
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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   2.216    17   22   31 rVB    59262     84122   2.28%   0.203%
  2   3.428   225  228  241 rVB    15986     36891   1.00%   0.089%
  3   5.116   510  515  521 rVB   168262    199910   5.42%   0.482%
  4   5.516   578  583  587 rBV  3138046   3135348  85.06%   7.562%
  5   6.522   748  754  764 rBV  3522193   3685865 100.00%   8.889%
 
  6   6.663   774  778  782 rBV  3755095   3319840  90.07%   8.007%
  7   6.892   814  817  821 rBV  1390562   1203541  32.65%   2.903%
  8   7.051   840  844  847 rBV  3010916   2435392  66.07%   5.874%
  9   7.451   907  912  915 rBV  2723952   2408202  65.34%   5.808%
 10   8.175  1031 1035 1038 rBV  1867702   1583261  42.95%   3.818%
 
 11   9.251  1213 1218 1221 rBV  3823106   3098400  84.06%   7.473%
 12   9.639  1281 1284 1287 rBV   428510    316171   8.58%   0.763%
 13   9.933  1329 1334 1337 rBV  2041781   1798958  48.81%   4.339%
 14  10.128  1358 1367 1371 rBV2   67720     87382   2.37%   0.211%
 15  10.333  1399 1402 1410 rVB2  116772    168632   4.58%   0.407%
 
 16  10.716  1462 1467 1470 rBV  2635205   2255602  61.20%   5.440%
 17  11.075  1522 1528 1531 rVB6   47036     67860   1.84%   0.164%
 18  11.275  1559 1562 1567 rVB3   61777     67835   1.84%   0.164%
 19  11.416  1582 1586 1589 rBV  2144816   1811298  49.14%   4.368%
 20  11.810  1650 1653 1656 rBV   134597    116207   3.15%   0.280%
 
 21  11.951  1670 1677 1693 rVB  2046745   2739827  74.33%   6.608%
 22  12.633  1789 1793 1794 rBV3  128012    151535   4.11%   0.365%
 23  12.651  1794 1796 1801 rVV   199751    240291   6.52%   0.580%
 24  12.733  1803 1810 1821 rVV  2060315   2667576  72.37%   6.434%
 25  12.821  1823 1825 1828 rVB2   91592     80270   2.18%   0.194%
 
 26  12.874  1831 1834 1837 rBV   150076    149573   4.06%   0.361%
 27  12.998  1851 1855 1858 rBV  3457986   2900526  78.69%   6.995%
 28  13.045  1858 1863 1866 rBV2   84311    148070   4.02%   0.357%
 29  13.774  1982 1987 1995 rBV2  174053    375303  10.18%   0.905%
 30  13.892  2004 2007 2015 rVB   581519    535752  14.54%   1.292%
 
 31  14.051  2029 2034 2037 rBV  1495485   1452888  39.42%   3.504%
 32  14.351  2080 2085 2090 rBV   241922    382628  10.38%   0.923%
 33  15.527  2280 2285 2289 rBV2  980191   1171409  31.78%   2.825%
 34  16.015  2366 2368 2372 rVV2   58831     71679   1.94%   0.173%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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
 
 35  16.062  2373 2376 2389 rVB4  133387    363579   9.86%   0.877%
 
 36  16.262  2408 2410 2419 rVB6   69809    152009   4.12%   0.367%
 
 
                        Sum of corrected areas:    41463632
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.12    3.32 ng         199910   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

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

5000

m/z-->

Abundance Scan 516 (5.122 min): BF111682.D (-510) (-)
43.0

59.1

101.1

83.0

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

5000

m/z-->

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

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

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

5000

m/z-->

Abundance #3686: 1-Propen-2-ol, acetate
43.0

58.0
72.015.0 100.027.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   55.70%

4.80 5.00 5.20 5.40

m/z 101.10   20.15%

4.80 5.00 5.20 5.40

m/z  58.10   13.04%

4.80 5.00 5.20 5.40

m/z  41.05    9.28%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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  unknown6.66                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.66   55.17 ng        3319840   1,4-Dichlorobenzene-d4      6.89

 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 10
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 777 (6.657 min): BF111682.D (-774) (-)
132.0

68.1

96.140.1 54.0
115.081.1

40 60 80 100 120 140 160 180

5000

m/z-->

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

69.0
104.0

51.031.0

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   44.44%

6.40 6.60 6.80 7.00

m/z 134.00   31.84%

6.40 6.60 6.80 7.00

m/z  66.10   29.73%

6.40 6.60 6.80 7.00

m/z  69.05   18.44%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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  4  n-Hexadecanoic acid             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.95   30.25 ng        2739830   Phenanthrene-d10           11.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Octadecanoic acid                   284 C18H36O2       000057-11-4 93
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 90
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 80

