
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092745.D                                          
  Acq On    :  2 Feb 2017  19:53
  Operator  : SJ/MA
  Sample    : I1658-06
  Misc      :  
  ALS Vial  : 11   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   4.807   235  238  246 rBV    28313     56195   1.12%   0.125%
  2   5.127   263  266  272 rBV  1766009   2468940  49.40%   5.479%
  3   5.550   300  303  306 rBV  4180669   4720906  94.47%  10.476%
  4   6.579   390  393  396 rBV  4050813   4997480 100.00%  11.090%
  5   6.704   401  404  407 rBV  3976402   4836253  96.77%  10.732%
 
  6   6.933   422  424  427 rBV  1239200   1042941  20.87%   2.314%
  7   7.093   436  438  440 rBV  4065203   3688697  73.81%   8.186%
  8   7.504   471  474  476 rBV  3223675   3384351  67.72%   7.510%
  9   8.224   534  537  541 rBV  1517468   1399854  28.01%   3.106%
 10   9.310   628  632  634 rBV  3098696   4461059  89.27%   9.900%
 
 11   9.699   664  666  668 rBV   258504    272010   5.44%   0.604%
 12   9.905   680  684  687 rBV    58706     62529   1.25%   0.139%
 13   9.985   688  691  693 rBV  1074901   1247741  24.97%   2.769%
 14  10.408   724  728  729 rBV   117175    130683   2.61%   0.290%
 15  10.625   741  747  750 rBV3   49868     87853   1.76%   0.195%
 
 16  10.773   757  760  762 rBV  2064274   2491640  49.86%   5.529%
 17  10.876   767  769  773 rVB   165717    203421   4.07%   0.451%
 18  11.322   806  808  809 rBV   129164    111387   2.23%   0.247%
 19  11.356   809  811  814 rVB    48675     60087   1.20%   0.133%
 20  11.459   818  820  824 rBV2 1147265   1372544  27.46%   3.046%
 
 21  11.539   824  827  828 rVB    66918     77527   1.55%   0.172%
 22  11.699   837  841  843 rBV3   26408     52051   1.04%   0.116%
 23  12.076   872  874  877 rVB2   55324     90572   1.81%   0.201%
 24  12.671   924  926  928 rBV   413849    358108   7.17%   0.795%
 25  12.899   942  946  949 rBV   343551    395633   7.92%   0.878%
 
 26  13.048   956  959  961 rBV  3343094   3293069  65.89%   7.308%
 27  13.231   972  975  977 rVV3   51243     69153   1.38%   0.153%
 28  13.608  1006 1008 1011 rBV3   32187     59317   1.19%   0.132%
 29  13.939  1035 1037 1040 rVV   155887    191438   3.83%   0.425%
 30  14.099  1046 1051 1052 rBV2  961075   1234997  24.71%   2.741%
 
 31  14.556  1089 1091 1092 rBV    65196     80831   1.62%   0.179%
 32  15.128  1139 1141 1145 rBV   150350    289388   5.79%   0.642%
 33  15.197  1145 1147 1149 rBV2   64348     73506   1.47%   0.163%
 34  15.437  1165 1168 1170 rVV    79966    109542   2.19%   0.243%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092745.D                                          
  Acq On    :  2 Feb 2017  19:53
  Operator  : SJ/MA
  Sample    : I1658-06
  Misc      :  
  ALS Vial  : 11   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
 
 35  15.494  1170 1173 1176 rVV   118276    157899   3.16%   0.350%
 
 36  15.562  1176 1179 1185 rVB   619916    993704  19.88%   2.205%
 37  16.008  1215 1218 1221 rVB    57704     87528   1.75%   0.194%
 38  16.248  1237 1239 1243 rBV4   24208     54235   1.09%   0.120%
 39  17.002  1302 1305 1309 rVB2   55220    112245   2.25%   0.249%
 40  17.448  1341 1344 1348 rVB    45764    104763   2.10%   0.232%
 
