
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092748.D                                          
  Acq On    :  2 Feb 2017  21:15
  Operator  : SJ/MA
  Sample    : I1650-02
  Misc      :  
  ALS Vial  : 14   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   5.116   262  265  268 rBV  1101582   1602461  40.33%   4.925%
  2   5.550   300  303  305 rBV  3458748   3696759  93.04%  11.363%
  3   6.579   390  393  395 rBV  3462150   3973319 100.00%  12.213%
  4   6.704   401  404  407 rBV  3560330   3274121  82.40%  10.064%
  5   6.933   422  424  427 rBV  1222890   1011993  25.47%   3.111%
 
  6   7.093   435  438  440 rBV  3054721   2696655  67.87%   8.289%
  7   7.505   471  474  476 rBV  1809928   1948778  49.05%   5.990%
  8   8.225   535  537  539 rBV  1254840   1084320  27.29%   3.333%
  9   9.299   629  631  634 rBV  2366019   2999370  75.49%   9.219%
 10   9.699   663  666  668 rBV   173383    182254   4.59%   0.560%
 
 11   9.985   688  691  693 rBV   994190   1126625  28.35%   3.463%
 12  10.408   724  728  729 rBV    57364     59464   1.50%   0.183%
 13  10.762   757  759  762 rBV2 1127651   1478911  37.22%   4.546%
 14  10.876   767  769  774 rVB    98478    117535   2.96%   0.361%
 15  11.322   806  808  809 rBV    63019     53600   1.35%   0.165%
 
 16  11.459   818  820  823 rBV  1027722    962444  24.22%   2.958%
 17  13.048   956  959  961 rBV  2227485   2252832  56.70%   6.924%
 18  13.939  1035 1037 1043 rBV2   78870    162204   4.08%   0.499%
 19  14.100  1048 1051 1053 rBV   866766    869134  21.87%   2.671%
 20  14.557  1089 1091 1092 rBV2   38290     46445   1.17%   0.143%
 
 21  14.934  1123 1124 1127 rVB    38721     54585   1.37%   0.168%
 22  15.197  1145 1147 1149 rBV    45818     60929   1.53%   0.187%
 23  15.483  1168 1172 1173 rBV4   40856     79463   2.00%   0.244%
 24  15.563  1176 1179 1182 rBV   629187    909895  22.90%   2.797%
 25  16.008  1216 1218 1221 rVB    51009     67740   1.70%   0.208%
 
 26  16.374  1246 1250 1251 rBV4   21479     46499   1.17%   0.143%
 27  16.477  1255 1259 1260 rVV4   38264     91916   2.31%   0.283%
 28  16.511  1260 1262 1266 rVB2   36951     68323   1.72%   0.210%
 29  17.094  1310 1313 1318 rVB    32430     72776   1.83%   0.224%
 30  17.791  1369 1374 1378 rBV4   33292    109596   2.76%   0.337%
 
 31  18.088  1391 1400 1414 rVB3  202174   1373611  34.57%   4.222%
 
 
                        Sum of corrected areas:    32534557
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092748.D                                          
  Acq On    :  2 Feb 2017  21:15
  Operator  : SJ/MA
  Sample    : I1650-02
  Misc      :  
  ALS Vial  : 14   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 : BF092748.D                                          
  Acq On    :  2 Feb 2017  21:15
  Operator  : SJ/MA
  Sample    : I1650-02
  Misc      :  
  ALS Vial  : 14   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  Propane, 2-methyl-2-(1-meth...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.12   31.67 ng        1602460   1,4-Dichlorobenzene-d4      6.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 53
 2 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 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 265 (5.116 min): BF092748.D (-262) (-)
43.0

59.1

101.1
83.151.0 69.0

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

59.0

101.031.0 83.0 93.0

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

4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   55.45%

4.80 5.00 5.20 5.40

m/z 101.10   15.30%

4.80 5.00 5.20 5.40

m/z  58.10   15.02%

4.80 5.00 5.20 5.40

m/z  41.10    8.93%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092748.D                                          
  Acq On    :  2 Feb 2017  21:15
  Operator  : SJ/MA
  Sample    : I1650-02
  Misc      :  
  ALS Vial  : 14   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   64.71 ng        3274120   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 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 Imidazole, 4,5-dicyano-1-methyl-    132 C6H4N4         019485-35-9 9 