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

5000

m/z-->

Abundance Scan 1677 (11.951 min): BF111682.D (-1670) (-)
43.1 73.0

129.1
213.297.1

171.1 256.3
284.3

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

107.0

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

5000

m/z-->

Abundance #131261: Octadecanoic acid
73.043.0

129.0

97.0
185.0 241.0 284.0

207.0157.0

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

5000

m/z-->

Abundance #84452: Tetradecanoic acid
73.0

43.0

129.0

185.0
97.0 228.0

157.015.0

11.60 11.80 12.00 12.20

m/z  43.10  100.00%

11.60 11.80 12.00 12.20

m/z  73.00   90.21%

11.60 11.80 12.00 12.20

m/z  60.00   85.33%

11.60 11.80 12.00 12.20

m/z  57.10   79.04%

11.60 11.80 12.00 12.20

m/z  41.10   76.36%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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  3-Chloropropionic acid, pen...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.65    2.65 ng         240291   Phenanthrene-d10           11.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloropropionic acid, pentadec... 318 C18H35ClO2     1000281-77-6 64
 2 Trichloroacetic acid, tridecyl e... 344 C15H27Cl3O2    074339-51-8 64
 3 5-Eicosene, (E)-                    280 C20H40         074685-30-6 53
 4 1-Octadecene                        252 C18H36         000112-88-9 53
 5 1-Tridecene                         182 C13H26         002437-56-1 52

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

5000

m/z-->

Abundance Scan 1796 (12.651 min): BF111682.D (-1794) (-)
55.1

83.1

111.1
264.3135.1 185.1 220.2 288.2241.2164.1

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

5000

m/z-->

Abundance #159662: 3-Chloropropionic acid, pentadecyl ester
55.0

83.0
29.0 109.0

182.0 210.0140.0 283.0255.0161.0

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

5000

m/z-->

Abundance #179456: Trichloroacetic acid, tridecyl ester
43.0 69.0

97.0

126.0
154.0 182.0

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

5000

m/z-->

Abundance #127769: 5-Eicosene, (E)-
55.0

83.0

111.029.0

139.0 280.0167.0 196.0 252.0223.0

12.40 12.60 12.80 13.00

m/z  55.10  100.00%

12.40 12.60 12.80 13.00

m/z  43.10   65.11%

12.40 12.60 12.80 13.00

m/z  57.10   55.33%

12.40 12.60 12.80 13.00

m/z  83.10   53.47%

12.40 12.60 12.80 13.00

m/z  41.10   52.37%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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  Octadecanoic acid               Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.73   29.45 ng        2667580   Phenanthrene-d10           11.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 91
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 83
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 81
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 70

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1809 (12.727 min): BF111682.D (-1803) (-)
43.1

73.0

129.1

241.2185.2
284.3101.1 157.1 213.2

50 100 150 200 250 300 350

5000

m/z-->

Abundance #131262: Octadecanoic acid
73.0

43.0
129.0 284.0

241.0185.0

101.0 157.0 213.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0

73.0

284.0
129.0

185.0 241.0213.0101.0 157.0 312.0 372.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

199.0 242.0
101.0 157.0

15.0

12.40 12.60 12.80 13.00

m/z  43.10  100.00%

12.40 12.60 12.80 13.00

m/z  73.00   80.41%

12.40 12.60 12.80 13.00

m/z  57.10   75.45%

12.40 12.60 12.80 13.00

m/z  60.00   74.00%

12.40 12.60 12.80 13.00

m/z  55.10   71.73%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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  Phenol, 4,4'-(1-methylethyl...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.87    2.06 ng         149573   Chrysene-d12               14.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4,4'-(1-methylethylidene... 228 C15H16O2       000080-05-7 93
 2 2H,8H-Benzo[1,2-b:5,4-b']dipyran... 228 C14H12O3       000553-19-5 59
 3 2,2-Bis-(4-hyxroxyphenyl)-butane    242 C16H18O2       000077-40-7 50
 4 2,5-bis(Trimethylsilyl)thiophene    228 C10H20SSi2     017906-71-7 45
 5 2H,8H-Benzo[1,2-b:3,4-b']dipyran... 228 C14H12O3       000523-59-1 45

