
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
  Data File : BF097850.D                                          
  Acq On    : 18 Aug 2017  23:25
  Operator  : SJ/JU
  Sample    : I4646-06 
  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-BF081517.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   4.316   375  379  385 rVB    32805     40816   1.98%   0.194%
  2   4.957   484  488  495 rVB   254432    300483  14.60%   1.427%
  3   5.369   554  558  562 rBV  1911687   1938500  94.19%   9.204%
  4   6.398   728  733  739 rBV  2188501   2057970 100.00%   9.771%
  5   6.534   752  756  760 rBV  2068915   1955705  95.03%   9.286%
 
  6   6.769   792  796  800 rBV   921275    724089  35.18%   3.438%
  7   6.928   819  823  826 rVB  1628603   1423916  69.19%   6.761%
  8   7.328   887  891  895 rBV  1262100   1232708  59.90%   5.853%
  9   7.416   902  906  910 rVB2   30675     28873   1.40%   0.137%
 10   8.051  1010 1014 1018 rBV  1079353    946898  46.01%   4.496%
 
 11   9.128  1193 1197 1201 rBV  2171973   1899519  92.30%   9.019%
 12   9.522  1261 1264 1268 rBV   425686    341967  16.62%   1.624%
 13   9.804  1308 1312 1316 rBV  1126112    998327  48.51%   4.740%
 14  10.222  1378 1383 1385 rBV4   19777     28734   1.40%   0.136%
 15  10.245  1385 1387 1390 rVB    53919     40584   1.97%   0.193%
 
 16  10.463  1421 1424 1427 rBV    29615     29255   1.42%   0.139%
 17  10.592  1441 1446 1449 rBV  1403774   1270072  61.71%   6.030%
 18  10.716  1464 1467 1476 rVB2  101088    127154   6.18%   0.604%
 19  11.163  1540 1543 1546 rBV    76995     63554   3.09%   0.302%
 20  11.192  1546 1548 1555 rVB2   32362     34062   1.66%   0.162%
 
 21  11.286  1560 1564 1567 rVV  1177685   1053203  51.18%   5.001%
 22  11.357  1571 1576 1579 rVB5   22447     27804   1.35%   0.132%
 23  11.592  1613 1616 1619 rBV    43312     35506   1.73%   0.169%
 24  11.998  1682 1685 1688 rBV    33366     29481   1.43%   0.140%
 25  12.704  1802 1805 1807 rBV   213373    164809   8.01%   0.783%
 
 26  12.780  1816 1818 1821 rVB2   43973     34735   1.69%   0.165%
 27  12.874  1830 1834 1837 rBV  2052828   1852610  90.02%   8.796%
 28  13.410  1921 1925 1928 rBV   147583    115667   5.62%   0.549%
 29  13.457  1928 1933 1935 rBV2   21867     22683   1.10%   0.108%
 30  13.774  1983 1987 1995 rBV2  124017    148574   7.22%   0.705%
 
 31  13.921  2008 2012 2016 rBV  1112400   1006776  48.92%   4.780%
 32  14.104  2039 2043 2047 rBV    30136     30451   1.48%   0.145%
 33  14.410  2089 2095 2100 rBV    27218     32487   1.58%   0.154%
 34  14.704  2142 2145 2150 rVB    28590     26860   1.31%   0.128%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
  Data File : BF097850.D                                          
  Acq On    : 18 Aug 2017  23:25
  Operator  : SJ/JU
  Sample    : I4646-06 
  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-BF081517.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.033  2197 2201 2204 rBV2   31652     34441   1.67%   0.164%
 
 36  15.351  2249 2255 2260 rBV   626581    734580  35.69%   3.488%
 37  15.398  2260 2263 2270 rVB2   34151     42442   2.06%   0.202%
 38  15.821  2331 2335 2339 rBV2   27486     37174   1.81%   0.176%
 39  16.304  2412 2417 2423 rBV3   22840     35310   1.72%   0.168%
 40  16.874  2509 2514 2519 rBV3   15349     27867   1.35%   0.132%
 
 41  17.315  2582 2589 2597 rBV7   21410     56708   2.76%   0.269%
 42  17.539  2625 2627 2635 rVB5   15333     28417   1.38%   0.135%
 
