
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102918\
  Data File : BG037631.D                                          
  Acq On    : 29 Oct 2018  20:27
  Operator  : JU/SJ
  Sample    : J5665-04
  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_G\METHODS\8270-BG101818.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   5.179   316  322  331 rBV    67328    112680   3.18%   0.513%
  2   5.643   393  401  411 rBV   919116   1516181  42.80%   6.906%
  3   7.247   665  674  686 rBV  1005856   1903149  53.72%   8.668%
  4   7.629   729  739  748 rBV   897289   1618712  45.69%   7.373%
  5   8.099   812  819  831 rBV   197558    359833  10.16%   1.639%
 
  6   8.423   866  874  883 rBV   660582   1171685  33.07%   5.337%
  7   9.280  1011 1020 1029 rBV   585251   1069780  30.20%   4.873%
  8  10.920  1290 1299 1311 rBV   286507    548623  15.49%   2.499%
  9  13.358  1705 1714 1722 rBV  1621791   2636623  74.43%  12.009%
 10  14.181  1847 1854 1860 rBV   241235    353574   9.98%   1.610%
 
 11  14.733  1941 1948 1960 rVB2  496064    836977  23.63%   3.812%
 12  16.219  2194 2201 2217 rBV  1189690   1851822  52.27%   8.435%
 13  17.483  2408 2416 2427 rBV2  676119   1067651  30.14%   4.863%
 14  18.334  2557 2561 2572 rBV2   92180    159596   4.51%   0.727%
 15  19.604  2773 2777 2782 rBV2   33004     53431   1.51%   0.243%
 
 16  20.079  2852 2858 2870 rBV  2583745   3542564 100.00%  16.136%
 17  20.849  2985 2989 2994 rBV2   25893     36265   1.02%   0.165%
 18  21.366  3072 3077 3093 rBV2   78828    197404   5.57%   0.899%
 19  21.766  3137 3145 3162 rVB2  602317   1095172  30.91%   4.988%
 20  21.918  3167 3171 3176 rVB    43501     64143   1.81%   0.292%
 
 21  22.541  3272 3277 3282 rBV2   53681     88033   2.49%   0.401%
 22  23.252  3392 3398 3406 rVB2   59395    121552   3.43%   0.554%
 23  23.452  3425 3432 3439 rVB2   85029    169657   4.79%   0.773%
 24  24.081  3533 3539 3546 rVB2   56787    119237   3.37%   0.543%
 25  25.097  3699 3712 3727 rBV2  317038   1105670  31.21%   5.036%
 
 26  26.231  3898 3905 3914 rVB2   34955     98256   2.77%   0.448%
 27  27.629  4135 4143 4150 rBV9   17822     56513   1.60%   0.257%
 
 
                        Sum of corrected areas:    21954783
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102918\
  Data File : BG037631.D                                          
  Acq On    : 29 Oct 2018  20:27
  Operator  : JU/SJ
  Sample    : J5665-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.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_G\DATA\BG102918\
  Data File : BG037631.D                                          
  Acq On    : 29 Oct 2018  20:27
  Operator  : JU/SJ
  Sample    : J5665-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.18    6.26 ng         112680   1,4-Dichlorobenzene-d4      8.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 Acetone                              58 C3H6O          000067-64-1 22
 3 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 10
 5 Thiocyanic acid, propyl ester       101 C4H7NS         004251-16-5 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 322 (5.179 min): BG037631.D (-316) (-)
43.0

59.0

101.0

82.9

10 20 30 40 50 60 70 80 90 100 110

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

5000

m/z-->

Abundance #217: Acetone
43.0

58.0

27.015.0

10 20 30 40 50 60 70 80 90 100 110

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 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   57.22%

4.80 5.00 5.20 5.40 5.60

m/z  57.95   21.44%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   20.01%

4.80 5.00 5.20 5.40 5.60

m/z  41.00   10.44%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102918\
  Data File : BG037631.D                                          
  Acq On    : 29 Oct 2018  20:27
  Operator  : JU/SJ
  Sample    : J5665-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.63                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.63   89.97 ng        1618710   1,4-Dichlorobenzene-d4      8.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 N-(-phenylisopropyl)benzaldimine    223 C16H17N        1000379-01-3 10
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 739 (7.629 min): BG037631.D (-729) (-)
131.9

