
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097650.D                                          
  Acq On    : 12 Aug 2017  23:40
  Operator  : SJ/JU
  Sample    : I4649-02
  Misc      :  
  ALS Vial  : 19   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-BF081117.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   4.769   520  524  542 rBV    91070    251192   9.09%   1.096%
  2   5.451   636  640  675 rBV  1403667   2763888 100.00%  12.060%
  3   7.098   915  920  929 rBV  1525214   2415953  87.41%  10.541%
  4   7.175   929  933  954 rVB  1625800   2730970  98.81%  11.916%
  5   7.398   968  971  978 rVB3   19337     32469   1.17%   0.142%
 
  6   7.504   985  989 1003 rBV   580318    764666  27.67%   3.336%
  7   7.739  1024 1029 1048 rVB  1205604   1660093  60.06%   7.243%
  8   8.416  1140 1144 1163 rBV   992873   1503355  54.39%   6.560%
  9   9.533  1329 1334 1346 rBV   727704   1045635  37.83%   4.562%
 10   9.639  1349 1352 1364 rVB5   16328     33402   1.21%   0.146%
 
 11  11.310  1630 1636 1647 rBV  1466511   1925841  69.68%   8.403%
 12  12.004  1749 1754 1764 rBV   292716    382751  13.85%   1.670%
 13  12.357  1809 1814 1831 rVB2  744691   1000860  36.21%   4.367%
 14  13.204  1952 1958 1964 rBV2   33327     45642   1.65%   0.199%
 15  13.562  2010 2019 2022 rBV4   16515     36557   1.32%   0.160%
 
 16  13.657  2030 2035 2047 rBV   722790   1061978  38.42%   4.634%
 17  13.974  2085 2089 2092 rBV    52903     70705   2.56%   0.309%
 18  14.704  2209 2213 2217 rBV    34216     47771   1.73%   0.208%
 19  14.756  2217 2222 2226 rVV   622477    824614  29.84%   3.598%
 20  14.792  2226 2228 2236 rVB    75323    111546   4.04%   0.487%
 
 21  14.892  2241 2245 2248 rVV    23333     29247   1.06%   0.128%
 22  15.598  2362 2365 2369 rBV3   23628     31363   1.13%   0.137%
 23  15.703  2380 2383 2387 rBV3   36935     50438   1.82%   0.220%
 24  16.533  2521 2524 2525 rBV    41670     42855   1.55%   0.187%
 25  16.562  2525 2529 2533 rVB   205420    248667   9.00%   1.085%
 
 26  16.862  2576 2580 2586 rBV   257111    307025  11.11%   1.340%
 27  17.033  2606 2609 2612 rBV2   41314     46882   1.70%   0.205%
 28  17.109  2617 2622 2629 rVV   941478   1091569  39.49%   4.763%
 29  17.503  2687 2689 2694 rVB    50028     52536   1.90%   0.229%
 30  18.362  2832 2835 2838 rVB2   50600     68933   2.49%   0.301%
 
 31  18.456  2846 2851 2854 rBV2  484898    662100  23.96%   2.889%
 32  18.486  2854 2856 2865 rVB2  105989    180580   6.53%   0.788%
 33  18.727  2895 2897 2899 rBV3   45701     35872   1.30%   0.157%
 34  18.750  2899 2901 2902 rBV    57282     39204   1.42%   0.171%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097650.D                                          
  Acq On    : 12 Aug 2017  23:40
  Operator  : SJ/JU
  Sample    : I4649-02
  Misc      :  
  ALS Vial  : 19   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-BF081117.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  19.721  3063 3066 3075 rBV   146759    352376  12.75%   1.538%
 
 36  20.015  3113 3116 3120 rBV    72696     92502   3.35%   0.404%
 37  20.074  3124 3126 3130 rVV    79939     94363   3.41%   0.412%
 38  20.127  3131 3135 3143 rVB   411899    535019  19.36%   2.334%
 39  20.950  3273 3275 3276 rBV2   50676     40044   1.45%   0.175%
 40  22.591  3553 3554 3556 rBV2   35912     32630   1.18%   0.142%
 
