
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF030217\
  Data File : BF093337.D                                          
  Acq On    :  2 Mar 2017  22:50
  Operator  : SJ/MA
  Sample    : I2015-06
  Misc      :  
  ALS Vial  : 21   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-BF013017.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   4.944   248  250  261 rBV  1099669   1581991  41.19%   4.488%
  2   5.390   286  289  310 rBV  3232732   3840731 100.00%  10.897%
  3   6.442   378  381  389 rBV  3400560   3801984  98.99%  10.787%
  4   6.567   389  392  394 rVV  2647603   3497447  91.06%   9.923%
  5   6.659   398  400  410 rVB2   14320     46060   1.20%   0.131%
 
  6   6.796   410  412  414 rBV   865604    955273  24.87%   2.710%
  7   6.944   423  425  428 rBV  2173254   2380270  61.97%   6.753%
  8   7.367   459  462  464 rBV  2216729   2227912  58.01%   6.321%
  9   8.087   523  525  527 rBV  1320882   1240325  32.29%   3.519%
 10   9.173   617  620  622 rBV  2961679   3597904  93.68%  10.208%
 
 11   9.573   652  655  657 rBV   216170    287895   7.50%   0.817%
 12   9.848   676  679  681 rBV  1436964   1413972  36.82%   4.012%
 13  10.271   715  716  718 rVB    50558     50886   1.32%   0.144%
 14  10.636   745  748  751 rBV  1871936   1980526  51.57%   5.619%
 15  10.751   756  758  762 rVB    83609    111937   2.91%   0.318%
 
 16  11.196   795  797  798 rBV    83605     72439   1.89%   0.206%
 17  11.334   807  809  811 rBV  1550282   1464342  38.13%   4.155%
 18  11.619   832  834  837 rBV    48820     49840   1.30%   0.141%
 19  12.739   930  932  934 rBV   227934    196646   5.12%   0.558%
 20  12.819   934  939  941 rVB    27384     43549   1.13%   0.124%
 
 21  12.922   945  948  950 rBV  3186365   3350309  87.23%   9.505%
 22  13.437   991  993  995 rBV   121700    140434   3.66%   0.398%
 23  13.814  1023 1026 1034 rBV   113210    194429   5.06%   0.552%
 24  13.974  1038 1040 1042 rBV  1304466   1307647  34.05%   3.710%
 25  14.728  1103 1106 1108 rVB    28593     52755   1.37%   0.150%
 
 26  14.797  1109 1112 1114 rBV    59132     69394   1.81%   0.197%
 27  15.037  1131 1133 1137 rBV    34446     46737   1.22%   0.133%
 28  15.391  1161 1164 1175 rVB   744203   1044730  27.20%   2.964%
 29  15.791  1197 1199 1202 rVB    33255     51054   1.33%   0.145%
 30  16.260  1237 1240 1246 rVB    30084     57385   1.49%   0.163%
 
 31  16.797  1284 1287 1292 rBV    21491     49952   1.30%   0.142%
 32  19.106  1486 1489 1495 rVB8   11460     40247   1.05%   0.114%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF030217\
  Data File : BF093337.D                                          
  Acq On    :  2 Mar 2017  22:50
  Operator  : SJ/MA
  Sample    : I2015-06
  Misc      :  
  ALS Vial  : 21   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-BF013017.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:    35247002
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF030217\
  Data File : BF093337.D                                          
  Acq On    :  2 Mar 2017  22:50
  Operator  : SJ/MA
  Sample    : I2015-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF030217\
  Data File : BF093337.D                                          
  Acq On    :  2 Mar 2017  22:50
  Operator  : SJ/MA
  Sample    : I2015-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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.
---------------------------------------------------------------------
  4.94   33.12 ng        1581990   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 42
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 250 (4.944 min): BF093337.D (-248) (-)
43.1

59.1

101.1
83.169.1

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7950: 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 #8164: 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

5000

m/z-->

Abundance #8114: 3-Hexanol, 4-methyl-
59.0

41.0
31.0

69.0 87.0
98.015.0 50.0

4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   56.65%

4.60 4.80 5.00 5.20

m/z 101.10   15.97%

4.60 4.80 5.00 5.20

m/z  58.10   15.13%

4.60 4.80 5.00 5.20

m/z  41.10    9.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF030217\
  Data File : BF093337.D                                          
  Acq On    :  2 Mar 2017  22:50
  Operator  : SJ/MA
  Sample    : I2015-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown6.57                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.57   73.22 ng        3497450   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 16
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 392 (6.567 min): BF093337.D (-389) (-)
132.1

68.1

96.1
40.0 54.0 115.181.1

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #13677: 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 #13930: (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

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.20 6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   34.92%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   33.61%

