
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061317\
  Data File : BF095899.D                                          
  Acq On    : 13 Jun 2017  18:01
  Operator  : SJ/MA
  Sample    : I3614-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.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   4.551   499  504  521 rBV   308999    586711  33.44%   5.300%
  2   5.322   632  635  654 rBV    28357    103101   5.88%   0.931%
  3   6.969   912  915  921 rBV    35402     80364   4.58%   0.726%
  4   7.022   921  924  940 rVB   168632    414198  23.60%   3.741%
  5   7.351   976  980  990 rBV   261528    372850  21.25%   3.368%
 
  6   7.439   990  995 1002 rVB2   18323     25091   1.43%   0.227%
  7   7.581  1015 1019 1034 rBV   721489   1024031  58.36%   9.250%
  8   7.822  1053 1060 1064 rBV    20978     36180   2.06%   0.327%
  9   7.957  1077 1083 1087 rBV2   22460     33323   1.90%   0.301%
 10   8.092  1098 1106 1109 rBV2   13333     23114   1.32%   0.209%
 
 11   8.263  1131 1135 1152 rBV   512316    822770  46.89%   7.432%
 12   8.981  1252 1257 1261 rBV    59740     83303   4.75%   0.752%
 13   9.381  1320 1325 1339 rBV   366323    552289  31.47%   4.989%
 14  11.086  1609 1615 1620 rVB2   24871     32295   1.84%   0.292%
 15  11.157  1620 1627 1639 rBV  1283800   1754748 100.00%  15.851%
 
 16  11.857  1741 1746 1757 rBV   313362    411962  23.48%   3.721%
 17  12.198  1799 1804 1810 rBV2  460556    622291  35.46%   5.621%
 18  12.245  1810 1812 1820 rVB4   16613     27277   1.55%   0.246%
 19  13.057  1943 1950 1955 rVB2   25214     31463   1.79%   0.284%
 20  13.504  2021 2026 2037 rBV   176135    298656  17.02%   2.698%
 
 21  13.598  2037 2042 2051 rVB5   10899     22193   1.26%   0.200%
 22  13.827  2075 2081 2088 rBV2   30591     50796   2.89%   0.459%
 23  14.557  2202 2205 2208 rBV    16546     20430   1.16%   0.185%
 24  14.592  2208 2211 2221 rVB   419961    595786  33.95%   5.382%
 25  15.621  2375 2386 2401 rBV2  125415    212575  12.11%   1.920%
 
 26  16.721  2567 2573 2580 rBV3  142119    187965  10.71%   1.698%
 27  16.780  2580 2583 2589 rVB2   26389     34371   1.96%   0.310%
 28  16.974  2610 2616 2621 rBV  1391078   1650492  94.06%  14.909%
 29  18.227  2824 2829 2838 rBV3   53220     83171   4.74%   0.751%
 30  18.315  2840 2844 2853 rBV   398566    476331  27.15%   4.303%
 
 31  19.456  3034 3038 3042 rVB    41546     49706   2.83%   0.449%
 32  19.986  3124 3128 3140 rBV   233324    350699  19.99%   3.168%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061317\
  Data File : BF095899.D                                          
  Acq On    : 13 Jun 2017  18:01
  Operator  : SJ/MA
  Sample    : I3614-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:    11070532
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061317\
  Data File : BF095899.D                                          
  Acq On    : 13 Jun 2017  18:01
  Operator  : SJ/MA
  Sample    : I3614-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061317\
  Data File : BF095899.D                                          
  Acq On    : 13 Jun 2017  18:01
  Operator  : SJ/MA
  Sample    : I3614-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.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  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.55   31.47 ng         586711   1,4-Dichlorobenzene-d4      7.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 53
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 

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

5000

m/z-->

Abundance Scan 504 (4.551 min): BF095899.D (-499) (-)
43.0

59.1

101.1

83.069.1

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

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0

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

5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0

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

5000

m/z-->

Abundance #4035: 2,3-Butanedione, monooxime
43.0

101.0

15.0 58.028.0 84.069.0

4.20 4.40 4.60 4.80

m/z  43.00  100.00%

4.20 4.40 4.60 4.80

m/z  59.10   61.71%

4.20 4.40 4.60 4.80

m/z 101.10   22.95%

4.20 4.40 4.60 4.80

m/z  58.10   15.30%

4.20 4.40 4.60 4.80

m/z  41.10    9.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061317\
  Data File : BF095899.D                                          
  Acq On    : 13 Jun 2017  18:01
  Operator  : SJ/MA
  Sample    : I3614-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.02                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.02   22.22 ng         414198   1,4-Dichlorobenzene-d4      7.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 25
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 Benzeneethanamine, .alpha.-methy... 223 C16H17N        002980-02-1 12
 5 1H-Indazole, 7-methyl-              132 C8H8N2         1000316-00-7 10

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 924 (7.022 min): BF095899.D (-921) (-)
132.0

68.1

96.0
40.0 54.0

40 60 80 100 120 140 160 180
0

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
0

5000

m/z-->

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

67.0

41.0 97.0
117.0

81.054.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.60 6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.60 6.80 7.00 7.20 7.40

m/z  68.10   36.99%

6.60 6.80 7.00 7.20 7.40

m/z 134.00   32.92%

6.60 6.80 7.00 7.20 7.40

m/z  66.00   21.17%

6.60 6.80 7.00 7.20 7.40

m/z  96.00   13.75%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061317\
  Data File : BF095899.D                                          
  Acq On    : 13 Jun 2017  18:01
  Operator  : SJ/MA
  Sample    : I3614-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Bicyclo[2.2.1]heptan-2-one,...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.98    3.02 ng          83303   Naphthalene-d8              9.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H16O        000464-48-2 98
 2 Camphor                             152 C10H16O        000076-22-2 96
 3 (+)-2-Bornanone                     152 C10H16O        000464-49-3 96
 4 4-(1,2-Dimethyl-cyclopent-2-enyl... 166 C11H18O        075698-06-5 43
 5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14          1000142-17-5 43

