
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   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-BF022719.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   5.339   549  553  566 rBV   192005    212820   6.81%   1.225%
  2   6.369   725  728  737 rBV   246543    253137   8.10%   1.458%
  3   6.492   746  749  757 rBV   254948    248396   7.95%   1.430%
  4   6.722   785  788  796 rBV   735729    645785  20.66%   3.718%
  5   6.881   812  815  824 rBV   216077    185714   5.94%   1.069%
 
  6   7.281   880  883  890 rBV   129358    135222   4.33%   0.779%
  7   8.004  1002 1006 1013 rBV   896977    864076  27.65%   4.975%
  8   8.610  1105 1109 1112 rBV    82276     77018   2.46%   0.443%
  9   9.080  1185 1189 1194 rBV   388017    335682  10.74%   1.933%
 10   9.175  1201 1205 1208 rBV   104353     99081   3.17%   0.571%
 
 11   9.492  1253 1259 1261 rBV4   48442     71366   2.28%   0.411%
 12   9.698  1292 1294 1298 rBV   128906    110483   3.54%   0.636%
 13   9.757  1299 1304 1312 rVV  1074276    935102  29.92%   5.384%
 14   9.933  1329 1334 1337 rBV3   24636     47102   1.51%   0.271%
 15  10.198  1375 1379 1382 rBV   151083    120121   3.84%   0.692%
 
 16  10.416  1409 1416 1419 rBV    55621     75975   2.43%   0.437%
 17  10.545  1434 1438 1442 rBV   191173    197582   6.32%   1.138%
 18  10.669  1456 1459 1467 rBV   157649    177720   5.69%   1.023%
 19  11.116  1532 1535 1538 rBV   133534    113850   3.64%   0.656%
 20  11.145  1538 1540 1547 rVB    52668     49614   1.59%   0.286%
 
 21  11.239  1552 1556 1563 rBV   875092    890107  28.48%   5.125%
 22  11.539  1604 1607 1609 rBV   119703     97713   3.13%   0.563%
 23  11.639  1620 1624 1628 rBV  1497642   1222293  39.11%   7.038%
 24  11.774  1644 1647 1650 rBV    82406     87227   2.79%   0.502%
 25  11.945  1673 1676 1680 rVB    94398     85486   2.74%   0.492%
 
 26  12.321  1736 1740 1742 rBV  3204651   3125233 100.00%  17.995%
 27  12.345  1742 1744 1747 rVB  3453309   2858526  91.47%  16.459%
 28  12.427  1755 1758 1761 rBV   675388    514747  16.47%   2.964%
 29  12.480  1764 1767 1769 rVV2   50696     48952   1.57%   0.282%
 30  12.663  1794 1798 1802 rVB2  117887    130800   4.19%   0.753%
 
 31  12.704  1802 1805 1810 rBV    79226     66135   2.12%   0.381%
 32  12.815  1821 1824 1828 rBV   421843    357642  11.44%   2.059%
 33  12.986  1850 1853 1854 rBV    85706     85090   2.72%   0.490%
 34  13.057  1863 1865 1866 rBV    87662     70704   2.26%   0.407%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   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-BF022719.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.151  1878 1881 1883 rBV    99461     87325   2.79%   0.503%
 
 36  13.398  1921 1923 1926 rVB    58397     50234   1.61%   0.289%
 37  13.727  1977 1979 1982 rBV    69883     56830   1.82%   0.327%
 38  13.815  1992 1994 1998 rBV    71385     69205   2.21%   0.398%
 39  13.868  1999 2003 2011 rVV  1079206   1030505  32.97%   5.934%
 40  14.039  2030 2032 2035 rBV    78655     67242   2.15%   0.387%
 
 41  14.304  2075 2077 2079 rBV2   78328     68871   2.20%   0.397%
 42  14.351  2079 2085 2087 rBV3  183385    369098  11.81%   2.125%
 43  15.280  2239 2243 2246 rBV   714105    838577  26.83%   4.828%
 44  15.486  2275 2278 2279 rBV2  130199    132856   4.25%   0.765%
 