6.20 6.40 6.60 6.80 7.00

m/z  66.05   22.30%

6.20 6.40 6.60 6.80 7.00

m/z  96.10   14.14%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF030217\
  Data File : BF093337.D                                          
  Acq On    :  2 Mar 2017  22:50
  Operator  : SJ/MA
  Sample    : I2015-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Hexadecanoic acid, butyl ester  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.74    3.01 ng         196646   Chrysene-d12               13.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 91
 2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 52
 3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2       040482-05-1 43
 4 1-Hexene, 2,5-dimethyl-             112 C8H16          006975-92-4 35
 5 1-Hexene, 2-methyl-                  98 C7H14          006094-02-6 35

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

5000

m/z-->

Abundance Scan 932 (12.739 min): BF093337.D (-930) (-)
56.1

257.3129.183.1
213.2185.2157.1

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

5000

m/z-->

Abundance #124073: Hexadecanoic acid, butyl ester
56.0

29.0
257.0129.083.0 185.0 213.0 312.0157.0 283.0

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

5000

m/z-->

Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0

29.0

129.083.0 257.0185.0 213.0 312.0157.0 281.0

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

5000

m/z-->

Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans-
56.0

30.0 129.0100.0

12.40 12.60 12.80 13.00

m/z  56.10  100.00%

12.40 12.60 12.80 13.00

m/z  57.10   55.41%

12.40 12.60 12.80 13.00

m/z  43.10   38.97%

12.40 12.60 12.80 13.00

m/z  41.05   35.63%

12.40 12.60 12.80 13.00

m/z  55.10   29.85%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF030217\
  Data File : BF093337.D                                          
  Acq On    :  2 Mar 2017  22:50
  Operator  : SJ/MA
  Sample    : I2015-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Octadecanoic acid, butyl ester  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.44    2.15 ng         140434   Chrysene-d12               13.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 91
 2 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2       040482-05-1 46
 3 1-Hexene, 4-methyl-                  98 C7H14          003769-23-1 43
 4 1-Hexene, 2,5-dimethyl-             112 C8H16          006975-92-4 38
 5 1-Hexene, 2-methyl-                  98 C7H14          006094-02-6 38

50 100 150 200 250 300

5000

m/z-->

Abundance Scan 993 (13.437 min): BF093337.D (-991) (-)
56.1

129.183.1
285.3185.2 241.2

50 100 150 200 250 300

5000

m/z-->

Abundance #137336: Octadecanoic acid, butyl ester
56.0

29.0
129.0 285.085.0 185.0 241.0 340.0157.0 213.0 311.0

50 100 150 200 250 300

5000

m/z-->

Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans-
56.0

30.0 129.0100.0

50 100 150 200 250 300

5000

m/z-->

Abundance #3261: 1-Hexene, 4-methyl-
57.0

29.0

98.0

13.20 13.40 13.60 13.80

m/z  56.10  100.00%

13.20 13.40 13.60 13.80

m/z  57.10   54.34%

13.20 13.40 13.60 13.80

m/z  43.05   46.02%

13.20 13.40 13.60 13.80

m/z  41.10   33.54%

13.20 13.40 13.60 13.80

m/z  55.05   29.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF030217\
  Data File : BF093337.D                                          
  Acq On    :  2 Mar 2017  22:50
  Operator  : SJ/MA
  Sample    : I2015-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  17-Pentatriacontene             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.81    2.97 ng         194429   Chrysene-d12               13.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 17-Pentatriacontene                 491 C35H70         006971-40-0 91
 2 1-Hexacosanol                       382 C26H54O        000506-52-5 87
 3 3-Eicosene, (E)-                    280 C20H40         074685-33-9 81
 4 1-Decanol, 2-hexyl-                 242 C16H34O        002425-77-6 74
 5 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 72

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 1026 (13.814 min): BF093337.D (-1023) (-)
57.0

97.1

139.2 207.1

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #168066: 17-Pentatriacontene
43.0

83.0

125.0
167.0 210.0 267.0 490.0307.0

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #152038: 1-Hexacosanol
43.0

83.0

125.0 364.0168.0 209.0 252.0 322.0

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #106400: 3-Eicosene, (E)-
57.0

97.0

139.0 280.0182.0 224.0

13.40 13.60 13.80 14.00 14.20

m/z  57.05  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  43.10   82.27%

13.40 13.60 13.80 14.00 14.20

m/z  55.10   73.52%

13.40 13.60 13.80 14.00 14.20

m/z  83.10   60.91%

13.40 13.60 13.80 14.00 14.20

m/z  69.10   56.60%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF030217\
  Data File : BF093337.D                                          
  Acq On    :  2 Mar 2017  22:50
  Operator  : SJ/MA
  Sample    : I2015-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.94    33.1 ng    1581990  1   6.80  955273  20.0
unknown6.57            6.57    73.2 ng    3497450  1   6.80  955273  20.0
Hexadecanoic acid...  12.74     3.0 ng     196646  5  13.97 1307650  20.0
Octadecanoic acid...  13.44     2.1 ng     140434  5  13.97 1307650  20.0
17-Pentatriacontene   13.81     3.0 ng     194429  5  13.97 1307650  20.0
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