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 1257 (8.981 min): BF095899.D (-1252) (-)
95.1

81.1
41.1

108.169.155.0
152.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #25332: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95.041.0 81.0

69.055.0 108.0

152.0
27.0

137.0123.015.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #25059: Camphor
95.041.0

81.0

69.0 108.055.0
152.0

27.0
137.0121.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #25100: (+)-2-Bornanone
95.0

81.0

41.0 108.0
69.0 152.055.0

27.0
137.0124.015.0

8.60 8.80 9.00 9.20 9.40

m/z  95.10  100.00%

8.60 8.80 9.00 9.20 9.40

m/z  81.10   63.45%

8.60 8.80 9.00 9.20 9.40

m/z  41.10   50.36%

8.60 8.80 9.00 9.20 9.40

m/z 108.10   39.35%

8.60 8.80 9.00 9.20 9.40

m/z  69.10   34.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061317\
  Data File : BF095899.D                                          
  Acq On    : 13 Jun 2017  18:01
  Operator  : SJ/MA
  Sample    : I3614-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.62    7.14 ng         212575   Phenanthrene-d10           14.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 76
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 68

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

5000

m/z-->

Abundance Scan 2386 (15.621 min): BF095899.D (-2375) (-)
73.043.0

129.0

97.1 149.0 213.2171.1 256.1

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

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

5000

m/z-->

Abundance #84452: Tetradecanoic acid
73.0

43.0

129.0

185.0
97.0 228.0

157.0 209.015.0

15.40 15.60 15.80 16.00

m/z  73.00  100.00%

15.40 15.60 15.80 16.00

m/z  60.00   93.14%

15.40 15.60 15.80 16.00

m/z  43.05   90.59%

15.40 15.60 15.80 16.00

m/z  57.05   73.37%

15.40 15.60 15.80 16.00

m/z  41.05   66.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061317\
  Data File : BF095899.D                                          
  Acq On    : 13 Jun 2017  18:01
  Operator  : SJ/MA
  Sample    : I3614-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.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.
---------------------------------------------------------------------
 16.72    7.89 ng         187965   Chrysene-d12               18.32

 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 90
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 83
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 64
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 58

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

5000

m/z-->

Abundance Scan 2573 (16.721 min): BF095899.D (-2567) (-)
73.043.0

129.1

97.0 241.3185.1
284.1157.1

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

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
0

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
0

5000

m/z-->

Abundance #95855: Pentadecanoic acid
73.043.0

129.0

242.0199.097.0
157.0

16.40 16.60 16.80 17.00

m/z  73.00  100.00%

16.40 16.60 16.80 17.00

m/z  43.05   87.55%

16.40 16.60 16.80 17.00

m/z  57.10   81.84%

16.40 16.60 16.80 17.00

m/z  60.00   77.27%

16.40 16.60 16.80 17.00

m/z  55.00   69.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061317\
  Data File : BF095899.D                                          
  Acq On    : 13 Jun 2017  18:01
  Operator  : SJ/MA
  Sample    : I3614-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Octacosanol                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.23    3.49 ng          83171   Chrysene-d12               18.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosanol                         410 C28H58O        000557-61-9 87
 2 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 87
 3 1-Docosene                          308 C22H44         001599-67-3 83
 4 1-Nonadecene                        266 C19H38         018435-45-5 83
 5 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 81

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2830 (18.233 min): BF095899.D (-2824) (-)
57.1

97.0

147.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215904: Octacosanol
57.0

97.0

139.0
27.0 181.0 392.0222.0 292.0252.0 322.0 362.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
57.0

97.0

139.027.0 283.0238.0182.0 334.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #151538: 1-Docosene
55.0

97.0

139.0 308.014.0 181.0

18.00 18.20 18.40 18.60

m/z  57.10  100.00%

18.00 18.20 18.40 18.60

m/z  55.05   89.48%

18.00 18.20 18.40 18.60

m/z  83.05   82.84%

18.00 18.20 18.40 18.60

m/z  69.05   77.54%

18.00 18.20 18.40 18.60

m/z  97.05   76.69%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061317\
  Data File : BF095899.D                                          
  Acq On    : 13 Jun 2017  18:01
  Operator  : SJ/MA
  Sample    : I3614-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Squalene                        Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.46    2.83 ng          49706   Perylene-d12               19.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         000111-02-4 86
 2 Supraene                            410 C30H50         007683-64-9 86
 3 trans-Geranylgeraniol               290 C20H34O        024034-73-9 59
 4 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24         230646-72-7 53
 5 2,6-Octadiene, 2,6-dimethyl-        138 C10H18         002792-39-4 50
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061317\
  Data File : BF095899.D                                          
  Acq On    : 13 Jun 2017  18:01
  Operator  : SJ/MA
  Sample    : I3614-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.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...   4.55    31.5 ng     586711  1   7.35  372850  20.0
unknown7.02            7.02    22.2 ng     414198  1   7.35  372850  20.0
Bicyclo[2.2.1]hep...   8.98     3.0 ng      83303  2   9.38  552289  20.0
n-Hexadecanoic acid   15.62     7.1 ng     212575  4  14.59  595786  20.0
Octadecanoic acid     16.72     7.9 ng     187965  5  18.32  476331  20.0
Octacosanol           18.23     3.5 ng      83171  5  18.32  476331  20.0
Squalene              19.46     2.8 ng      49706  6  19.99  350699  20.0
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