
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102017\
  Data File : BF099702.D                                          
  Acq On    : 20 Oct 2017  15:52
  Operator  : SJ/JU
  Sample    : I5929-01
  Misc      :  
  ALS Vial  : 11   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-BF092317.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   5.039   499  502  516 rBV   216393    314494  14.30%   1.601%
  2   5.439   567  570  589 rBV  1807991   1924662  87.53%   9.799%
  3   6.457   739  743  761 rBV  1803060   1959249  89.10%   9.975%
  4   6.586   761  765  768 rBV  2207232   1995071  90.73%  10.158%
  5   6.810   800  803  812 rBV   588891    552687  25.13%   2.814%
 
  6   6.969   826  830  840 rBV  1829131   1593242  72.46%   8.112%
  7   7.380   896  900  903 rBV  1325300   1189352  54.09%   6.055%
  8   8.092  1018 1021 1029 rBV   904553    766520  34.86%   3.903%
  9   9.169  1199 1204 1207 rBV  2504682   2198880 100.00%  11.195%
 10   9.563  1268 1271 1275 rVB    43923     34025   1.55%   0.173%
 
 11   9.845  1315 1319 1323 rBV   945681    822206  37.39%   4.186%
 12   9.880  1323 1325 1328 rVB    39718     29492   1.34%   0.150%
 13  10.057  1351 1355 1358 rBV    36000     31457   1.43%   0.160%
 14  10.398  1409 1413 1416 rBV    55382     47744   2.17%   0.243%
 15  10.639  1450 1454 1459 rBV  1208954   1084109  49.30%   5.520%
 
 16  11.333  1569 1572 1575 rBV   772030    704009  32.02%   3.584%
 17  11.357  1575 1576 1580 rVB   265786    189203   8.60%   0.963%
 18  11.410  1580 1585 1588 rBV    55313     55750   2.54%   0.284%
 19  11.863  1661 1662 1668 rVB2   44199     38260   1.74%   0.195%
 20  11.951  1674 1677 1679 rBV2  102707     85152   3.87%   0.434%
 
 21  12.480  1764 1767 1770 rVB    56338     48058   2.19%   0.245%
 22  12.551  1775 1779 1782 rBV   545846    455130  20.70%   2.317%
 23  12.780  1815 1818 1821 rVB   369705    311831  14.18%   1.588%
 24  12.915  1837 1841 1844 rVB  1557258   1327966  60.39%   6.761%
 25  12.992  1851 1854 1859 rVB3   17620     27744   1.26%   0.141%
 
 26  13.110  1871 1874 1880 rVB    52853     54415   2.47%   0.277%
 27  13.174  1882 1885 1888 rVV    50595     42182   1.92%   0.215%
 28  13.210  1888 1891 1899 rVB3   20480     27471   1.25%   0.140%
 29  13.798  1986 1991 1996 rBV3  116506    150667   6.85%   0.767%
 30  13.974  2017 2021 2024 rBV2  526893    563562  25.63%   2.869%
 
 31  14.004  2024 2026 2033 rVB    83742     75836   3.45%   0.386%
 32  14.368  2079 2088 2090 rBV2   13509     25673   1.17%   0.131%
 33  15.015  2194 2198 2201 rBV    52358     72867   3.31%   0.371%
 34  15.045  2201 2203 2206 rVB3   36182     37281   1.70%   0.190%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102017\
  Data File : BF099702.D                                          
  Acq On    : 20 Oct 2017  15:52
  Operator  : SJ/JU
  Sample    : I5929-01
  Misc      :  
  ALS Vial  : 11   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-BF092317.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.315  2246 2249 2256 rVB    26645     31509   1.43%   0.160%
 