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

5000

m/z-->

Abundance Scan 1833 (12.868 min): BF111682.D (-1831) (-)
213.1

119.0
91.165.039.0 168.0 286.3141.1 239.1 261.2189.1

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

5000

m/z-->

Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213.0

119.0
91.065.0 165.0

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

5000

m/z-->

Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b']dipyran-2-one, 8,8-dimethyl-
213.0

185.0
92.0 128.051.0 157.028.0

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

5000

m/z-->

Abundance #95926: 2,2-Bis-(4-hyxroxyphenyl)-butane
213.0

242.0119.0
91.065.039.0 169.0141.0

12.60 12.80 13.00 13.20

m/z 213.10  100.00%

12.60 12.80 13.00 13.20

m/z 119.00   21.61%

12.60 12.80 13.00 13.20

m/z 228.10   17.87%

12.60 12.80 13.00 13.20

m/z 214.10   17.36%

12.60 12.80 13.00 13.20

m/z  91.10   14.27%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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  Hexadecane, 7,9-dimethyl-       Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.77    5.17 ng         375303   Chrysene-d12               14.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane, 7,9-dimethyl-           254 C18H38         021164-95-4 90
 2 Hexacosane                          366 C26H54         000630-01-3 90
 3 Tetratetracontane                   619 C44H90         007098-22-8 90
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 90
 5 Heneicosane                         296 C21H44         000629-94-7 87

50 100 150 200 250 300 350 400 450 500 550 600

5000

m/z-->

Abundance Scan 1986 (13.768 min): BF111682.D (-1982) (-)
57.1

113.1
197.2 253.3 315.3

50 100 150 200 250 300 350 400 450 500 550 600

5000

m/z-->

Abundance #105903: Hexadecane, 7,9-dimethyl-
57.0

155.0
239.0

50 100 150 200 250 300 350 400 450 500 550 600

5000

m/z-->

Abundance #194493: Hexacosane
57.0

113.0
169.0 367.0225.0 295.0

50 100 150 200 250 300 350 400 450 500 550 600

5000

m/z-->

Abundance #241527: Tetratetracontane
57.0

113.0 169.0 225.0 281.0 337.0 393.0 463.0 561.0 615.0

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  43.10   65.53%

13.40 13.60 13.80 14.00

m/z  71.10   60.98%

13.40 13.60 13.80 14.00

m/z  85.10   46.81%

13.40 13.60 13.80 14.00

m/z  41.10   28.15%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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  Bromoacetic acid, hexadecyl...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.89    7.37 ng         535752   Chrysene-d12               14.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bromoacetic acid, hexadecyl ester   362 C18H35BrO2     005454-48-8 94
 2 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
 3 1-Heneicosanol                      312 C21H44O        015594-90-8 94
 4 1-Docosene                          308 C22H44         001599-67-3 94
 5 Behenic alcohol                     326 C22H46O        000661-19-8 93

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

5000

m/z-->

Abundance Scan 2007 (13.892 min): BF111682.D (-2004) (-)
43.1 83.1

111.1

139.1 167.2 196.1 280.3252.3224.1 315.2

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

5000

m/z-->

Abundance #191698: Bromoacetic acid, hexadecyl ester
43.0

69.0

97.0

123.0

196.0222.0153.0 269.0

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

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57.0

97.0

125.029.0
196.0 269.0154.0 224.0 320.0

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

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0 83.0

111.0

29.0
139.0 167.0 266.0196.0 294.0238.0

13.60 13.80 14.00 14.20

m/z  43.10  100.00%

13.60 13.80 14.00 14.20

m/z  55.10   98.27%

13.60 13.80 14.00 14.20

m/z  57.10   96.99%

13.60 13.80 14.00 14.20

m/z  83.10   83.86%

13.60 13.80 14.00 14.20

m/z  97.10   70.58%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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  Hexacosane                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.35    5.27 ng         382628   Chrysene-d12               14.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 87
 2 Octacosane                          394 C28H58         000630-02-4 87
 3 Octadecane                          254 C18H38         000593-45-3 83
 4 Heneicosane                         296 C21H44         000629-94-7 83
 5 Heneicosane, 11-(1-ethylpropyl)-    366 C26H54         055282-11-6 83

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2085 (14.351 min): BF111682.D (-2080) (-)
57.1

99.1
141.1 191.1 363.3265.0 301.4224.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #105885: Octadecane
57.0