 
                        Sum of corrected areas:    17367244
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.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\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown6.49                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.49    7.69 ng         248396   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 2 Imidazole, 4,5-dicyano-1-methyl-    132 C6H4N4         019485-35-9 9 
 3 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Xenon                               132 Xe             007440-63-3 9 

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

5000

m/z-->

Abundance Scan 749 (6.492 min): BF113176.D (-746) (-)
132

68

96
40 54 75 10448 62 81

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

5000

m/z-->

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

69
104

785131 38 44

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

5000

m/z-->

Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132

67
80 91

5445 106 1179760 74

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

5000

m/z-->

Abundance #14395: 1,3,5-Trifluorobenzene
132

8163
11210175 8831 575037 69 9444

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.00   42.27%

6.20 6.40 6.60 6.80

m/z 134.00   31.34%

6.20 6.40 6.60 6.80

m/z  66.00   27.66%

6.20 6.40 6.60 6.80

m/z  69.00   16.31%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Tetradecane                     Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.17    2.12 ng          99081   Acenaphthene-d10            9.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecane                         198 C14H30         000629-59-4 91
 2 Tridecane                           184 C13H28         000629-50-5 90
 3 Decane, 2,3,5-trimethyl-            184 C13H28         062238-11-3 83
 4 Hexadecane                          226 C16H34         000544-76-3 72
 5 Decane, 3-bromo-                    220 C10H21Br       030571-71-2 64

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1204 (9.169 min): BF113176.D (-1201) (-)
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71

85

99 113 127 173141
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0

5000

m/z-->

Abundance #59880: Tetradecane
57

43
71

85
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99 113 198127 141 155 16915
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5000

m/z-->

Abundance #48835: Tridecane
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99 113 127 184141 15518
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0

5000

m/z-->

Abundance #48894: Decane, 2,3,5-trimethyl-
57

43
71

85

14129 99
113 169

8.80 9.00 9.20 9.40 9.60

m/z  57.00  100.00%

8.80 9.00 9.20 9.40 9.60

m/z  42.95   81.64%

8.80 9.00 9.20 9.40 9.60

m/z  71.00   55.84%

8.80 9.00 9.20 9.40 9.60

m/z  40.95   38.55%

8.80 9.00 9.20 9.40 9.60

m/z  85.00   36.23%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Pentadecane                     Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.70    2.36 ng         110483   Acenaphthene-d10            9.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane                           184 C13H28         000629-50-5 90
 2 Pentadecane                         212 C15H32         000629-62-9 90
 3 Hexadecane                          226 C16H34         000544-76-3 90
 4 Heptadecane                         240 C17H36         000629-78-7 83
 5 Heneicosane                         296 C21H44         000629-94-7 83

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

5000

m/z-->

Abundance Scan 1294 (9.698 min): BF113176.D (-1292) (-)
57

43

71

85

99 113 127 145 174

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

5000

m/z-->

Abundance #48835: Tridecane
5743

71

85
29

99 113 127 184141 15515

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

5000

m/z-->

Abundance #71394: Pentadecane
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71 85
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99 113 127 141 212155 168 182

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

5000

m/z-->

Abundance #83025: Hexadecane
5743

71

85
29

99 113 127 141 155 169 183 226197

9.40 9.60 9.80 10.00

m/z  57.00  100.00%

9.40 9.60 9.80 10.00

m/z  43.00   72.77%

9.40 9.60 9.80 10.00

m/z  71.00   53.80%

9.40 9.60 9.80 10.00

m/z  85.00   34.99%

9.40 9.60 9.80 10.00

m/z  41.00   34.16%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Hexadecane                      Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.20    2.57 ng         120121   Acenaphthene-d10            9.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 93
 2 Tetradecane                         198 C14H30         000629-59-4 90
 3 Eicosane                            282 C20H42         000112-95-8 86
 4 Pentadecane                         212 C15H32         000629-62-9 86
 5 Heptadecane                         240 C17H36         000629-78-7 83

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

5000

m/z-->

Abundance Scan 1379 (10.198 min): BF113176.D (-1375) (-)
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99 113127 144 171 226202

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

5000

m/z-->

Abundance #83024: Hexadecane
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99 113127141155 226169183

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

5000

m/z-->

Abundance #59882: Tetradecane
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0

5000

m/z-->

Abundance #129492: Eicosane
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43