 41  22.691  3567 3571 3572 rBV4   43272     60262   2.18%   0.263%
 42  22.844  3595 3597 3598 rBV2   42895     43250   1.56%   0.189%
 43  23.644  3732 3733 3735 rBV2   40620     40173   1.45%   0.175%
 44  23.821  3761 3763 3764 rBV2   30628     30908   1.12%   0.135%
 
 
                        Sum of corrected areas:    22918686
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097650.D                                          
  Acq On    : 12 Aug 2017  23:40
  Operator  : SJ/JU
  Sample    : I4649-02
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.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\BF081217\
  Data File : BF097650.D                                          
  Acq On    : 12 Aug 2017  23:40
  Operator  : SJ/JU
  Sample    : I4649-02
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.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.
---------------------------------------------------------------------
  4.77    6.57 ng         251192   1,4-Dichlorobenzene-d4      7.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 39
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 25
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 2-Propyn-1-ol, acetate               98 C5H6O2         000627-09-8 9 
 5 4-Penten-2-one, 4-methyl-            98 C6H10O         003744-02-3 9 

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 524 (4.769 min): BF097650.D (-520) (-)
43.0

59.0

101.1
83.051.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #8186: 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
0

5000

m/z-->

Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

29.0
101.0

78.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #4034: 2,3-Butanedione, monooxime
43.0

15.0 101.030.0 58.0 86.069.0

4.40 4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.40 4.60 4.80 5.00 5.20

m/z  59.00   47.80%

4.40 4.60 4.80 5.00 5.20

m/z 101.10   13.91%

4.40 4.60 4.80 5.00 5.20

m/z  58.00   13.78%

4.40 4.60 4.80 5.00 5.20

m/z  41.00    9.45%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097650.D                                          
  Acq On    : 12 Aug 2017  23:40
  Operator  : SJ/JU
  Sample    : I4649-02
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.17                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.17   71.43 ng        2730970   1,4-Dichlorobenzene-d4      7.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

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

5000

m/z-->

Abundance Scan 932 (7.169 min): BF097650.D (-929) (-)
132.0

68.0

96.140.0 54.0
85.0 106.9

10 20 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

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

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.80 7.00 7.20 7.40 7.60

m/z 132.00  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  68.05   42.72%

6.80 7.00 7.20 7.40 7.60

m/z 134.00   30.87%

6.80 7.00 7.20 7.40 7.60

m/z  66.00   27.41%

6.80 7.00 7.20 7.40 7.60

m/z  69.10   16.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097650.D                                          
  Acq On    : 12 Aug 2017  23:40
  Operator  : SJ/JU
  Sample    : I4649-02
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Oxalic acid, allyl octadecy...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.36    2.08 ng          68933   Chrysene-d12               18.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Oxalic acid, allyl octadecyl ester  382 C23H42O4       1000309-24-5 64
 2 Oxalic acid, allyl tetradecyl ester 326 C19H34O4       1000309-24-2 64
 3 Oxalic acid, allyl hexadecyl ester  354 C21H38O4       1000309-24-4 64
 4 Sulfurous acid, octadecyl 2-prop... 376 C21H44O3S      1000309-12-7 52
 5 Ethanol, 2-(hexadecyloxy)-          286 C18H38O2       002136-71-2 50

