
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060817\
  Data File : BF095806.D                                          
  Acq On    :  9 Jun 2017   3:27
  Operator  : SJ/MA
  Sample    : I3470-04 5X
  Misc      :  
  ALS Vial  : 22   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-BF060517.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   5.281   625  628  641 rBV2   65185    174571  32.77%   2.782%
  2   6.945   908  911  923 rBV    72684    183808  34.50%   2.929%
  3   7.034   923  926  942 rVB   152439    305649  57.37%   4.871%
  4   7.369   979  983  998 rBV   275010    373259  70.06%   5.948%
  5   7.604  1019 1023 1041 rBV   138990    200321  37.60%   3.192%
 
  6   8.292  1136 1140 1153 rBV    52663    114046  21.41%   1.817%
  7   9.398  1324 1328 1343 rBV   397785    501304  94.09%   7.989%
  8  11.174  1626 1630 1639 rBV   198976    255107  47.88%   4.065%
  9  11.880  1746 1750 1759 rBV    14503     21702   4.07%   0.346%
 10  11.998  1766 1770 1779 rBV    19985     25416   4.77%   0.405%
 
 11  12.221  1803 1808 1815 rBV2  387823    493407  92.61%   7.863%
 12  13.521  2025 2029 2039 rBV    74101    102503  19.24%   1.633%
 13  14.615  2210 2215 2218 rBV   309684    403489  75.73%   6.430%
 14  14.651  2218 2221 2231 rVB    97941    132148  24.80%   2.106%
 15  14.745  2231 2237 2247 rVB    19058     27043   5.08%   0.431%
 
 16  15.057  2287 2290 2298 rBB     6264      9478   1.78%   0.151%
 17  15.421  2348 2352 2356 rBV    22516     25570   4.80%   0.407%
 18  15.462  2356 2359 2364 rVB    27081     29509   5.54%   0.470%
 19  15.539  2369 2372 2374 rBV     8712      8265   1.55%   0.132%
 20  15.574  2374 2378 2382 rVV2   29238     44203   8.30%   0.704%
 
 21  15.615  2382 2385 2395 rVB3   17025     28434   5.34%   0.453%
 22  15.874  2424 2429 2434 rBV    10706     14606   2.74%   0.233%
 23  15.933  2437 2439 2443 rBV    12356     14360   2.70%   0.229%
 24  16.233  2486 2490 2493 rBV    19264     23375   4.39%   0.372%
 25  16.268  2493 2496 2500 rVV3    9735     14442   2.71%   0.230%
 
 26  16.351  2506 2510 2517 rVB2   21060     26439   4.96%   0.421%
 27  16.427  2519 2523 2529 rBV   188057    222159  41.70%   3.540%
 28  16.568  2544 2547 2554 rVB    11116     13697   2.57%   0.218%
 29  16.733  2571 2575 2581 rVB   228980    255851  48.02%   4.077%
 30  16.933  2604 2609 2612 rBV3   11277     13446   2.52%   0.214%
 
 31  16.986  2614 2618 2624 rVB   187598    198777  37.31%   3.168%
 32  17.062  2624 2631 2635 rBV4   15995     28656   5.38%   0.457%
 33  17.174  2643 2650 2652 rBV4   15833     24683   4.63%   0.393%
 34  17.203  2652 2655 2662 rVB2   20369     29079   5.46%   0.463%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060817\
  Data File : BF095806.D                                          
  Acq On    :  9 Jun 2017   3:27
  Operator  : SJ/MA
  Sample    : I3470-04 5X
  Misc      :  
  ALS Vial  : 22   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-BF060517.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  17.292  2668 2670 2673 rVB2   12389     12129   2.28%   0.193%
 
 36  17.339  2674 2678 2683 rBV2   25974     38574   7.24%   0.615%
 37  17.450  2692 2697 2701 rBV2   19700     23303   4.37%   0.371%
 38  17.492  2701 2704 2710 rVB    15558     16841   3.16%   0.268%
 39  17.845  2758 2764 2766 rBV4    7317     11110   2.09%   0.177%
 40  17.892  2769 2772 2778 rVB    22018     26234   4.92%   0.418%
 
 41  18.009  2789 2792 2794 rBV2   14511     13933   2.62%   0.222%
 42  18.039  2794 2797 2800 rVV2   25239     28497   5.35%   0.454%
 43  18.068  2800 2802 2806 rVV    13263     14630   2.75%   0.233%
 44  18.109  2806 2809 2813 rVB3   12972     15566   2.92%   0.248%
 45  18.168  2813 2819 2826 rBV2   22354     31751   5.96%   0.506%
 
 46  18.256  2831 2834 2839 rVB4    9639     13691   2.57%   0.218%
 47  18.327  2840 2846 2850 rBV2  392812    532770 100.00%   8.490%
 48  18.362  2850 2852 2858 rVB2   92819    113620  21.33%   1.811%
 49  18.456  2865 2868 2873 rVB4   12998     15905   2.99%   0.253%
 50  18.550  2879 2884 2891 rBV6   11277     24723   4.64%   0.394%
 
 51  18.615  2891 2895 2900 rVV5   10321     15532   2.92%   0.248%
 52  18.662  2900 2903 2909 rVB4   18587     23060   4.33%   0.367%
 53  18.839  2928 2933 2937 rBV2   28563     31532   5.92%   0.502%
 54  18.880  2937 2940 2943 rVB2   16576     15788   2.96%   0.252%
 55  18.921  2945 2947 2949 rBV2    9230      8457   1.59%   0.135%
 