 
                        Sum of corrected areas:    21061771
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
  Data File : BF097850.D                                          
  Acq On    : 18 Aug 2017  23:25
  Operator  : SJ/JU
  Sample    : I4646-06 
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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\BF081817\
  Data File : BF097850.D                                          
  Acq On    : 18 Aug 2017  23:25
  Operator  : SJ/JU
  Sample    : I4646-06 
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.96    8.30 ng         300483   1,4-Dichlorobenzene-d4      6.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 27
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 

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

5000

m/z-->

Abundance Scan 488 (4.957 min): BF097850.D (-484) (-)
43.0

59.0

101.0
83.0

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

5000

m/z-->

Abundance #8185: 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 90 100 110 120 130 140
0

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   52.06%

4.60 4.80 5.00 5.20

m/z 101.00   18.23%

4.60 4.80 5.00 5.20

m/z  58.00   17.35%

4.60 4.80 5.00 5.20

m/z  41.00    8.71%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
  Data File : BF097850.D                                          
  Acq On    : 18 Aug 2017  23:25
  Operator  : SJ/JU
  Sample    : I4646-06 
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.53                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.53   54.02 ng        1955710   1,4-Dichlorobenzene-d4      6.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 10
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 9 

30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 755 (6.528 min): BF097850.D (-752) (-)
132.0

68.1

96.0
40.0 54.0 78.0 106.0

30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
79.0

30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0 44.0
70.060.0 80.0 115.0

30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14770: Cyclopropanamine, 1-phenyl-
132.0

104.0

77.051.0
115.039.0 65.0 91.0

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   53.45%

6.20 6.40 6.60 6.80

m/z  66.00   34.72%

6.20 6.40 6.60 6.80

m/z 134.00   30.06%

6.20 6.40 6.60 6.80

m/z  69.05   22.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
  Data File : BF097850.D                                          
  Acq On    : 18 Aug 2017  23:25
  Operator  : SJ/JU
  Sample    : I4646-06 
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Tridecane                       Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.72    2.41 ng         127154   Phenanthrene-d10           11.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane                           184 C13H28         000629-50-5 90
 2 Hexadecane                          226 C16H34         000544-76-3 90
 3 Dodecane                            170 C12H26         000112-40-3 87
 4 Tetradecane, 1-iodo-                324 C14H29I        019218-94-1 86
 5 Dodecane, 1-iodo-                   296 C12H25I        004292-19-7 86

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 1468 (10.722 min): BF097850.D (-1464) (-)
57.0

85.0

113.1 169.1141.0 331.7

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #48834: Tridecane
57.0

85.0

29.0
184.0112.0 141.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #83023: Hexadecane
57.0

85.0

29.0
113.0 141.0 226.0169.0 197.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #38315: Dodecane
57.0

85.0

29.0
170.0112.0 141.0

10.40 10.60 10.80 11.00

m/z  57.05  100.00%

10.40 10.60 10.80 11.00

m/z  71.00   79.36%

10.40 10.60 10.80 11.00

m/z  43.05   67.01%

10.40 10.60 10.80 11.00

m/z  85.00   48.31%

10.40 10.60 10.80 11.00

m/z  41.00   31.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
  Data File : BF097850.D                                          
  Acq On    : 18 Aug 2017  23:25
  Operator  : SJ/JU
  Sample    : I4646-06 
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Hexadecanoic acid, 1,1-dime...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.70    3.27 ng         164809   Chrysene-d12               13.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 86
 2 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 46
 3 Pentadecane, 8-methylene-           224 C16H32         055668-09-2 37
 4 5-Methyl-2-hexanol, chlorodifluo... 228 C9H15ClF2O2    1000376-27-1 32
 5 1-Heptene, 2-methyl-                112 C8H16          015870-10-7 30

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 1804 (12.698 min): BF097850.D (-1802) (-)
56.0

129.0 257.383.0
185.1 213.2157.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #154967: 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
0

5000

m/z-->

Abundance #154932: Hexadecanoic acid, butyl ester
56.0

29.0
257.0129.083.0 185.0 213.0 312.0157.0 283.0106.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #81262: Pentadecane, 8-methylene-
56.0