68.0

96.0
40.0

115.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
117.0

82.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0

20 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

7.20 7.40 7.60 7.80 8.00

m/z 131.90  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.00   41.13%

7.20 7.40 7.60 7.80 8.00

m/z 133.90   33.68%

7.20 7.40 7.60 7.80 8.00

m/z  66.00   28.63%

7.20 7.40 7.60 7.80 8.00

m/z  69.00   17.08%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102918\
  Data File : BG037631.D                                          
  Acq On    : 29 Oct 2018  20:27
  Operator  : JU/SJ
  Sample    : J5665-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.33    2.99 ng         159596   Phenanthrene-d10           17.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 97
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 81
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 64
 4 Oxalic acid, cyclobutyl octadecy... 396 C24H44O4       1000309-70-8 20
 5 Oxalic acid, allyl hexadecyl ester  354 C21H38O4       1000309-24-4 20

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

5000

m/z-->

Abundance Scan 2560 (18.329 min): BG037631.D (-2557) (-)
60.0

129.083.0
157.0 213.139.0 256.1185.0

108.1

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0
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m/z-->

Abundance #72646: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

152.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

18.00 18.20 18.40 18.60

m/z  60.00  100.00%

18.00 18.20 18.40 18.60

m/z  43.00   98.26%

18.00 18.20 18.40 18.60

m/z  73.00   98.15%

18.00 18.20 18.40 18.60

m/z  57.00   79.32%

18.00 18.20 18.40 18.60

m/z  55.00   69.85%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102918\
  Data File : BG037631.D                                          
  Acq On    : 29 Oct 2018  20:27
  Operator  : JU/SJ
  Sample    : J5665-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.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-Eicosene, (E)-                Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.37    3.60 ng         197404   Chrysene-d12               21.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Eicosene, (E)-                    280 C20H40         074685-33-9 95
 2 5-Eicosene, (E)-                    280 C20H40         074685-30-6 95
 3 Octatriacontyl pentafluoropropio... 697 C41H77F5O2     1000351-89-1 91
 4 1-Decanol, 2-octyl-                 270 C18H38O        045235-48-1 87
 5 Cycloeicosane                       280 C20H40         000296-56-0 86

0 50 100 150 200 250 300 350 400 450 500 550 600 650

5000

m/z-->

Abundance Scan 3078 (21.372 min): BG037631.D (-3072) (-)
57.0

111.0

162.9 264.9 354.9

0 50 100 150 200 250 300 350 400 450 500 550 600 650

5000

m/z-->

Abundance #127771: 3-Eicosene, (E)-
57.0

111.0

280.0167.0 224.0

0 50 100 150 200 250 300 350 400 450 500 550 600 650

5000

m/z-->

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

111.0

280.0167.0 223.0

0 50 100 150 200 250 300 350 400 450 500 550 600 650

5000

m/z-->

Abundance #242842: Octatriacontyl pentafluoropropionate
57.0

111.0

167.0 281.0225.0 532.0 678.0341.0 401.0 460.0

21.00 21.20 21.40 21.60

m/z  57.00  100.00%

21.00 21.20 21.40 21.60

m/z  55.00   65.26%

21.00 21.20 21.40 21.60

m/z  43.00   60.22%

21.00 21.20 21.40 21.60

m/z  83.00   54.11%

21.00 21.20 21.40 21.60

m/z  71.00   47.51%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102918\
  Data File : BG037631.D                                          
  Acq On    : 29 Oct 2018  20:27
  Operator  : JU/SJ
  Sample    : J5665-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tetratetracontane               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.25    2.22 ng         121552   Chrysene-d12               21.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetratetracontane                   619 C44H90         007098-22-8 90
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 90
 3 Triacontane                         422 C30H62         000638-68-6 90
 4 Octacosane                          394 C28H58         000630-02-4 87
 5 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 87