71

85
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99 113127141155169 282183197211225239253

9.80 10.00 10.20 10.40 10.60

m/z  57.00  100.00%

9.80 10.00 10.20 10.40 10.60

m/z  43.00   72.93%

9.80 10.00 10.20 10.40 10.60

m/z  71.00   57.99%

9.80 10.00 10.20 10.40 10.60

m/z  85.00   40.02%

9.80 10.00 10.20 10.40 10.60

m/z  41.00   32.88%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tridecane                       Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.67    3.99 ng         177720   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane                           184 C13H28         000629-50-5 93
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Hexadecane                          226 C16H34         000544-76-3 90
 4 Heptacosane                         380 C27H56         000593-49-7 90
 5 Heptadecane                         240 C17H36         000629-78-7 90

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

5000

m/z-->

Abundance Scan 1459 (10.669 min): BF113176.D (-1456) (-)
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m/z-->

Abundance #48835: Tridecane
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0

5000

m/z-->

Abundance #141425: Heneicosane
57

8541

113 141 169 296197 225 25315 268

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

5000

m/z-->

Abundance #83023: Hexadecane
57

85
41

113 141 226169 19718

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   68.63%

10.40 10.60 10.80 11.00

m/z  71.00   57.88%

10.40 10.60 10.80 11.00

m/z  84.95   40.25%

10.40 10.60 10.80 11.00

m/z  41.00   33.74%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Heptacosane                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.12    2.56 ng         113850   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane                         380 C27H56         000593-49-7 91
 2 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 90
 3 Pentadecane                         212 C15H32         000629-62-9 87
 4 Octadecane                          254 C18H38         000593-45-3 87
 5 Heptadecane                         240 C17H36         000629-78-7 87

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1536 (11.121 min): BF113176.D (-1532) (-)
57

85

113 192154133

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #202662: Heptacosane
57

85

29 113 141 169 197 225 253 380281 323 351

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #152416: Tridecane, 1-iodo-
57

85

28
183113 155 310

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #71393: Pentadecane
57

85

29
113 141 212169

10.80 11.00 11.20 11.40

m/z  56.95  100.00%

10.80 11.00 11.20 11.40

m/z  43.00   67.85%

10.80 11.00 11.20 11.40

m/z  71.00   65.76%

10.80 11.00 11.20 11.40

m/z  84.95   48.84%

10.80 11.00 11.20 11.40

m/z  41.00   27.99%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Heneicosane                     Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.54    2.20 ng          97713   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Heptacosane                         380 C27H56         000593-49-7 91
 3 Tetracosane                         338 C24H50         000646-31-1 91
 4 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 90
 5 Hexadecane                          226 C16H34         000544-76-3 90
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0

5000

m/z-->

Abundance Scan 1607 (11.539 min): BF113176.D (-1604) (-)
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m/z-->

Abundance #141425: Heneicosane
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Abundance #202662: Heptacosane
57

85

29 113 141 169 197 225 253 380281 323 351
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0

5000

m/z-->

Abundance #175557: Tetracosane
57

85

29
113 141 169 197 338225 253 281 309

11.20 11.40 11.60 11.80

m/z  57.00  100.00%

11.20 11.40 11.60 11.80

m/z  43.00   64.42%

11.20 11.40 11.60 11.80

m/z  71.00   57.03%

11.20 11.40 11.60 11.80

m/z  84.95   40.82%

11.20 11.40 11.60 11.80

m/z  40.95   29.96%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Hexadecanoic acid, methyl e...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.64   27.46 ng        1222290   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, methyl ester     270 C17H34O2       000112-39-0 98
 2 Pentadecanoic acid, 14-methyl-, ... 270 C17H34O2       005129-60-2 96
 3 Tridecanoic acid, methyl ester      228 C14H28O2       001731-88-0 93
 4 Pentadecanoic acid, methyl ester    256 C16H32O2       007132-64-1 86
 5 Methyl tetradecanoate               242 C15H30O2       000124-10-7 83
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0

5000

m/z-->

Abundance Scan 1624 (11.639 min): BF113176.D (-1620) (-)
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Abundance #119408: Hexadecanoic acid, methyl ester
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5000
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Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
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20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000
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Abundance #84483: Tridecanoic acid, methyl ester
74