29.0 84.0
125.0

224.0168.0 196.0

12.40 12.60 12.80 13.00

m/z  56.00  100.00%

12.40 12.60 12.80 13.00

m/z  57.05   58.41%

12.40 12.60 12.80 13.00

m/z  43.05   49.28%

12.40 12.60 12.80 13.00

m/z  41.05   46.23%

12.40 12.60 12.80 13.00

m/z  73.00   34.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
  Data File : BF097850.D                                          
  Acq On    : 18 Aug 2017  23:25
  Operator  : SJ/JU
  Sample    : I4646-06 
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown13.41                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.41    2.30 ng         115667   Chrysene-d12               13.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butyl myristate                     284 C18H36O2       000110-36-1 45
 2 2-Methyl-1-octadecene               266 C19H38         061868-20-0 38
 3 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30         041977-39-3 38
 4 Trifluoroacetic acid, 4-methylpe... 198 C8H13F3O2      000327-71-9 38
 5 1-Piperidinyloxy, 4-(hydroxyimin... 185 C9H17N2O2      003229-75-2 37

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

5000

m/z-->

Abundance Scan 1925 (13.410 min): BF097850.D (-1921) (-)
56.0

129.083.1 285.3185.1 241.2107.0 157.1 207.0

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

5000

m/z-->

Abundance #131257: Butyl myristate
56.0

229.0

129.0 284.0185.083.0
109.0 157.0 209.0 255.0

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

5000

m/z-->

Abundance #115908: 2-Methyl-1-octadecene
56.0

83.0
111.0 266.0238.0210.0139.0 182.0

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

5000

m/z-->

Abundance #69593: Cyclopropane, 1-(1-methylethyl)-2-nonyl-
56.0

83.0
111.0 154.0 210.0182.0

13.00 13.20 13.40 13.60 13.80

m/z  56.00  100.00%

13.00 13.20 13.40 13.60 13.80

m/z  57.05   59.13%

13.00 13.20 13.40 13.60 13.80

m/z  43.05   41.90%

13.00 13.20 13.40 13.60 13.80

m/z  73.00   40.10%

13.00 13.20 13.40 13.60 13.80

m/z  41.05   38.50%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
  Data File : BF097850.D                                          
  Acq On    : 18 Aug 2017  23:25
  Operator  : SJ/JU
  Sample    : I4646-06 
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Trifluoroacetoxy hexadecane     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.77    2.95 ng         148574   Chrysene-d12               13.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 91
 2 n-Heptadecanol-1                    256 C17H36O        001454-85-9 90
 3 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 90
 4 3-Eicosene, (E)-                    280 C20H40         074685-33-9 90
 5 9-Eicosene, (E)-                    280 C20H40         074685-29-3 87

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 1986 (13.769 min): BF097850.D (-1983) (-)
43.0 83.0

111.0

230.0139.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57.0

97.0

125.029.0
196.0 269.0154.0 224.0 320.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #107662: n-Heptadecanol-1
55.0 83.0

111.0

29.0
139.0 210.0168.0 238.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0

69.0
97.0

125.0
153.0 196.0 224.0

13.40 13.60 13.80 14.00

m/z  43.00  100.00%

13.40 13.60 13.80 14.00

m/z  83.00   96.17%

13.40 13.60 13.80 14.00

m/z  56.95   89.89%

13.40 13.60 13.80 14.00

m/z  69.00   86.30%

13.40 13.60 13.80 14.00

m/z  54.95   83.16%

8270-BF081517.M Mon Aug 21 12:33:43 2017                                              Page: 9

Instrument :
BNA_F
ClientSampleId :
E2-L10-ESW

Instrument :
BNA_F
ClientSampleId :
E2-L10-ESW



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
  Data File : BF097850.D                                          
  Acq On    : 18 Aug 2017  23:25
  Operator  : SJ/JU
  Sample    : I4646-06 
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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...   4.96     8.3 ng     300483  1   6.77  724089  20.0
unknown6.53            6.53    54.0 ng    1955710  1   6.77  724089  20.0
Tridecane             10.72     2.4 ng     127154  4  11.29 1053200  20.0
Hexadecanoic acid...  12.70     3.3 ng     164809  5  13.92 1006780  20.0
unknown13.41          13.41     2.3 ng     115667  5  13.92 1006780  20.0
Trifluoroacetoxy ...  13.77     3.0 ng     148574  5  13.92 1006780  20.0
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