
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080717\
  Data File : BF097438.D                                          
  Acq On    :  7 Aug 2017  19:27
  Operator  : SJ/JU
  Sample    : I4623-03
  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-BF072517.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   4.534   463  467  485 rBV   124527    227296  10.69%   1.223%
  2   5.004   543  547  564 rBV  1647004   2126723 100.00%  11.441%
  3   6.081   727  730  744 rBV  1747496   1899455  89.31%  10.218%
  4   6.187   744  748  762 rVB  1794309   1808865  85.05%   9.731%
  5   6.410   783  786  797 rBV   603807    540226  25.40%   2.906%
 
  6   6.563   809  812  821 rBV  1330113   1260915  59.29%   6.783%
  7   6.981   879  883  899 rBV  1336308   1291426  60.72%   6.947%
  8   7.692  1001 1004 1009 rBV   856367    722883  33.99%   3.889%
  9   8.769  1183 1187 1191 rBV  1842611   1835656  86.31%   9.875%
 10   9.175  1252 1256 1265 rBV   213600    187754   8.83%   1.010%
 
 11   9.433  1297 1300 1310 rVB   796093    722739  33.98%   3.888%
 12   9.892  1374 1378 1381 rVB    38956     33422   1.57%   0.180%
 13  10.222  1431 1434 1447 rBV   940504    927251  43.60%   4.988%
 14  10.363  1454 1458 1471 rVB    51448     77052   3.62%   0.415%
 15  10.804  1530 1533 1536 rBV2   31973     29510   1.39%   0.159%
 
 16  10.910  1547 1551 1560 rVB   719773    612126  28.78%   3.293%
 17  11.469  1643 1646 1655 rBV    61642     66009   3.10%   0.355%
 18  12.245  1776 1778 1785 rBV2   21725     24975   1.17%   0.134%
 19  12.333  1790 1793 1799 rVB    59833     50939   2.40%   0.274%
 20  12.492  1815 1820 1823 rBV  1415298   1326512  62.37%   7.136%
 
 21  13.063  1914 1917 1922 rBV    30295     30354   1.43%   0.163%
 22  13.427  1973 1979 1988 rBV2   50122    107922   5.07%   0.581%
 23  13.533  1993 1997 2004 rVB   571620    554842  26.09%   2.985%
 24  13.663  2008 2019 2021 rBV5   18452     30854   1.45%   0.166%
 25  14.292  2122 2126 2134 rBV   882816    948778  44.61%   5.104%
 
 26  14.868  2220 2224 2228 rBV   451065    504032  23.70%   2.712%
 27  14.904  2228 2230 2235 rVB3   30092     36318   1.71%   0.195%
 28  15.251  2285 2289 2293 rBV3   16022     32677   1.54%   0.176%
 29  15.645  2352 2356 2360 rVB    19904     26603   1.25%   0.143%
 30  16.098  2430 2433 2439 rVB6   13866     23969   1.13%   0.129%
 
 31  16.633  2516 2524 2535 rVB2  228439    520547  24.48%   2.800%
 
 
                        Sum of corrected areas:    18588630
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080717\
  Data File : BF097438.D                                          
  Acq On    :  7 Aug 2017  19:27
  Operator  : SJ/JU
  Sample    : I4623-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.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\BF080717\
  Data File : BF097438.D                                          
  Acq On    :  7 Aug 2017  19:27
  Operator  : SJ/JU
  Sample    : I4623-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.53    8.41 ng         227296   1,4-Dichlorobenzene-d4      6.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 16
 4 Diacetamide                         101 C4H7NO2        000625-77-4 9 
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 9 

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

5000

m/z-->

Abundance Scan 466 (4.528 min): BF097438.D (-463) (-)
43.0

59.0

101.1
83.1

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

5000

m/z-->

Abundance #8404: 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
0

5000

m/z-->

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

101.0
58.015.0 31.0 86.069.0

4.20 4.40 4.60 4.80

m/z  43.00  100.00%

4.20 4.40 4.60 4.80

m/z  59.00   51.56%

4.20 4.40 4.60 4.80

m/z  58.00   13.98%

4.20 4.40 4.60 4.80

m/z 101.10   13.81%

4.20 4.40 4.60 4.80

m/z  41.00   10.59%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080717\
  Data File : BF097438.D                                          
  Acq On    :  7 Aug 2017  19:27
  Operator  : SJ/JU
  Sample    : I4623-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.19                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.19   66.97 ng        1808870   1,4-Dichlorobenzene-d4      6.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 749 (6.192 min): BF097438.D (-744) (-)
132.0