43 143
18557 12910129 199 228115 17115715

11.40 11.60 11.80 12.00

m/z  74.00  100.00%

11.40 11.60 11.80 12.00

m/z  87.00   72.99%

11.40 11.60 11.80 12.00

m/z  43.00   35.04%

11.40 11.60 11.80 12.00

m/z  55.00   27.58%

11.40 11.60 11.80 12.00

m/z  41.00   25.37%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  9,12-Octadecadienoic acid, ...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.32   70.22 ng        3125230   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9,12-Octadecadienoic acid, methy... 294 C19H34O2       002566-97-4 99
 2 10,13-Octadecadienoic acid, meth... 294 C19H34O2       056554-62-2 99
 3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H34O2       000112-63-0 99
 4 8,11-Octadecadienoic acid, methy... 294 C19H34O2       056599-58-7 99
 5 9,15-Octadecadienoic acid, methy... 294 C19H34O2       017309-05-6 99

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

5000

m/z-->

Abundance Scan 1740 (12.321 min): BF113176.D (-1736) (-)
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Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
6741
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5000
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Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67

41
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263136 164 220179195 23726 279
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0

5000

m/z-->

Abundance #139726: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67

9541

110
294150 26313515 178 220196 237

12.00 12.20 12.40 12.60

m/z  67.00  100.00%

12.00 12.20 12.40 12.60

m/z  81.00   84.63%

12.00 12.20 12.40 12.60

m/z  55.00   68.75%

12.00 12.20 12.40 12.60

m/z  95.00   56.79%

12.00 12.20 12.40 12.60

m/z  41.00   56.26%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  10-Octadecenoic acid, methy...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.34   64.23 ng        2858530   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 10-Octadecenoic acid, methyl ester  296 C19H36O2       013481-95-3 99
 2 16-Octadecenoic acid, methyl ester  296 C19H36O2       056554-49-5 99
 3 15-Octadecenoic acid, methyl ester  296 C19H36O2       004764-72-1 99
 4 11-Octadecenoic acid, methyl est... 296 C19H36O2       001937-63-9 99
 5 9-Octadecenoic acid, methyl este... 296 C19H36O2       001937-62-8 98
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5000
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Abundance Scan 1743 (12.339 min): BF113176.D (-1742) (-)
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Abundance #141285: 10-Octadecenoic acid, methyl ester
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Abundance #141288: 16-Octadecenoic acid, methyl ester
55

41 74
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5000
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Abundance #141283: 15-Octadecenoic acid, methyl ester
5541
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m/z  55.00  100.00%

12.00 12.20 12.40 12.60

m/z  41.00   66.32%
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m/z  69.00   61.32%
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m/z  74.00   59.46%

12.00 12.20 12.40 12.60

m/z  43.00   58.48%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Methyl stearate                 Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.43   11.57 ng         514747   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methyl stearate                     298 C19H38O2       000112-61-8 98
 2 Heptadecanoic acid, 15-methyl-, ... 298 C19H38O2       054833-55-5 93
 3 Heptadecanoic acid, 16-methyl-, ... 298 C19H38O2       005129-61-3 90
 4 Methyl tetradecanoate               242 C15H30O2       000124-10-7 90
 5 Hexadecanoic acid, methyl ester     270 C17H34O2       000112-39-0 87
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Abundance Scan 1758 (12.427 min): BF113176.D (-1755) (-)
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Abundance #143128: Methyl stearate
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Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
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5000
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Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74

28 43 298143 255
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12.20 12.40 12.60 12.80

m/z  73.95  100.00%

12.20 12.40 12.60 12.80

m/z  86.95   74.87%

12.20 12.40 12.60 12.80

m/z  43.00   38.15%

12.20 12.40 12.60 12.80

m/z  55.00   27.63%
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m/z  41.00   24.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  9,11-Octadecadienoic acid, ...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.66    2.54 ng         130800   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9,11-Octadecadienoic acid, methy... 294 C19H34O2       013038-47-6 98
 2 Methyl 10-trans,12-cis-octadecad... 294 C19H34O2       1000336-44-2 95
 3 Methyl 9-cis,11-trans-octadecadi... 294 C19H34O2       1000336-44-0 95
 4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H34O2       000112-63-0 95
 5 9,15-Octadecadienoic acid, methy... 294 C19H34O2       017309-05-6 92
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Abundance Scan 1798 (12.663 min): BF113176.D (-1794) (-)
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Abundance #139730: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
67
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Abundance #139709: Methyl 10-trans,12-cis-octadecadienoate
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Abundance #139701: Methyl 9-cis,11-trans-octadecadienoate
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12.40 12.60 12.80 13.00