99.0
27.0 141.0 254.0183.0 225.0

14.00 14.20 14.40 14.60

m/z  57.10  100.00%

14.00 14.20 14.40 14.60

m/z  71.10   62.48%

14.00 14.20 14.40 14.60

m/z  43.10   62.08%

14.00 14.20 14.40 14.60

m/z  85.10   49.05%

14.00 14.20 14.40 14.60

m/z  55.10   23.42%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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  1-Hentetracontanol              Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.06    6.21 ng         363579   Perylene-d12               15.53

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hentetracontanol                  593 C41H84O        040710-42-7 83
 2 Tricosyl heptafluorobutyrate        536 C27H47F7O2     1000351-83-4 80
 3 Triacontyl trifluoroacetate         534 C32H61F3O2     1000351-75-7 80
 4 Hexacosyl pentafluoropropionate     528 C29H53F5O2     1000351-81-2 80
 5 Heptacosyl pentafluoropropionate    542 C30H55F5O2     1000351-81-6 80

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance Scan 2376 (16.062 min): BF111682.D (-2373) (-)
57.1

111.1
360.1207.1 266.2157.1

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #240848: 1-Hentetracontanol
57.0

111.0

167.0 572.0223.0 278.0 343.0 404.0 460.0 516.0

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #238204: Tricosyl heptafluorobutyrate
57.0

111.0

169.0 322.0367.0 518.0222.0

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #238130: Triacontyl trifluoroacetate
57.0

111.0

167.0 465.0 516.0222.0 392.0278.0 334.0

15.80 16.00 16.20 16.40

m/z  57.10  100.00%

15.80 16.00 16.20 16.40

m/z  43.10   63.89%

15.80 16.00 16.20 16.40

m/z  55.10   57.47%

15.80 16.00 16.20 16.40

m/z  71.10   50.59%

15.80 16.00 16.20 16.40

m/z  69.10   49.53%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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 12  unknown16.26                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.26    2.60 ng         152009   Perylene-d12               15.53

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 28-Nor-17.alpha.(H)-hopane          398 C29H50         053584-60-4 46
 2 1,1-Dithiophenyl-2-ethyl-cyclobu... 300 C18H20S2       122732-87-0 35
 3 4-Fluoro-3-trifluoromethylbenzoi... 446 C25H38F4O2     1000338-92-9 35
 4 Terephthalic acid, isopropyl pro... 250 C14H18O4       1000323-75-8 30
 5 N-[[2-Oxo-1,2'-bi(tricyclo[3.3.1... 355 C23H33NO2      1000305-39-6 30

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2410 (16.262 min): BF111682.D (-2408) (-)
191.2

81.1
123.1

41.1 253.2160.0 220.1 327.0289.2 398.2

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0

109.0
149.0

355.0 398.0260.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #144791: 1,1-Dithiophenyl-2-ethyl-cyclobutane
191.0

135.081.0

41.0
244.0

300.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #226232: 4-Fluoro-3-trifluoromethylbenzoic acid, heptadecy...
191.0

83.0

43.0

125.0
238.0

162.0 278.0

16.00 16.20 16.40 16.60

m/z 191.15  100.00%

16.00 16.20 16.40 16.60

m/z  81.10   49.34%

16.00 16.20 16.40 16.60

m/z  55.10   41.86%

16.00 16.20 16.40 16.60

m/z 123.10   40.26%

16.00 16.20 16.40 16.60

m/z  57.10   36.17%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF122118\
  Data File : BF111682.D                                          
  Acq On    : 21 Dec 2018  12:48
  Operator  : JU/SJ
  Sample    : J6353-06
  Misc      :  
  ALS Vial  : 3   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...   5.12     3.3 ng     199910  1   6.89 1203540  20.0
unknown6.66            6.66    55.2 ng    3319840  1   6.89 1203540  20.0
n-Hexadecanoic acid   11.95    30.3 ng    2739830  4  11.42 1811300  20.0
3-Chloropropionic...  12.65     2.6 ng     240291  4  11.42 1811300  20.0
Octadecanoic acid     12.73    29.4 ng    2667580  4  11.42 1811300  20.0
Phenol, 4,4'-(1-m...  12.87     2.1 ng     149573  5  14.05 1452890  20.0
Hexadecane, 7,9-d...  13.77     5.2 ng     375303  5  14.05 1452890  20.0
Bromoacetic acid,...  13.89     7.4 ng     535752  5  14.05 1452890  20.0
Hexacosane            14.35     5.3 ng     382628  5  14.05 1452890  20.0
1-Hentetracontanol    16.06     6.2 ng     363579  6  15.53 1171410  20.0
unknown16.26          16.26     2.6 ng     152009  6  15.53 1171410  20.0
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