
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
  Data File : BF103276.D                                          
  Acq On    : 27 Feb 2018  21:07
  Operator  : SJ/JU
  Sample    : J1698-09
  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-BF022218.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   2.134     4    8   17 rVB   238325    312911   8.59%   0.978%
  2   5.110   511  514  522 rBV    85839    110519   3.03%   0.345%
  3   5.498   576  580  604 rBV  3176317   3641849 100.00%  11.381%
  4   6.516   747  753  771 rBV  2974817   3610831  99.15%  11.284%
  5   6.651   771  776  779 rBV  3254199   3443475  94.55%  10.761%
 
  6   6.875   810  814  821 rBV  1233318    992354  27.25%   3.101%
  7   7.033   836  841  844 rBV  2830497   2641969  72.54%   8.256%
  8   7.186   864  867  875 rVB    50466     48747   1.34%   0.152%
  9   7.404   900  904  906 rBV    45966     38001   1.04%   0.119%
 10   7.439   906  910  913 rBV  2287410   2207665  60.62%   6.899%
 
 11   7.663   946  948  952 rVB    51609     47352   1.30%   0.148%
 12   7.892   983  987  989 rBV    45345     39260   1.08%   0.123%
 13   8.157  1028 1032 1039 rBV  1417203   1284625  35.27%   4.015%
 14   9.233  1210 1215 1218 rBV  3472524   3237600  88.90%  10.118%
 15   9.298  1224 1226 1230 rVB    64441     58983   1.62%   0.184%
 
 16   9.574  1265 1273 1276 rBV4   23635     38214   1.05%   0.119%
 17   9.622  1277 1281 1289 rVB   420191    394619  10.84%   1.233%
 18   9.774  1303 1307 1312 rBV    45345     55062   1.51%   0.172%
 19   9.833  1312 1317 1321 rVB    95809     93295   2.56%   0.292%
 20   9.916  1327 1331 1335 rBV  1316468   1143924  31.41%   3.575%
 
 21  10.151  1368 1371 1375 rBV3   39451     44043   1.21%   0.138%
 22  10.327  1398 1401 1405 rVB   104442     96859   2.66%   0.303%
 23  10.463  1421 1424 1431 rVB3   23898     38622   1.06%   0.121%
 24  10.551  1433 1439 1441 rBV    57517     65530   1.80%   0.205%
 25  10.710  1461 1466 1476 rBV  1415398   1504648  41.32%   4.702%
 
 26  10.804  1479 1482 1491 rVB   108509    165227   4.54%   0.516%
 27  11.016  1512 1518 1519 rBV5   23814     40446   1.11%   0.126%
 28  11.251  1555 1558 1561 rBV    62790     52926   1.45%   0.165%
 29  11.404  1581 1584 1587 rBV   974883    911294  25.02%   2.848%
 30  11.427  1587 1588 1595 rVB   148483    119679   3.29%   0.374%
 
 31  11.910  1667 1670 1673 rBV    67573     82015   2.25%   0.256%
 32  11.939  1673 1675 1678 rVB    75421     63241   1.74%   0.198%
 33  12.021  1686 1689 1691 rBV2  103473    113936   3.13%   0.356%
 34  12.045  1691 1693 1698 rVB    71156     60143   1.65%   0.188%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
  Data File : BF103276.D                                          
  Acq On    : 27 Feb 2018  21:07
  Operator  : SJ/JU
  Sample    : J1698-09
  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-BF022218.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  12.457  1760 1763 1765 rBV    90528     89522   2.46%   0.280%
 
 36  12.551  1775 1779 1783 rBV4   40849     72176   1.98%   0.226%
 37  12.621  1787 1791 1795 rBV   259678    246690   6.77%   0.771%
 38  12.851  1824 1830 1836 rBV   352461    407430  11.19%   1.273%
 39  12.904  1836 1839 1843 rVB3   48445     56029   1.54%   0.175%
 40  12.992  1850 1854 1857 rBV  2293077   2105697  57.82%   6.580%
 