m/z  67.00  100.00%

12.40 12.60 12.80 13.00

m/z  80.95   64.06%

12.40 12.60 12.80 13.00

m/z  94.95   52.61%

12.40 12.60 12.80 13.00

m/z  79.00   34.64%

12.40 12.60 12.80 13.00

m/z  55.00   34.02%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Octadecane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.35    7.16 ng         369098   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane                          254 C18H38         000593-45-3 92
 2 1-Tricosene                         322 C23H46         018835-32-0 90
 3 Heptadecane                         240 C17H36         000629-78-7 86
 4 Heneicosane                         296 C21H44         000629-94-7 86
 5 Tridecane                           184 C13H28         000629-50-5 83
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Abundance Scan 2085 (14.351 min): BF113176.D (-2079) (-)
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Abundance #105886: Octadecane
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Abundance #163016: 1-Tricosene
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Abundance #94345: Heptadecane
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m/z  57.00  100.00%

14.00 14.20 14.40 14.60

m/z  71.00   64.49%

14.00 14.20 14.40 14.60

m/z  85.00   56.26%

14.00 14.20 14.40 14.60

m/z  43.00   55.76%
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m/z  55.00   31.53%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  7-Heptadecene, 17-chloro-       Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.49    3.17 ng         132856   Perylene-d12               15.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 7-Heptadecene, 17-chloro-           272 C17H33Cl       056554-79-1 70
 2 Methyl 2-hydroxy-eicosanoate        342 C21H42O3       1000336-20-4 50
 3 Erucic acid                         338 C22H42O2       000112-86-7 43
 4 8-Heptadecene, 1-chloro-            272 C17H33Cl       056554-80-4 38
 5 8,8-Dimethylspiro(4.6)undecane-6... 208 C13H20O2       068181-81-7 30
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Abundance Scan 2279 (15.492 min): BF113176.D (-2275) (-)
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Abundance #121212: 7-Heptadecene, 17-chloro-
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Abundance #178639: Methyl 2-hydroxy-eicosanoate
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Abundance #175493: Erucic acid
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m/z  69.00  100.00%
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m/z  43.00   96.03%
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m/z  57.00   75.83%
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m/z  71.00   73.33%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032019\
  Data File : BF113176.D                                          
  Acq On    : 20 Mar 2019  17:36
  Operator  : JU/SJ
  Sample    : K1688-23 10X
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.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|
----------------------------------------------------------------------------
unknown6.49            6.49     7.7 ng     248396  1   6.72  645785  20.0
Tetradecane            9.17     2.1 ng      99081  3   9.76  935102  20.0
Pentadecane            9.70     2.4 ng     110483  3   9.76  935102  20.0
Hexadecane            10.20     2.6 ng     120121  3   9.76  935102  20.0
Tridecane             10.67     4.0 ng     177720  4  11.24  890107  20.0
Heptacosane           11.12     2.6 ng     113850  4  11.24  890107  20.0
Heneicosane           11.54     2.2 ng      97713  4  11.24  890107  20.0
Hexadecanoic acid...  11.64    27.5 ng    1222290  4  11.24  890107  20.0
9,12-Octadecadien...  12.32    70.2 ng    3125230  4  11.24  890107  20.0
10-Octadecenoic a...  12.34    64.2 ng    2858530  4  11.24  890107  20.0
Methyl stearate       12.43    11.6 ng     514747  4  11.24  890107  20.0
9,11-Octadecadien...  12.66     2.5 ng     130800  5  13.87 1030510  20.0
Octadecane            14.35     7.2 ng     369098  5  13.87 1030510  20.0
7-Heptadecene, 17...  15.49     3.2 ng     132856  6  15.28  838577  20.0
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