 41  18.603  1443 1445 1452 rVB8   28122     80648   1.61%   0.179%
 
 
                        Sum of corrected areas:    45062725
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092745.D                                          
  Acq On    :  2 Feb 2017  19:53
  Operator  : SJ/MA
  Sample    : I1658-06
  Misc      :  
  ALS Vial  : 11   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\BF020217\
  Data File : BF092745.D                                          
  Acq On    :  2 Feb 2017  19:53
  Operator  : SJ/MA
  Sample    : I1658-06
  Misc      :  
  ALS Vial  : 11   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.
---------------------------------------------------------------------
  5.13   47.35 ng        2468940   1,4-Dichlorobenzene-d4      6.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 5 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 266 (5.127 min): BF092745.D (-263) (-)
43.0

59.1

101.1
83.1 207.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.027.0 83.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43.0

59.0

101.0
15.0 83.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.0

25.0

4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   57.48%

4.80 5.00 5.20 5.40

m/z 101.10   16.37%

4.80 5.00 5.20 5.40

m/z  58.10   15.40%

4.80 5.00 5.20 5.40

m/z  41.10    9.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092745.D                                          
  Acq On    :  2 Feb 2017  19:53
  Operator  : SJ/MA
  Sample    : I1658-06
  Misc      :  
  ALS Vial  : 11   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  unknown6.70                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.70   92.74 ng        4836250   1,4-Dichlorobenzene-d4      6.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 Benzene, 1,2,4-trifluoro-           132 C6H3F3         000367-23-7 9 
 4 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 404 (6.704 min): BF092745.D (-401) (-)
132.1

68.1

96.140.0 54.0
115.082.0

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 #48639: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #13917: Benzene, 1,2,4-trifluoro-
132.0

63.0 81.0

112.031.0 49.0 95.0

6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   45.21%

6.40 6.60 6.80 7.00

m/z 134.10   32.37%

6.40 6.60 6.80 7.00

m/z  66.10   29.83%

6.40 6.60 6.80 7.00

m/z  69.05   18.46%

8270-BF013017.M Fri Feb 03 16:28:12 2017                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
SP-COMP-2A-0-2FT



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092745.D                                          
  Acq On    :  2 Feb 2017  19:53
  Operator  : SJ/MA
  Sample    : I1658-06
  Misc      :  
  ALS Vial  : 11   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  Tridecane                       Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.41    2.09 ng         130683   Acenaphthene-d10            9.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane                           184 C13H28         000629-50-5 90
 2 Pentadecane                         212 C15H32         000629-62-9 90
 3 Hexadecane                          226 C16H34         000544-76-3 90
 4 Undecane, 2-methyl-                 170 C12H26         007045-71-8 86
 5 Undecane, 5-methyl-                 170 C12H26         001632-70-8 80

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 728 (10.408 min): BF092745.D (-724) (-)
57.1

85.1

113.139.0 155.2

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #45544: Tridecane
57.0

85.0
29.0

113.0 184.0141.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #64575: Pentadecane
57.0

85.0

29.0
113.0 141.0 212.0169.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #73965: Hexadecane
57.0

85.0
29.0

113.0 141.0 169.0 226.0197.0

10.00 10.20 10.40 10.60 10.80

m/z  57.10  100.00%

10.00 10.20 10.40 10.60 10.80

m/z  43.10   66.38%

10.00 10.20 10.40 10.60 10.80

m/z  71.10   57.52%

10.00 10.20 10.40 10.60 10.80

m/z  85.10   35.72%

10.00 10.20 10.40 10.60 10.80

m/z  41.10   29.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092745.D                                          
  Acq On    :  2 Feb 2017  19:53
  Operator  : SJ/MA
  Sample    : I1658-06
  Misc      :  
  ALS Vial  : 11   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  Pentadecane                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.88    2.96 ng         203421   Phenanthrene-d10           11.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane                         212 C15H32         000629-62-9 90
 2 Eicosane                            282 C20H42         000112-95-8 86
 3 Hexadecane                          226 C16H34         000544-76-3 86
 4 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 86
 5 Dodecane, 1-iodo-                   296 C12H25I        004292-19-7 80