 41  13.068  1864 1867 1874 rVB5   41850     74933   2.06%   0.234%
 42  13.157  1879 1882 1883 rBV3   47387     45395   1.25%   0.142%
 43  13.180  1884 1886 1888 rVB2   77874     64240   1.76%   0.201%
 44  13.245  1895 1897 1900 rBV    54343     51781   1.42%   0.162%
 45  13.286  1901 1904 1907 rBV    67420     66989   1.84%   0.209%
 
 46  13.380  1917 1920 1923 rBV    69199     62877   1.73%   0.196%
 47  13.410  1923 1925 1928 rBV    60103     57064   1.57%   0.178%
 48  13.874  2000 2004 2008 rBV2  231917    267775   7.35%   0.837%
 49  14.057  2030 2035 2038 rBV2  825626    906770  24.90%   2.834%
 50  14.080  2038 2039 2047 rVB   154371    126345   3.47%   0.395%
 
 51  14.139  2047 2049 2051 rBV2   50058     43516   1.19%   0.136%
 52  15.556  2286 2290 2295 rVB   367060    454166  12.47%   1.419%
 
 
                        Sum of corrected areas:    31999259
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
  Data File : BF103276.D                                          
  Acq On    : 27 Feb 2018  21:07
  Operator  : SJ/JU
  Sample    : J1698-09
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.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\BF022718\
  Data File : BF103276.D                                          
  Acq On    : 27 Feb 2018  21:07
  Operator  : SJ/JU
  Sample    : J1698-09
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.13    6.31 ng         312911   1,4-Dichlorobenzene-d4      6.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 3 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 16
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12
 5 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 
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0

5000

m/z-->

Abundance Scan 7 (2.128 min): BF103276.D (-4) (-)
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m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73

43 55 87
29
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Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
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5541

29
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0

5000

m/z-->

Abundance #1996: Silane, tetramethyl-
73

43
2915 53 88602 81

2.20 2.30 2.40 2.50

m/z  73.00  100.00%

2.20 2.30 2.40 2.50

m/z  43.00   40.39%

2.20 2.30 2.40 2.50

m/z  54.95   31.34%

2.20 2.30 2.40 2.50

m/z  87.00   24.52%

2.20 2.30 2.40 2.50

m/z  41.00   13.60%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
  Data File : BF103276.D                                          
  Acq On    : 27 Feb 2018  21:07
  Operator  : SJ/JU
  Sample    : J1698-09
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.11    2.23 ng         110519   1,4-Dichlorobenzene-d4      6.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 28
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 5 1,8-Nonanediol, 8-methyl-           174 C10H22O2       054725-73-4 23
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Abundance Scan 514 (5.110 min): BF103276.D (-511) (-)
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Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8358: 2-Hexanol, 2-methyl-
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Abundance #8344: 3-Hexanol, 4-methyl-
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4.80 5.00 5.20 5.40

m/z  42.95  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   59.70%

4.80 5.00 5.20 5.40

m/z 101.00   17.02%

4.80 5.00 5.20 5.40

m/z  57.95   16.04%

4.80 5.00 5.20 5.40

m/z  41.00    8.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
  Data File : BF103276.D                                          
  Acq On    : 27 Feb 2018  21:07
  Operator  : SJ/JU
  Sample    : J1698-09
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.65                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.65   69.40 ng        3443480   1,4-Dichlorobenzene-d4      6.87

 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 Xenon                               132 Xe             007440-63-3 9 
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0

5000

m/z-->

Abundance Scan 776 (6.651 min): BF103276.D (-771) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14491: 5-Aminoindole
132

104
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6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.00   38.32%

6.40 6.60 6.80 7.00

m/z 134.00   33.90%

6.40 6.60 6.80 7.00

m/z  66.00   25.49%

6.40 6.60 6.80 7.00

m/z  69.00   14.33%

8270-BF022218.M Wed Feb 28 10:27:06 2018                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
B3



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
  Data File : BF103276.D                                          
  Acq On    : 27 Feb 2018  21:07
  Operator  : SJ/JU
  Sample    : J1698-09
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heptacosane                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.80    3.63 ng         165227   Phenanthrene-d10           11.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane                         380 C27H56         000593-49-7 91
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Tetracosane                         338 C24H50         000646-31-1 91
 4 Heptadecane                         240 C17H36         000629-78-7 90
 5 Tetradecane                         198 C14H30         000629-59-4 86
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m/z-->