 56  18.945  2949 2951 2956 rVB5    9882     13130   2.46%   0.209%
 57  18.986  2956 2958 2961 rBV3    9603     12917   2.42%   0.206%
 58  19.050  2966 2969 2973 rVV4   12311     17498   3.28%   0.279%
 59  19.092  2974 2976 2981 rVB6    8215      9155   1.72%   0.146%
 60  19.274  3005 3007 3012 rVB6    7740      8541   1.60%   0.136%
 
 61  19.444  3033 3036 3039 rVB3   13592     17830   3.35%   0.284%
 62  19.597  3058 3062 3065 rBV   105136    145613  27.33%   2.320%
 63  19.709  3078 3081 3085 rBV2   24263     26744   5.02%   0.426%
 64  19.768  3089 3091 3093 rVB3   11958      9318   1.75%   0.148%
 65  19.886  3107 3111 3115 rVB    66929     74610  14.00%   1.189%
 
 66  19.921  3115 3117 3118 rBV2   10572      9408   1.77%   0.150%
 67  19.944  3118 3121 3125 rVB    83178     83860  15.74%   1.336%
 68  19.997  3126 3130 3134 rBV   285472    327111  61.40%   5.213%
 69  21.009  3300 3302 3307 rBV6    8475     15247   2.86%   0.243%
 70  21.174  3327 3330 3337 rVB2   44683     67596  12.69%   1.077%
 
 71  21.509  3383 3387 3397 rVB2   38482     70284  13.19%   1.120%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060817\
  Data File : BF095806.D                                          
  Acq On    :  9 Jun 2017   3:27
  Operator  : SJ/MA
  Sample    : I3470-04 5X
  Misc      :  
  ALS Vial  : 22   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-BF060517.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:     6275310
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060817\
  Data File : BF095806.D                                          
  Acq On    :  9 Jun 2017   3:27
  Operator  : SJ/MA
  Sample    : I3470-04 5X
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.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\BF060817\
  Data File : BF095806.D                                          
  Acq On    :  9 Jun 2017   3:27
  Operator  : SJ/MA
  Sample    : I3470-04 5X
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown7.03                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.03   16.38 ng         305649   1,4-Dichlorobenzene-d4      7.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 3 Imidazole, 4,5-dicyano-1-methyl-    132 C6H4N4         019485-35-9 9 
 4 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 
 5 1-Aminoindan                        133 C9H11N         034698-41-4 9 

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

5000

m/z-->

Abundance Scan 925 (7.028 min): BF095806.D (-923) (-)
132.0

68.1

96.0
40.0 52.0 106.077.9

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

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
107.0

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

5000

m/z-->

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

69.0
104.0

51.031.0
79.0
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5000

m/z-->

Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132.0

67.0
80.0 91.0

54.0 106.0 117.042.0

6.60 6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.60 6.80 7.00 7.20 7.40

m/z  68.10   39.78%

6.60 6.80 7.00 7.20 7.40

m/z 134.00   32.12%

6.60 6.80 7.00 7.20 7.40

m/z  65.95   22.62%

6.60 6.80 7.00 7.20 7.40

m/z  69.00   15.29%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060817\
  Data File : BF095806.D                                          
  Acq On    :  9 Jun 2017   3:27
  Operator  : SJ/MA
  Sample    : I3470-04 5X
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown15.57                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.57    2.19 ng          44203   Phenanthrene-d10           14.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 6H-Cyclobuta[jk]phenanthrene        190 C15H10         083469-43-6 43
 2 4H-Cyclopenta[def]phenanthrene      190 C15H10         000203-64-5 43
 3 5-Bromo-2-thiophenecarboxaldehyde   190 C5H3BrOS       004701-17-1 40
 4 Benzene, 1,1'-(2-cyclopropen-1-y... 192 C15H12         022825-21-4 38
 5 Isoquinoline, 1-chloro-3-ethyl-     191 C11H10ClN      055150-52-2 38
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5000

m/z-->

Abundance Scan 2377 (15.568 min): BF095806.D (-2374) (-)
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94.4

165.163.0
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5000

m/z-->

Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0

94.0

163.0
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5000

m/z-->

Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0

94.0

163.063.039.0 110.0 137.078.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #53263: 5-Bromo-2-thiophenecarboxaldehyde
191.0

82.0
39.0 57.0 163.0117.0 138.025.0

15.20 15.40 15.60 15.80

m/z 189.05  100.00%

15.20 15.40 15.60 15.80

m/z 190.05   95.95%

15.20 15.40 15.60 15.80

m/z 191.10   36.62%

15.20 15.40 15.60 15.80

m/z 192.05   34.03%

15.20 15.40 15.60 15.80

m/z  94.40   27.59%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060817\
  Data File : BF095806.D                                          
  Acq On    :  9 Jun 2017   3:27
  Operator  : SJ/MA
  Sample    : I3470-04 5X
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.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|
----------------------------------------------------------------------------
unknown7.03            7.03    16.4 ng     305649  1   7.37  373259  20.0
unknown15.57          15.57     2.2 ng      44203  4  14.62  403489  20.0
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