68.1

96.140.0 54.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

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

69.0
104.0

51.031.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14409: (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
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

5.80 6.00 6.20 6.40 6.60

m/z 132.00  100.00%

5.80 6.00 6.20 6.40 6.60

m/z 134.00   33.51%

5.80 6.00 6.20 6.40 6.60

m/z  68.10   33.40%

5.80 6.00 6.20 6.40 6.60

m/z  66.00   21.92%

5.80 6.00 6.20 6.40 6.60

m/z  96.10   12.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080717\
  Data File : BF097438.D                                          
  Acq On    :  7 Aug 2017  19:27
  Operator  : SJ/JU
  Sample    : I4623-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Tetratetracontane               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.36    2.52 ng          77052   Phenanthrene-d10           10.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetratetracontane                   619 C44H90         007098-22-8 90
 2 Tridecane                           184 C13H28         000629-50-5 86
 3 Pentadecane                         212 C15H32         000629-62-9 86
 4 Hexadecane                          226 C16H34         000544-76-3 86
 5 Octadecane                          254 C18H38         000593-45-3 80

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance Scan 1458 (10.363 min): BF097438.D (-1454) (-)
57.0

113.2

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #241527: Tetratetracontane
57.0

113.0 169.0 225.0 281.0 337.0 393.0 463.0 561.0 615.0

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #48835: Tridecane
57.0

113.0 184.0

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #71393: Pentadecane
57.0

113.0 212.0

10.00 10.20 10.40 10.60

m/z  57.05  100.00%

10.00 10.20 10.40 10.60

m/z  43.00   69.07%

10.00 10.20 10.40 10.60

m/z  71.10   49.65%

10.00 10.20 10.40 10.60

m/z  41.10   34.69%

10.00 10.20 10.40 10.60

m/z  85.05   27.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080717\
  Data File : BF097438.D                                          
  Acq On    :  7 Aug 2017  19:27
  Operator  : SJ/JU
  Sample    : I4623-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Decanoic acid, silver(1+) salt  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.47    2.16 ng          66009   Phenanthrene-d10           10.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decanoic acid, silver(1+) salt      278 C10H19AgO2     013126-67-5 64
 2 Dodecanoic acid                     200 C12H24O2       000143-07-7 64
 3 n-Decanoic acid                     172 C10H20O2       000334-48-5 58
 4 Nonanoic acid                       158 C9H18O2        000112-05-0 47
 5 Octanoic acid, silver(1+) salt      250 C8H15AgO2      024927-67-1 47

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1646 (11.469 min): BF097438.D (-1643) (-)
43.0

73.0

129.1

213.2171.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #125286: Decanoic acid, silver(1+) salt
73.0

43.0 155.0

115.0
387.0217.0 279.0 330.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #61120: Dodecanoic acid
60.0

129.0

29.0
97.0 171.0200.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #39473: n-Decanoic acid
60.0

129.0

29.0
97.0 172.0

11.20 11.40 11.60 11.80

m/z  43.05  100.00%

11.20 11.40 11.60 11.80

m/z  57.10   74.84%

11.20 11.40 11.60 11.80

m/z  73.00   73.65%

11.20 11.40 11.60 11.80

m/z  60.00   73.18%

11.20 11.40 11.60 11.80

m/z  41.00   66.38%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080717\
  Data File : BF097438.D                                          
  Acq On    :  7 Aug 2017  19:27
  Operator  : SJ/JU
  Sample    : I4623-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1-Hexacosanol                   Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.43    3.89 ng         107922   Chrysene-d12               13.53

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexacosanol                       382 C26H54O        000506-52-5 87
 2 1-Hexadecanol                       242 C16H34O        036653-82-4 76
 3 n-Tetracosanol-1                    354 C24H50O        000506-51-4 70
 4 n-Heptadecanol-1                    256 C17H36O        001454-85-9 58
 5 Octadecane, 1-(ethenyloxy)-         296 C20H40O        000930-02-9 53

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1979 (13.427 min): BF097438.D (-1973) (-)
57.0

97.1

125.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #203698: 1-Hexacosanol
43.0

83.0

111.0
364.0139.0168.0196.0 336.0224.0252.015.0 280.0308.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #95980: 1-Hexadecanol
55.0

83.0

111.0

27.0 139.0 196.0168.0 224.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #186969: n-Tetracosanol-1
43.0