Abundance Scan 1481 (10.798 min): BF103276.D (-1479) (-)
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m/z-->

Abundance #202662: Heptacosane
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Abundance #141425: Heneicosane
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m/z-->

Abundance #175557: Tetracosane
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10.40 10.60 10.80 11.00 11.20

m/z  57.00  100.00%

10.40 10.60 10.80 11.00 11.20

m/z  43.00   70.30%

10.40 10.60 10.80 11.00 11.20

m/z  71.00   52.54%

10.40 10.60 10.80 11.00 11.20

m/z  85.10   31.43%

10.40 10.60 10.80 11.00 11.20

m/z  41.00   30.35%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
  Data File : BF103276.D                                          
  Acq On    : 27 Feb 2018  21:07
  Operator  : SJ/JU
  Sample    : J1698-09
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  4H-Cyclopenta[def]phenanthrene  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.02    2.50 ng         113936   Phenanthrene-d10           11.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4H-Cyclopenta[def]phenanthrene      190 C15H10         000203-64-5 64
 2 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4Cl2O2      000090-60-8 64
 3 6H-Cyclobuta[jk]phenanthrene        190 C15H10         083469-43-6 49
 4 Phenanthrene, 1-methyl-             192 C15H12         000832-69-9 30
 5 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12         027410-55-5 30
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Abundance Scan 1689 (12.021 min): BF103276.D (-1686) (-)
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Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
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Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
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11.80 12.00 12.20 12.40

m/z 189.00  100.00%

11.80 12.00 12.20 12.40

m/z 190.00   99.91%

11.80 12.00 12.20 12.40

m/z 192.05   86.26%

11.80 12.00 12.20 12.40

m/z 191.00   71.46%

11.80 12.00 12.20 12.40

m/z  94.50   33.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
  Data File : BF103276.D                                          
  Acq On    : 27 Feb 2018  21:07
  Operator  : SJ/JU
  Sample    : J1698-09
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Nonadecyl pentafluoropropio...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.87    5.91 ng         267775   Chrysene-d12               14.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecyl pentafluoropropionate     430 C22H39F5O2     1000351-88-8 91
 2 Pentafluoropropionic acid, octad... 416 C21H37F5O2     959261-25-7 91
 3 Eicosyl pentafluoropropionate       444 C23H41F5O2     1000351-80-8 91
 4 Eicosyl trifluoroacetate            394 C22H41F3O2     1000351-75-2 91
 5 Carbonic acid, hexadecyl isobuty... 342 C21H42O3       1000314-61-3 91
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5000

m/z-->

Abundance Scan 2003 (13.868 min): BF103276.D (-2000) (-)
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Abundance #222139: Nonadecyl pentafluoropropionate
57 97
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29 153 266182 412311238210
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m/z-->

Abundance #217811: Pentafluoropropionic acid, octadecyl ester
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29 252153 224 398297182

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #225763: Eicosyl pentafluoropropionate
57

97

125

29 153 280 426252 325182 210

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  55.00   83.52%

13.60 13.80 14.00 14.20

m/z  83.00   78.79%

13.60 13.80 14.00 14.20

m/z  43.00   75.59%

13.60 13.80 14.00 14.20

m/z  69.00   63.86%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
  Data File : BF103276.D                                          
  Acq On    : 27 Feb 2018  21:07
  Operator  : SJ/JU
  Sample    : J1698-09
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.13     6.3 ng     312911  1   6.87  992354  20.0
2-Pentanone, 4-hy...   5.11     2.2 ng     110519  1   6.87  992354  20.0
unknown6.65            6.65    69.4 ng    3443480  1   6.87  992354  20.0
Heptacosane           10.80     3.6 ng     165227  4  11.40  911294  20.0
4H-Cyclopenta[def...  12.02     2.5 ng     113936  4  11.40  911294  20.0
Nonadecyl pentafl...  13.87     5.9 ng     267775  5  14.06  906770  20.0
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