
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
  Data File : BF096851.D                                          
  Acq On    : 18 Jul 2017  16:46
  Operator  : SJ/JU
  Sample    : I4248-05
  Misc      :  
  ALS Vial  : 17   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-BF071317.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   4.787   472  476  492 rVB   243651    399841  11.58%   1.292%
  2   5.216   543  549  552 rBV  3066881   3313131  95.95%  10.705%
  3   6.257   720  726  730 rBV  2822239   3453002 100.00%  11.157%
  4   6.375   740  746  749 rBV  3104480   3258539  94.37%  10.529%
  5   6.598   780  784  787 rBV   836845    708060  20.51%   2.288%
 
  6   6.757   806  811  814 rBV  2583950   2399618  69.49%   7.754%
  7   7.163   874  880  883 rBV  1915223   2198159  63.66%   7.103%
  8   7.881   997 1002 1004 rBV  1084366    987860  28.61%   3.192%
  9   7.898  1004 1005 1009 rVB    64595     39950   1.16%   0.129%
 10   8.957  1180 1185 1189 rBV  2921762   3152979  91.31%  10.188%
 
 11   9.051  1198 1201 1205 rVB2   50805     43979   1.27%   0.142%
 12   9.351  1248 1252 1255 rBV   444916    346363  10.03%   1.119%
 13   9.580  1287 1291 1294 rVB    52632     42494   1.23%   0.137%
 14   9.628  1294 1299 1302 rBV  1138153   1019772  29.53%   3.295%
 15   9.828  1331 1333 1338 rVB2   40849     39398   1.14%   0.127%
 
 16  10.075  1372 1375 1378 rVB    83482     69977   2.03%   0.226%
 17  10.298  1408 1413 1415 rBV2   32333     41343   1.20%   0.134%
 18  10.416  1428 1433 1436 rBV  1841789   1807478  52.35%   5.840%
 19  10.545  1451 1455 1465 rBV   104321    132896   3.85%   0.429%
 20  10.910  1514 1517 1522 rVB    51223     46040   1.33%   0.149%
 
 21  10.992  1528 1531 1534 rBV2   82616     66463   1.92%   0.215%
 22  11.104  1545 1550 1552 rBV   919605    901619  26.11%   2.913%
 23  11.122  1552 1553 1557 rVV   297651    227361   6.58%   0.735%
 24  11.174  1557 1562 1566 rVB    81321     72329   2.09%   0.234%
 25  11.627  1637 1639 1641 rBV    66448     49932   1.45%   0.161%
 
 26  11.710  1650 1653 1655 rBV    64210     58538   1.70%   0.189%
 27  11.821  1669 1672 1677 rVB2   43335     46756   1.35%   0.151%
 28  11.898  1680 1685 1687 rBV    52340     59475   1.72%   0.192%
 29  12.151  1725 1728 1731 rBV3   34102     38360   1.11%   0.124%
 30  12.210  1735 1738 1740 rVV2   48360     43334   1.25%   0.140%
 
 31  12.233  1740 1742 1746 rVB2   39526     36737   1.06%   0.119%
 32  12.304  1751 1754 1759 rBV   500163    455719  13.20%   1.472%
 33  12.533  1788 1793 1795 rBV   429293    443297  12.84%   1.432%
 34  12.580  1799 1801 1807 rVB3   43323     48619   1.41%   0.157%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
  Data File : BF096851.D                                          
  Acq On    : 18 Jul 2017  16:46
  Operator  : SJ/JU
  Sample    : I4248-05
  Misc      :  
  ALS Vial  : 17   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-BF071317.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  12.686  1815 1819 1822 rBV  2053989   1958208  56.71%   6.327%
 
 36  12.863  1847 1849 1853 rVB    48363     43718   1.27%   0.141%
 37  12.927  1858 1860 1863 rVB3   35547     37295   1.08%   0.121%
 38  12.963  1863 1866 1871 rBV4   50665     71831   2.08%   0.232%
 39  13.368  1932 1935 1939 rBV    50515     50541   1.46%   0.163%
 40  13.474  1950 1953 1956 rBV    50800     47994   1.39%   0.155%
 