0 50 100 150 200 250 300 350 400 450 500 550 600

5000

m/z-->

Abundance Scan 3398 (23.252 min): BG037631.D (-3392) (-)
57.0

113.0 169.0 340.8248.9

0 50 100 150 200 250 300 350 400 450 500 550 600

5000

m/z-->

Abundance #241528: Tetratetracontane
57.0

113.0 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

0 50 100 150 200 250 300 350 400 450 500 550 600

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57.0

113.0
169.0 365.0225.0 281.0

0 50 100 150 200 250 300 350 400 450 500 550 600

5000

m/z-->

Abundance #219831: Triacontane
57.0

113.0
169.0 422.0225.0 281.0 337.0

23.00 23.20 23.40 23.60

m/z  57.00  100.00%

23.00 23.20 23.40 23.60

m/z  71.00   64.10%

23.00 23.20 23.40 23.60

m/z  43.00   60.25%

23.00 23.20 23.40 23.60

m/z  85.05   49.63%

23.00 23.20 23.40 23.60

m/z  55.00   25.90%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102918\
  Data File : BG037631.D                                          
  Acq On    : 29 Oct 2018  20:27
  Operator  : JU/SJ
  Sample    : J5665-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Squalene                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.45    3.07 ng         169657   Perylene-d12               25.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         000111-02-4 91
 2 Supraene                            410 C30H50         007683-64-9 91
 3 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H36O        056882-09-8 83
 4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24         062951-96-6 80
 5 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H34O        007614-21-3 72

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3432 (23.452 min): BG037631.D (-3425) (-)
69.0

137.0107.139.0 203.0 281.9 341.1248.8

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #215932: Squalene
69.0

137.0107.039.0 175.0 341.0231.0 273.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #215928: Supraene
69.0

137.0
107.029.0 191.0 341.0 410.0231.0 273.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal
69.0

137.0
107.029.0 192.0 247.0 316.0

23.20 23.40 23.60 23.80

m/z  68.95  100.00%

23.20 23.40 23.60 23.80

m/z  80.95   53.04%

23.20 23.40 23.60 23.80

m/z  40.95   22.25%

23.20 23.40 23.60 23.80

m/z  95.00   13.98%

23.20 23.40 23.60 23.80

m/z 137.00   12.01%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102918\
  Data File : BG037631.D                                          
  Acq On    : 29 Oct 2018  20:27
  Operator  : JU/SJ
  Sample    : J5665-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Eicosane, 7-hexyl-              Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.08    2.16 ng         119237   Perylene-d12               25.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 91
 2 Hexacosane                          366 C26H54         000630-01-3 90
 3 Hexatriacontane                     507 C36H74         000630-06-8 87
 4 Octacosane                          394 C28H58         000630-02-4 87
 5 Docosane                            310 C22H46         000629-97-0 87

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 3539 (24.081 min): BG037631.D (-3533) (-)
57.0

99.0
141.1 280.9211.0 341.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #194499: Eicosane, 7-hexyl-
57.0

99.0
182.0141.0 281.0225.0 322.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #235973: Hexatriacontane
57.0

99.0
141.0 183.0 225.0 281.0 323.0 379.0 421.018.0 506.0463.0

23.80 24.00 24.20 24.40

m/z  57.05  100.00%

23.80 24.00 24.20 24.40

m/z  71.05   59.60%

23.80 24.00 24.20 24.40

m/z  43.00   53.39%

23.80 24.00 24.20 24.40

m/z  85.05   48.79%

23.80 24.00 24.20 24.40

m/z  55.00   21.20%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102918\
  Data File : BG037631.D                                          
  Acq On    : 29 Oct 2018  20:27
  Operator  : JU/SJ
  Sample    : J5665-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.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...   5.18     6.3 ng     112680  1   8.10  359833  20.0
unknown7.63            7.63    90.0 ng    1618710  1   8.10  359833  20.0
n-Hexadecanoic acid   18.33     3.0 ng     159596  4  17.48 1067650  20.0
3-Eicosene, (E)-      21.37     3.6 ng     197404  5  21.77 1095170  20.0
Tetratetracontane     23.25     2.2 ng     121552  5  21.77 1095170  20.0
Squalene              23.45     3.1 ng     169657  6  25.10 1105670  20.0
Eicosane, 7-hexyl-    24.08     2.2 ng     119237  6  25.10 1105670  20.0
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