BrO2     005454-48-8 94
 4 1-Hexadecanol                       242 C16H34O        036653-82-4 94
 5 Pentafluoropropionic acid, tride... 346 C16H27F5O2     959261-22-4 94

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1765 (12.468 min): BF111732.D (-1761) (-)
55

83

111

139 224168 196 252 288 359315 387

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #107662: n-Heptadecanol-1
55 83

111

29
139 210168 238

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57

83

111

29
140 182 210 255 306

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #191698: Bromoacetic acid, hexadecyl ester
43

69

97

123

196 222153 269

12.20 12.40 12.60 12.80

m/z  55.10  100.00%

12.20 12.40 12.60 12.80

m/z  43.10   90.16%

12.20 12.40 12.60 12.80

m/z  57.10   82.04%

12.20 12.40 12.60 12.80

m/z  83.10   77.02%

12.20 12.40 12.60 12.80

m/z  69.10   72.95%

8270-BF121918.M Thu Dec 27 17:49:38 2018                                              Page: 12

Instrument :
BNA_F
ClientSampleId :
SB-57(0-12)-COMP



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Drometrizole                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.56    7.35 ng         332595   Phenanthrene-d10           11.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Drometrizole                        225 C13H11N3O      002440-22-4 98
 2 2-(2H-Benzotriazol-2-yl)-5-methy... 225 C13H11N3O      004998-48-5 98
 3 5(6H)-Quinazolinone, 7,8-dihydro... 225 C13H11N3O      1000337-49-5 50
 4 Phenazine, 2-amino-8-methoxy-       225 C13H11N3O      018450-21-0 50
 5 2H-Benzotriazole, 2-(2-butoxy-5-... 281 C17H19N3O      1000262-87-5 50
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Benzoic acid, tridecyl ester    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.95   11.91 ng         491805   Chrysene-d12               14.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzoic acid, tridecyl ester        304 C20H32O2       1000340-22-6 98
 2 Benzoic acid, tetradecyl ester      318 C21H34O2       1000340-22-7 98
 3 Benzoic acid, hexadecyl ester       346 C23H38O2       1000340-22-9 93
 4 Benzoic acid, pentadecyl ester      332 C22H36O2       1000340-22-8 90
 5 Benzoic acid, octadecyl ester       374 C25H42O2       1000340-23-1 74
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Benzoic acid, hexadecyl ester   Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.32   14.02 ng         578828   Chrysene-d12               14.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzoic acid, hexadecyl ester       346 C23H38O2       1000340-22-9 95
 2 Benzoic acid, tridecyl ester        304 C20H32O2       1000340-22-6 90
 3 Benzoic acid, pentadecyl ester      332 C22H36O2       1000340-22-8 83
 4 Benzoic acid, octadecyl ester       374 C25H42O2       1000340-23-1 83
 5 Benzoic acid, tetradecyl ester      318 C21H34O2       1000340-22-7 83
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  unknown14.39                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.39   17.02 ng         702685   Chrysene-d12               14.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F5O2     1000365-51-7 14
 2 Z-1-Methoxy-2-hexene                114 C7H14O         1000279-60-9 14
 3 Octane, 2,6-dimethyl-               142 C10H22         002051-30-1 14
 4 Nonane, 3-methyl-                   142 C10H22         005911-04-6 14
 5 Octane, 3,6-dimethyl-               142 C10H22         015869-94-0 14
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122618\
  Data File : BF111732.D                                          
  Acq On    : 26 Dec 2018  23:46
  Operator  : JU/SJ
  Sample    : J6505-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.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...   5.13     6.7 ng     291138  1   6.90  875000  20.0
unknown6.68            6.68    66.5 ng    2907890  1   6.90  875000  20.0
1-Hexanol, 2-ethyl-    6.97    21.4 ng     937062  1   6.90  875000  20.0
Plumbane, diethyl...   7.67    23.6 ng    1184670  2   8.19 1005180  20.0
2-Ethylhexyl merc...   9.53    50.7 ng    2485080  3   9.94  980463  20.0
2-[2-Thienyl]-4-a...  11.14     9.9 ng     446811  4  11.43  904608  20.0
Octadecanoic acid     11.95     5.9 ng     267581  4  11.43  904608  20.0
Tetradecanal          12.23     2.7 ng     123974  4  11.43  904608  20.0
n-Heptadecanol-1      12.47   100.1 ng    4528230  4  11.43  904608  20.0
Drometrizole          12.56     7.3 ng     332595  4  11.43  904608  20.0
Benzoic acid, tri...  12.95    11.9 ng     491805  5  14.06  825773  20.0
Benzoic acid, hex...  13.32    14.0 ng     578828  5  14.06  825773  20.0
unknown14.39          14.39    17.0 ng     702685  5  14.06  825773  20.0
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