
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093119.D                                          
  Acq On    : 23 Feb 2017  22:09
  Operator  : SJ/MA
  Sample    : I1954-06
  Misc      :  
  ALS Vial  : 17   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   5.001   253  255  270 rBV  1022885   1525660  41.42%   4.257%
  2   5.436   290  293  295 rBV  3467450   3631762  98.60%  10.134%
  3   6.476   382  384  387 rBV  3227298   3429164  93.10%   9.569%
  4   6.602   393  395  398 rBV  2960998   3475545  94.36%   9.698%
  5   6.842   413  416  418 rBV   917954    958754  26.03%   2.675%
 
  6   6.990   427  429  432 rBV  2150422   2577098  69.97%   7.191%
  7   7.413   463  466  468 rBV  2152664   2502220  67.94%   6.982%
  8   7.516   474  475  479 rBV    22155     42135   1.14%   0.118%
  9   8.122   526  528  531 rBV   955964   1294366  35.14%   3.612%
 10   9.208   620  623  625 rBV  2931071   3683147 100.00%  10.277%
 
 11   9.596   655  657  660 rBV   777930    652947  17.73%   1.822%
 12   9.813   672  676  679 rBV    30891     49641   1.35%   0.139%
 13   9.882   679  682  684 rBV  1299248   1482462  40.25%   4.137%
 14  10.305   718  719  721 rVB   100407     79362   2.15%   0.221%
 15  10.522   735  738  742 rBV    35535     65412   1.78%   0.183%
 
 16  10.671   748  751  753 rBV2 1513581   2166167  58.81%   6.044%
 17  10.773   759  760  767 rVB2  116415    168012   4.56%   0.469%
 18  11.219   798  799  805 rVB    61559    106348   2.89%   0.297%
 19  11.356   809  811  815 rBV  1560987   1495012  40.59%   4.172%
 20  12.568   915  917  920 rBV    87958     75804   2.06%   0.212%
 
 21  12.797   935  937  940 rVB    81032     69651   1.89%   0.194%
 22  12.945   947  950  952 rBV  3315228   3343904  90.79%   9.331%
 23  13.837  1025 1028 1033 rBV   205259    287571   7.81%   0.802%
 24  13.997  1039 1042 1044 rBV  1281774   1420546  38.57%   3.964%
 25  14.454  1080 1082 1087 rBV3   13601     40445   1.10%   0.113%
 
 26  14.820  1113 1114 1116 rBV    48314     63070   1.71%   0.176%
 27  15.014  1129 1131 1134 rBV    23219     40260   1.09%   0.112%
 28  15.414  1164 1166 1176 rBV   636261   1017918  27.64%   2.840%
 29  15.837  1200 1203 1206 rBV    28499     49854   1.35%   0.139%
 30  16.317  1242 1245 1248 rBV    22510     42864   1.16%   0.120%
 
 
 
                        Sum of corrected areas:    35837101
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093119.D                                          
  Acq On    : 23 Feb 2017  22:09
  Operator  : SJ/MA
  Sample    : I1954-06
  Misc      :  
  ALS Vial  : 17   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\BF022317\
  Data File : BF093119.D                                          
  Acq On    : 23 Feb 2017  22:09
  Operator  : SJ/MA
  Sample    : I1954-06
  Misc      :  
  ALS Vial  : 17   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.
---------------------------------------------------------------------
  5.00   31.83 ng        1525660   1,4-Dichlorobenzene-d4      6.84

 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 53
 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 23

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 255 (5.001 min): BF093119.D (-253) (-)
43.0

59.1

101.1
83.151.0 69.1

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.051.0 67.0 91.035.0

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 51.0

4.60 4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   56.27%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   15.71%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   15.57%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    8.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093119.D                                          
  Acq On    : 23 Feb 2017  22:09
  Operator  : SJ/MA
  Sample    : I1954-06
  Misc      :  
  ALS Vial  : 17   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  unknown6.60                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.60   72.50 ng        3475550   1,4-Dichlorobenzene-d4      6.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 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 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 395 (6.602 min): BF093119.D (-393) (-)
132.1

68.1

96.140.1
115.0

20 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

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14006: 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 #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   46.93%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   32.23%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   30.08%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   18.00%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093119.D                                          
  Acq On    : 23 Feb 2017  22:09
  Operator  : SJ/MA
  Sample    : I1954-06
  Misc      :  
  ALS Vial  : 17   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  Eicosane                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.77    2.25 ng         168012   Phenanthrene-d10           11.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 87
 2 Hexadecane                          226 C16H34         000544-76-3 87
 3 Pentadecane                         212 C15H32         000629-62-9 86
 4 Tetradecane                         198 C14H30         000629-59-4 72
 5 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 72

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

5000

m/z-->

Abundance Scan 760 (10.773 min): BF093119.D (-759) (-)
57.1

85.0

113.2 155.1 185.0

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

5000

m/z-->

Abundance #107652: Eicosane
57.0

85.0
29.0

113.0 141.0 169.0 282.0

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

5000

m/z-->

Abundance #73965: Hexadecane
57.0

85.0
29.0

113.0 141.0 169.0 226.0197.0

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

5000

m/z-->

Abundance #64571: Pentadecane
57.0

85.0

29.0
113.0 141.0 212.0169.0

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  43.10   71.81%

10.40 10.60 10.80 11.00

m/z  71.10   48.53%

10.40 10.60 10.80 11.00

m/z  85.05   34.31%

10.40 10.60 10.80 11.00

m/z  41.10   28.07%

8270-BF013017.M Fri Feb 24 14:42:31 2017                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
CLP-S-06(5-10)



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093119.D                                          
  Acq On    : 23 Feb 2017  22:09
  Operator  : SJ/MA
  Sample    : I1954-06
  Misc      :  
  ALS Vial  : 17   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  Trichloroacetic acid, hexad...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.84    4.05 ng         287571   Chrysene-d12               14.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 94
 2 Trichloroacetic acid, tetradecyl... 358 C16H29Cl3O2    074339-52-9 91
 3 1-Docosene                          308 C22H44         001599-67-3 91
 4 9-Eicosene, (E)-                    280 C20H40         074685-29-3 91
 5 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91

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

5000

m/z-->

Abundance Scan 1028 (13.837 min): BF093119.D (-1025) (-)
57.0 83.0

111.1

139.2 230.1167.1 207.1

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

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
43.0

69.0
97.0

125.0
153.0 196.0 224.0

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

5000

m/z-->

Abundance #143984: Trichloroacetic acid, tetradecyl ester
43.0

83.0

111.0

139.0 168.0 196.0 241.0

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

5000

m/z-->

Abundance #121981: 1-Docosene
55.0

97.0

29.0
125.0

153.0 308.0181.0

13.60 13.80 14.00 14.20

m/z  57.05  100.00%

13.60 13.80 14.00 14.20

m/z  43.10   88.28%

13.60 13.80 14.00 14.20

m/z  55.05   86.83%

13.60 13.80 14.00 14.20

m/z  83.05   83.80%

13.60 13.80 14.00 14.20

m/z  69.05   67.72%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093119.D                                          
  Acq On    : 23 Feb 2017  22:09
  Operator  : SJ/MA
  Sample    : I1954-06
  Misc      :  
  ALS Vial  : 17   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...   5.00    31.8 ng    1525660  1   6.84  958754  20.0
unknown6.60            6.60    72.5 ng    3475550  1   6.84  958754  20.0
Eicosane              10.77     2.3 ng     168012  4  11.36 1495010  20.0
Trichloroacetic a...  13.84     4.0 ng     287571  5  14.00 1420550  20.0
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