83.0

111.0
336.0140.015.0 168.0196.0 308.0238.0266.0

13.20 13.40 13.60 13.80

m/z  57.05  100.00%

13.20 13.40 13.60 13.80

m/z  43.05   95.45%

13.20 13.40 13.60 13.80

m/z  55.00   94.25%

13.20 13.40 13.60 13.80

m/z  83.10   75.00%

13.20 13.40 13.60 13.80

m/z  69.10   70.67%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080717\
  Data File : BF097438.D                                          
  Acq On    :  7 Aug 2017  19:27
  Operator  : SJ/JU
  Sample    : I4623-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  9-Octadecenamide, (Z)-          Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.29   37.65 ng         948778   Perylene-d12               14.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 91
 2 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3     061338-98-5 64
 3 Heptanamide, 4-ethyl-5-methyl-      171 C10H21NO       054789-40-1 59
 4 Dodecanamide                        199 C12H25NO       001120-16-7 53
 5 Octanamide                          143 C8H17NO        000629-01-6 50

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 2126 (14.292 min): BF097438.D (-2122) (-)
59.0

97.1 126.1 154.1 184.2 294.3 337.3240.3210.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #128443: 9-Octadecenamide, (Z)-
59.0

281.029.0 86.0 114.0140.0 184.0 253.0220.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59.0

141.091.0 196.0170.0 229.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #38995: Heptanamide, 4-ethyl-5-methyl-
59.0

114.0

29.0
142.086.0 171.0

14.00 14.20 14.40 14.60

m/z  59.00  100.00%

14.00 14.20 14.40 14.60

m/z  72.00   52.49%

14.00 14.20 14.40 14.60

m/z  55.00   48.95%

14.00 14.20 14.40 14.60

m/z  43.05   33.03%

14.00 14.20 14.40 14.60

m/z  41.05   31.58%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080717\
  Data File : BF097438.D                                          
  Acq On    :  7 Aug 2017  19:27
  Operator  : SJ/JU
  Sample    : I4623-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown16.63                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.63   20.66 ng         520547   Perylene-d12               14.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane-1,3-diol dipropionate, 2... 230 C12H22O4       343318-72-9 7 
 2 Propionamide, 2,2-dimethyl-N-(5,... 441 C25H31NO6      086436-38-6 4 
 3 2-t-Butyl-5-chloromethyl-3-methy... 304 C14H25ClN2O3   1000192-88-5 4 
 4 1H-Pyrrole-1-carboxylic acid, 2-... 245 C9H12BrNO2     117657-37-1 4 
 5 Cyclohexylidenemalononitrile, 4'... 202 C13H18N2       035704-28-0 4 

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2523 (16.627 min): BF097438.D (-2516) (-)
57.1

441.3
147.1

91.0 191.1 308.2237.1 385.2

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #85778: Pentane-1,3-diol dipropionate, 2-methyl-
57.0

131.099.0 201.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #225087: Propionamide, 2,2-dimethyl-N-(5,6,7,9-tetrahydro-...
57.0

312.0

441.0
254.0 356.0131.0 219.0165.091.0 395.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #147579: 2-t-Butyl-5-chloromethyl-3-methyl-4-oxoimidazolid...
57.0

191.0147.0
111.0 247.0 305.0

16.40 16.60 16.80 17.00

m/z  57.10  100.00%

16.40 16.60 16.80 17.00

m/z 441.30   36.65%

16.40 16.60 16.80 17.00

m/z 147.10   23.22%

16.40 16.60 16.80 17.00

m/z  41.05   12.94%

16.40 16.60 16.80 17.00

m/z 442.30   12.13%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080717\
  Data File : BF097438.D                                          
  Acq On    :  7 Aug 2017  19:27
  Operator  : SJ/JU
  Sample    : I4623-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.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...   4.53     8.4 ng     227296  1   6.41  540226  20.0
unknown6.19            6.19    67.0 ng    1808870  1   6.41  540226  20.0
Tetratetracontane     10.36     2.5 ng      77052  4  10.91  612126  20.0
Decanoic acid, si...  11.47     2.2 ng      66009  4  10.91  612126  20.0
1-Hexacosanol         13.43     3.9 ng     107922  5  13.53  554842  20.0
9-Octadecenamide,...  14.29    37.6 ng     948778  6  14.87  504032  20.0
unknown16.63          16.63    20.7 ng     520547  6  14.87  504032  20.0

8270-BF072517.M Wed Aug 09 11:12:08 2017                                              Page: 10

Instrument :
BNA_F
ClientSampleId :
TEC-BN