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

5000

m/z-->

Abundance Scan 2835 (18.362 min): BF097650.D (-2832) (-)
57.0

83.1

111.1
234.1

174.0 266.1198.0149.1

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

5000

m/z-->

Abundance #203464: Oxalic acid, allyl octadecyl ester
41.0

71.0
97.0

125.0 297.0153.0

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

5000

m/z-->

Abundance #165885: Oxalic acid, allyl tetradecyl ester
41.0

71.0

97.0

125.0 241.0

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

5000

m/z-->

Abundance #186646: Oxalic acid, allyl hexadecyl ester
41.0

71.0
97.0

125.0 269.0

18.00 18.20 18.40 18.60

m/z  57.00  100.00%

18.00 18.20 18.40 18.60

m/z  43.00   80.97%

18.00 18.20 18.40 18.60

m/z  55.00   56.52%

18.00 18.20 18.40 18.60

m/z  41.10   50.67%

18.00 18.20 18.40 18.60

m/z  71.10   44.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097650.D                                          
  Acq On    : 12 Aug 2017  23:40
  Operator  : SJ/JU
  Sample    : I4649-02
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Benzo[e]pyrene                  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.01    3.46 ng          92502   Perylene-d12               20.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[e]pyrene                      252 C20H12         000192-97-2 93
 2 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 90
 3 Perylene                            252 C20H12         000198-55-0 89
 4 Benzo[a]pyrene                      252 C20H12         000050-32-8 83
 5 Benzo[k]fluoranthene                252 C20H12         000207-08-9 81

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3115 (20.009 min): BF097650.D (-3113) (-)
252.1

125.1
43.1 83.1 209.1152.1 310.1 364.3283.1181.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #104217: Benzo[e]pyrene
252.0

125.0
224.098.0 198.063.0 158.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #104229: Benz[e]acephenanthrylene
252.0

126.0

224.0100.0 198.063.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #104215: Perylene
252.0

126.0

224.099.063.0 198.0158.027.0

19.60 19.80 20.00 20.20 20.40

m/z 252.05  100.00%

19.60 19.80 20.00 20.20 20.40

m/z 250.10   29.82%

19.60 19.80 20.00 20.20 20.40

m/z 125.05   23.26%

19.60 19.80 20.00 20.20 20.40

m/z 253.10   21.12%

19.60 19.80 20.00 20.20 20.40

m/z 126.00   17.45%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097650.D                                          
  Acq On    : 12 Aug 2017  23:40
  Operator  : SJ/JU
  Sample    : I4649-02
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown22.69                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.69    2.25 ng          60262   Perylene-d12               20.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Amino-3-cyano-4-phenyl-5-carbo... 284 C16H16N2O3     1000301-54-4 22
 2 1,2,5-Oxadiazol-3-amine, 4-(4-me... 207 C9H9N3O3       1000351-72-7 14
 3 1,2-Benzisothiazol-3-amine tms      222 C10H14N2SSi    1000332-66-2 14
 4 1H-Indole, 3-ethyl-2-(2-pyridyl)-   222 C15H14N2       093732-43-5 14
 5 Pyrido[2,3-d]pyrimidine, 4-phenyl-  207 C13H9N3        028732-75-4 14

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3571 (22.691 min): BF097650.D (-3567) (-)
207.155.0

96.0

172.1 281.1124.0 246.1 356.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #130865: 2-Amino-3-cyano-4-phenyl-5-carboethoxy-6-methyl-4...
207.0

43.0

255.0179.0 284.0
77.0 105.0133.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #67153: 1,2,5-Oxadiazol-3-amine, 4-(4-methoxyphenoxy)-
207.0

124.0

77.0
41.0

177.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #78562: 1,2-Benzisothiazol-3-amine tms
207.0

103.073.045.0 165.0134.015.0

22.40 22.60 22.80 23.00

m/z 207.10  100.00%

22.40 22.60 22.80 23.00

m/z  55.00   86.46%

22.40 22.60 22.80 23.00

m/z  43.05   76.46%

22.40 22.60 22.80 23.00

m/z  73.00   66.92%

22.40 22.60 22.80 23.00

m/z  79.00   66.22%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
  Data File : BF097650.D                                          
  Acq On    : 12 Aug 2017  23:40
  Operator  : SJ/JU
  Sample    : I4649-02
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.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...   4.77     6.6 ng     251192  1   7.50  764666  20.0
unknown7.17            7.17    71.4 ng    2730970  1   7.50  764666  20.0
Oxalic acid, ally...  18.36     2.1 ng      68933  5  18.46  662100  20.0
Benzo[e]pyrene        20.01     3.5 ng      92502  6  20.13  535019  20.0
unknown22.69          22.69     2.3 ng      60262  6  20.13  535019  20.0
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