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

5000

m/z-->

Abundance Scan 404 (6.704 min): BF092748.D (-401) (-)
132.1

68.1

96.140.0 54.0
85.0 115.1

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

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

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

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0 44.0
70.0

86.056.0

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

5000

m/z-->

Abundance #14006: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

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   45.40%

6.40 6.60 6.80 7.00

m/z 134.10   32.23%

6.40 6.60 6.80 7.00

m/z  66.10   29.14%

6.40 6.60 6.80 7.00

m/z  69.10   17.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092748.D                                          
  Acq On    :  2 Feb 2017  21:15
  Operator  : SJ/MA
  Sample    : I1650-02
  Misc      :  
  ALS Vial  : 14   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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.88    2.44 ng         117535   Phenanthrene-d10           11.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 74
 2 Heptadecane                         240 C17H36         000629-78-7 72
 3 Pentadecane                         212 C15H32         000629-62-9 72
 4 Hexadecane                          226 C16H34         000544-76-3 72
 5 Tetradecane                         198 C14H30         000629-59-4 72

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

5000

m/z-->

Abundance Scan 769 (10.876 min): BF092748.D (-767) (-)
57.1

91.0

185.1155.1113.2

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 #82607: Heptadecane
57.0

85.0

29.0
113.0 141.0 240.0169.0 196.0

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

5000

m/z-->

Abundance #64575: Pentadecane
57.0

85.0

29.0
113.0 141.0 212.0169.0

10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.60 10.80 11.00 11.20

m/z  43.05   69.41%

10.60 10.80 11.00 11.20

m/z  71.10   57.63%

10.60 10.80 11.00 11.20

m/z  91.05   40.14%

10.60 10.80 11.00 11.20

m/z  85.05   35.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092748.D                                          
  Acq On    :  2 Feb 2017  21:15
  Operator  : SJ/MA
  Sample    : I1650-02
  Misc      :  
  ALS Vial  : 14   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  Trifluoroacetic acid, n-oct...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.94    3.73 ng         162204   Chrysene-d12               14.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetic acid, n-octadecy... 366 C20H37F3O2     079392-43-1 91
 2 1-Hexadecanesulfonyl chloride       324 C16H33ClO2S    038775-38-1 91
 3 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 90
 4 1-Hexadecanol, 2-methyl-            256 C17H36O        002490-48-4 87
 5 Pentafluoropropionic acid, octad... 416 C21H37F5O2     1000280-07-7 83

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

5000

m/z-->

Abundance Scan 1037 (13.939 min): BF092748.D (-1035) (-)
57.1

83.1

111.1

189.2139.2 303.2265.1

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

5000

m/z-->

Abundance #146922: Trifluoroacetic acid, n-octadecyl ester
43.0

69.0

97.0

125.0 252.0154.0 224.0183.0

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

5000

m/z-->

Abundance #129672: 1-Hexadecanesulfonyl chloride
57.0

83.0

111.0

29.0 139.0 224.0196.0 271.0167.0 307.0

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

5000

m/z-->

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

83.0

111.029.0
196.0168.0139.0 227.0 258.0

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   77.43%

13.60 13.80 14.00 14.20

m/z  55.05   70.38%

13.60 13.80 14.00 14.20

m/z  83.10   52.31%

13.60 13.80 14.00 14.20

m/z  69.05   46.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092748.D                                          
  Acq On    :  2 Feb 2017  21:15
  Operator  : SJ/MA
  Sample    : I1650-02
  Misc      :  
  ALS Vial  : 14   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  unknown16.48                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.48    2.02 ng          91916   Perylene-d12               15.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Anthraquinone, 1-(m-methoxyphenyl)- 314 C21H14O3       020600-77-5 14
 2 Chromone, 7-(3-chloropropoxy)-3-... 314 C18H15ClO3     035212-44-3 9 
 3 Pyrido[1,2-a]benzimidazole-4-car... 314 C19H14N4O      305333-73-7 9 
 4 9(10H)-Acridinone, 1,2,3,4-tetra... 329 C18H19NO5      000517-73-7 9 
 5 Phenol, 2-methoxy-4-(1,2,3,4-tet... 315 C18H21NO4      1000277-25-4 9 

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 1259 (16.477 min): BF092748.D (-1255) (-)
201.155.0 139.1 313.2

251.1
376.1

101.1 466.5

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #125134: Anthraquinone, 1-(m-methoxyphenyl)-
283.0