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

5000

m/z-->

Abundance Scan 769 (10.876 min): BF092745.D (-767) (-)
57.1

85.1

113.2 169.2141.1 331.9

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

5000

m/z-->

Abundance #64571: Pentadecane
57.0

85.0

29.0
113.0 141.0 212.0169.0

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

5000

m/z-->

Abundance #107651: Eicosane
57.0

85.0

29.0
113.0 141.0 169.0 282.0197.0 225.0 253.0

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

5000

m/z-->

Abundance #73963: Hexadecane
57.0

85.0

29.0
113.0 141.0 226.0169.0 197.0

10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.60 10.80 11.00 11.20

m/z  43.10   70.43%

10.60 10.80 11.00 11.20

m/z  71.10   55.78%

10.60 10.80 11.00 11.20

m/z  85.10   37.59%

10.60 10.80 11.00 11.20

m/z  41.10   29.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092745.D                                          
  Acq On    :  2 Feb 2017  19:53
  Operator  : SJ/MA
  Sample    : I1658-06
  Misc      :  
  ALS Vial  : 11   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  Heptafluorobutanoic acid, h...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.94    3.10 ng         191438   Chrysene-d12               14.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 76
 2 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 74
 3 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 72
 4 2-Ethyl-1-dodecanol                 214 C14H30O        019780-33-7 64
 5 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 64

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

5000

m/z-->

Abundance Scan 1037 (13.939 min): BF092745.D (-1035) (-)
57.1

83.1
230.1

111.1
202.1

140.2 168.2 281.1

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

5000

m/z-->

Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

83.0

111.0

29.0 238.0169.0139.0 210.0 283.0

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

5000

m/z-->

Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0

83.0

111.029.0
196.0168.0139.0 227.0 258.0

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

5000

m/z-->

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0

83.0

111.0

29.0 139.0 238.0210.0168.0 283.0

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.10   81.81%

13.60 13.80 14.00 14.20

m/z  55.10   59.45%

13.60 13.80 14.00 14.20

m/z  69.10   50.46%

13.60 13.80 14.00 14.20

m/z  83.10   49.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092745.D                                          
  Acq On    :  2 Feb 2017  19:53
  Operator  : SJ/MA
  Sample    : I1658-06
  Misc      :  
  ALS Vial  : 11   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  7  Benzo[e]pyrene                  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.44    2.20 ng         109542   Perylene-d12               15.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[e]pyrene                      252 C20H12         000192-97-2 98
 2 Benzo[k]fluoranthene                252 C20H12         000207-08-9 97
 3 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 95
 4 Benzo[a]pyrene                      252 C20H12         000050-32-8 95
 5 Perylene                            252 C20H12         000198-55-0 90

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

5000

m/z-->

Abundance Scan 1168 (15.437 min): BF092745.D (-1165) (-)
252.1

125.1
224.1200.265.0 100.0 172.2 285.2147.243.1 316.1

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

5000

m/z-->

Abundance #89816: Benzo[e]pyrene
252.0

125.0
224.099.0 200.074.0 174.0150.050.0

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

5000

m/z-->

Abundance #89823: Benzo[k]fluoranthene
252.0

126.0
224.099.0 200.074.0

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

5000

m/z-->

Abundance #89826: Benz[e]acephenanthrylene
252.0

126.0
224.0100.0 200.074.0 174.0150.039.0

15.20 15.40 15.60 15.80

m/z 252.10  100.00%

15.20 15.40 15.60 15.80

m/z 250.10   29.65%

15.20 15.40 15.60 15.80

m/z 253.15   23.04%

15.20 15.40 15.60 15.80

m/z 125.10   14.20%

15.20 15.40 15.60 15.80

m/z 126.00   12.75%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092745.D                                          
  Acq On    :  2 Feb 2017  19:53
  Operator  : SJ/MA
  Sample    : I1658-06
  Misc      :  
  ALS Vial  : 11   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...   5.13    47.4 ng    2468940  1   6.93 1042940  20.0
unknown6.70            6.70    92.7 ng    4836250  1   6.93 1042940  20.0
Tridecane             10.41     2.1 ng     130683  3   9.98 1247740  20.0
Pentadecane           10.88     3.0 ng     203421  4  11.46 1372540  20.0
Heptafluorobutano...  13.94     3.1 ng     191438  5  14.10 1235000  20.0
Benzo[e]pyrene        15.44     2.2 ng     109542  6  15.56  993704  20.0
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