 41  13.592  1967 1973 1978 rBV2  104353    162142   4.70%   0.524%
 42  13.727  1991 1996 1998 rBV2  709382    797134  23.09%   2.576%
 43  13.751  1998 2000 2003 rVB   193227    141416   4.10%   0.457%
 44  14.721  2161 2165 2173 rVB   217153    361473  10.47%   1.168%
 45  14.815  2179 2181 2184 rVB    55021     47711   1.38%   0.154%
 
 46  14.986  2207 2210 2215 rVB   122822    140786   4.08%   0.455%
 47  15.039  2216 2219 2224 rVB   158165    173284   5.02%   0.560%
 48  15.098  2225 2229 2232 rBV   482539    561782  16.27%   1.815%
 49  16.374  2442 2446 2454 rVB2   99630    180064   5.21%   0.582%
 50  16.756  2506 2511 2517 rBV    69303    124039   3.59%   0.401%
 
 
 
                        Sum of corrected areas:    30948836
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
  Data File : BF096851.D                                          
  Acq On    : 18 Jul 2017  16:46
  Operator  : SJ/JU
  Sample    : I4248-05
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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\BF071817\
  Data File : BF096851.D                                          
  Acq On    : 18 Jul 2017  16:46
  Operator  : SJ/JU
  Sample    : I4248-05
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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.
---------------------------------------------------------------------
  4.79   11.29 ng         399841   1,4-Dichlorobenzene-d4      6.60

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 9 

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

5000

m/z-->

Abundance Scan 477 (4.793 min): BF096851.D (-472) (-)
43.0

59.0

101.1
83.1

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 #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

73.0 86.0

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

4.40 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   55.02%

4.40 4.60 4.80 5.00 5.20

m/z 101.10   15.76%

4.40 4.60 4.80 5.00 5.20

m/z  58.00   13.68%

4.40 4.60 4.80 5.00 5.20

m/z  41.05    8.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
  Data File : BF096851.D                                          
  Acq On    : 18 Jul 2017  16:46
  Operator  : SJ/JU
  Sample    : I4248-05
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.37                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.37   92.04 ng        3258540   1,4-Dichlorobenzene-d4      6.60

 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 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 

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

5000

m/z-->

Abundance Scan 745 (6.369 min): BF096851.D (-740) (-)
132.0

68.1

96.040.1 54.0
85.0 107.0

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

6.00 6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.00 6.20 6.40 6.60 6.80

m/z  68.10   40.96%

6.00 6.20 6.40 6.60 6.80

m/z 134.00   32.30%

6.00 6.20 6.40 6.60 6.80

m/z  66.00   26.41%

6.00 6.20 6.40 6.60 6.80

m/z  69.10   16.52%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
  Data File : BF096851.D                                          
  Acq On    : 18 Jul 2017  16:46
  Operator  : SJ/JU
  Sample    : I4248-05
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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.
---------------------------------------------------------------------
 10.55    2.95 ng         132896   Phenanthrene-d10           11.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane                           184 C13H28         000629-50-5 95
 2 Pentadecane                         212 C15H32         000629-62-9 87
 3 Hexadecane                          226 C16H34         000544-76-3 86
 4 Octacosane                          394 C28H58         000630-02-4 86
 5 Heptacosane, 1-chloro-              414 C27H55Cl       062016-79-9 86

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance Scan 1456 (10.551 min): BF096851.D (-1451) (-)
57.1