213.0157.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #124903: Chromone, 7-(3-chloropropoxy)-3-phenyl-
313.0

237.0

41.0 136.0

102.0 177.0 279.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #124973: Pyrido[1,2-a]benzimidazole-4-carbonitrile, 1-(4-h...
314.0

39.0
194.0

77.0
157.0 250.0115.0

16.20 16.40 16.60 16.80

m/z 201.10  100.00%

16.20 16.40 16.60 16.80

m/z  55.05   86.66%

16.20 16.40 16.60 16.80

m/z 139.10   84.46%

16.20 16.40 16.60 16.80

m/z 313.20   83.52%

16.20 16.40 16.60 16.80

m/z 196.30   82.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092748.D                                          
  Acq On    :  2 Feb 2017  21:15
  Operator  : SJ/MA
  Sample    : I1650-02
  Misc      :  
  ALS Vial  : 14   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  Hexadecane, 2,6,10,14-tetra...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.79    2.41 ng         109596   Perylene-d12               15.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane, 2,6,10,14-tetramethyl-  282 C20H42         000638-36-8 58
 2 Nonacosane                          408 C29H60         000630-03-5 50
 3 2,5-Heptanedione, 3,3,6-trimethyl-  170 C10H18O2       051513-40-7 50
 4 Dodecane, 2,6,10-trimethyl-         212 C15H32         003891-98-3 49
 5 Eicosane                            282 C20H42         000112-95-8 49

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1374 (17.791 min): BF092748.D (-1369) (-)
57.1

97.1 127.0 169.2 249.1213.1 283.1 330.2

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #107668: Hexadecane, 2,6,10,14-tetramethyl-
57.0

113.027.0 169.0 282.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #158131: Nonacosane
57.0

99.0
141.0 183.027.0 225.0 267.0 408.0309.0 351.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #35886: 2,5-Heptanedione, 3,3,6-trimethyl-
43.0 127.0

85.0

170.0

17.40 17.60 17.80 18.00 18.20

m/z  57.10  100.00%

17.40 17.60 17.80 18.00 18.20

m/z  71.10   59.21%

17.40 17.60 17.80 18.00 18.20

m/z  43.10   52.92%

17.40 17.60 17.80 18.00 18.20

m/z  85.10   44.11%

17.40 17.60 17.80 18.00 18.20

m/z  69.10   23.00%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092748.D                                          
  Acq On    :  2 Feb 2017  21:15
  Operator  : SJ/MA
  Sample    : I1650-02
  Misc      :  
  ALS Vial  : 14   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  8  unknown18.09                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.09   30.19 ng        1373610   Perylene-d12               15.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Diphenylamine                       169 C12H11N        000122-39-4 38
 2 Indole-3-carbonitrile, 2-cyclohe... 267 C17H21N3       296246-82-7 38
 3 Oleic Acid                          282 C18H34O2       000112-80-1 35
 4 [1,1'-Biphenyl]-3-amine             169 C12H11N        002243-47-2 30
 5 6-Octyloxy-naphthalene-2-carboni... 281 C19H23NO       342414-42-0 30

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 1400 (18.088 min): BF092748.D (-1391) (-)
169.2

55.1

97.1
265.3

220.2133.1 404.5315.2 451.5

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #35478: Diphenylamine
169.0

51.0
115.0

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #98662: Indole-3-carbonitrile, 2-cyclohexylaminomethyl-1-m...
169.0

267.098.0
224.041.0 134.0

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #107517: Oleic Acid
55.0

97.0

264.0
138.0 222.0180.018.0
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
  Data File : BF092748.D                                          
  Acq On    :  2 Feb 2017  21:15
  Operator  : SJ/MA
  Sample    : I1650-02
  Misc      :  
  ALS Vial  : 14   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|
----------------------------------------------------------------------------
Propane, 2-methyl...   5.12    31.7 ng    1602460  1   6.93 1011990  20.0
unknown6.70            6.70    64.7 ng    3274120  1   6.93 1011990  20.0
Eicosane              10.88     2.4 ng     117535  4  11.46  962444  20.0
Trifluoroacetic a...  13.94     3.7 ng     162204  5  14.10  869134  20.0
unknown16.48          16.48     2.0 ng      91916  6  15.56  909895  20.0
Hexadecane, 2,6,1...  17.79     2.4 ng     109596  6  15.56  909895  20.0
unknown18.09          18.09    30.2 ng    1373610  6  15.56  909895  20.0
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