85.1

113.039.0 154.1 183.0

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #48833: Tridecane
57.0

85.029.0

184.0113.0 141.0

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #71394: Pentadecane
57.0

85.0

29.0
113.0 141.0 212.0168.0

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #83023: Hexadecane
57.0

85.0

29.0
113.0 141.0 226.0169.0 197.0

10.20 10.40 10.60 10.80

m/z  57.10  100.00%

10.20 10.40 10.60 10.80

m/z  43.00   64.10%

10.20 10.40 10.60 10.80

m/z  71.10   51.99%

10.20 10.40 10.60 10.80

m/z  85.10   30.97%

10.20 10.40 10.60 10.80

m/z  41.10   28.08%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
  Data File : BF096851.D                                          
  Acq On    : 18 Jul 2017  16:46
  Operator  : SJ/JU
  Sample    : I4248-05
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octacosyl trifluoroacetate      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.59    4.07 ng         162142   Chrysene-d12               13.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosyl trifluoroacetate          506 C30H57F3O2     1000351-74-9 91
 2 Heneicosyl heptafluorobutyrate      508 C25H43F7O2     1000351-83-8 91
 3 Tricosyl trifluoroacetate           436 C25H47F3O2     1000351-75-1 91
 4 Docosyl pentafluoropropionate       472 C25H45F5O2     1000351-80-9 91
 5 Octacosyl heptafluorobutyrate       606 C32H57F7O2     1000351-83-6 91

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 1973 (13.592 min): BF096851.D (-1967) (-)
57.1

97.1

141.2 181.2219.2 258.0 302.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #235928: Octacosyl trifluoroacetate
57.0

97.0

139.0 437.0 488.0181.0 392.0222.0 264.0 306.0 348.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #236054: Heneicosyl heptafluorobutyrate
57.0

97.0

139.0 294.0182.0 339.0 490.0222.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #223732: Tricosyl trifluoroacetate
57.0

97.0

139.0 367.0 418.0322.0181.0 222.0 264.0

13.20 13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.20 13.40 13.60 13.80 14.00

m/z  43.10   84.13%

13.20 13.40 13.60 13.80 14.00

m/z  55.05   77.86%

13.20 13.40 13.60 13.80 14.00

m/z  83.10   60.63%

13.20 13.40 13.60 13.80 14.00

m/z  71.10   52.53%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
  Data File : BF096851.D                                          
  Acq On    : 18 Jul 2017  16:46
  Operator  : SJ/JU
  Sample    : I4248-05
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Perylene                        Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.99    5.01 ng         140786   Perylene-d12               15.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Perylene                            252 C20H12         000198-55-0 98
 2 Benzo[e]pyrene                      252 C20H12         000192-97-2 94
 3 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 94
 4 Benzo[k]fluoranthene                252 C20H12         000207-08-9 91
 5 Benzo[a]pyrene                      252 C20H12         000050-32-8 81

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2211 (14.992 min): BF096851.D (-2207) (-)
252.1

126.0
224.143.1 99.1 192.1 315.1155.1 365.371.0 283.1
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0

5000

m/z-->

Abundance #104214: Perylene
252.0

125.0

224.083.017.0 174.050.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #104217: Benzo[e]pyrene
252.0

125.0
224.083.0 174.050.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #104229: Benz[e]acephenanthrylene
252.0

126.0

224.099.0 174.063.0

14.60 14.80 15.00 15.20 15.40

m/z 252.10  100.00%

14.60 14.80 15.00 15.20 15.40

m/z 250.10   35.27%

14.60 14.80 15.00 15.20 15.40

m/z 253.10   26.67%

14.60 14.80 15.00 15.20 15.40

m/z 126.00   13.56%

14.60 14.80 15.00 15.20 15.40

m/z 125.10   12.32%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
  Data File : BF096851.D                                          
  Acq On    : 18 Jul 2017  16:46
  Operator  : SJ/JU
  Sample    : I4248-05
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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...   4.79    11.3 ng     399841  1   6.60  708060  20.0
unknown6.37            6.37    92.0 ng    3258540  1   6.60  708060  20.0
Tridecane             10.55     3.0 ng     132896  4  11.10  901619  20.0
Octacosyl trifluo...  13.59     4.1 ng     162142  5  13.73  797134  20.0
Perylene              14.99     5.0 ng     140786  6  15.10  561782  20.0

8270-BF071317.M Wed Jul 19 14:53:22 2017                                              Page: 9

Instrument :
BNA_F
ClientSampleId :
TP-1-COMP-(0-8)