 36  15.380  2256 2260 2264 rVV    39295     50127   2.28%   0.255%
 37  15.439  2264 2270 2281 rVB   441413    555161  25.25%   2.827%
 38  15.839  2333 2338 2344 rBV3   20028     31410   1.43%   0.160%
 39  16.327  2416 2421 2432 rVB7   14010     27588   1.25%   0.140%
 40  16.909  2514 2520 2527 rVB5   27983     58685   2.67%   0.299%
 
 41  17.580  2626 2634 2647 rBV5   16302     50134   2.28%   0.255%
 
 
                        Sum of corrected areas:    19640861
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102017\
  Data File : BF099702.D                                          
  Acq On    : 20 Oct 2017  15:52
  Operator  : SJ/JU
  Sample    : I5929-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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\BF102017\
  Data File : BF099702.D                                          
  Acq On    : 20 Oct 2017  15:52
  Operator  : SJ/JU
  Sample    : I5929-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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.
---------------------------------------------------------------------
  5.04   11.38 ng         314494   1,4-Dichlorobenzene-d4      6.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 23
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

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

5000

m/z-->

Abundance Scan 502 (5.039 min): BF099702.D (-499) (-)
43.0

59.0

101.1

83.0

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

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.070.0

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

5000

m/z-->

Abundance #8358: 2-Hexanol, 2-methyl-
59.0

43.0 101.031.0 83.015.0 71.0

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   61.72%

4.80 5.00 5.20 5.40

m/z 101.10   23.04%

4.80 5.00 5.20 5.40

m/z  58.00   16.98%

4.80 5.00 5.20 5.40

m/z  41.10    8.75%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102017\
  Data File : BF099702.D                                          
  Acq On    : 20 Oct 2017  15:52
  Operator  : SJ/JU
  Sample    : I5929-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.59                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.59   72.20 ng        1995070   1,4-Dichlorobenzene-d4      6.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 35
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 

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

5000

m/z-->

Abundance Scan 766 (6.592 min): BF099702.D (-761) (-)
132.0

68.1

96.0
40.1 54.0 84.9 114.9

10 20 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

10 20 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

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   34.56%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   30.28%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   18.24%

6.20 6.40 6.60 6.80 7.00

m/z  96.00   12.14%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102017\
  Data File : BF099702.D                                          
  Acq On    : 20 Oct 2017  15:52
  Operator  : SJ/JU
  Sample    : I5929-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  4H-Cyclopenta[def]phenanthrene  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.95    2.42 ng          85152   Phenanthrene-d10           11.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4H-Cyclopenta[def]phenanthrene      190 C15H10         000203-64-5 97
 2 Phenol, 4-(2-thienylmethyl)-        190 C11H10OS       091680-55-6 59
 3 Methyl diselenide                   190 C2H6Se2        007101-31-7 49
 4 2,2'-Bis(4,5-dimethylimidazole)     190 C10H14N4       069286-06-2 40
 5 2,6-Dichlorobenzaldoxime            189 C7H5Cl2NO      025185-95-9 18

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1677 (11.951 min): BF099702.D (-1674) (-)
190.1

94.5

163.063.0 137.039.0 110.0 209.1

20 40 60 80 100 120 140 160 180 200

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 #52871: Phenol, 4-(2-thienylmethyl)-
190.0

97.0
157.0 173.0128.077.045.027.0 62.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #53209: Methyl diselenide
190.093.0

175.0

109.0 160.078.0

11.60 11.80 12.00 12.20

m/z 190.10  100.00%

11.60 11.80 12.00 12.20

m/z 189.05   92.77%

11.60 11.80 12.00 12.20

m/z  94.50   26.57%

11.60 11.80 12.00 12.20

m/z 191.10   21.49%

11.60 11.80 12.00 12.20

m/z 187.10   20.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102017\
  Data File : BF099702.D                                          
  Acq On    : 20 Oct 2017  15:52
  Operator  : SJ/JU
  Sample    : I5929-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Heneicosanol                  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.80    5.35 ng         150667   Chrysene-d12               13.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 2 n-Nonadecanol-1                     284 C19H40O        001454-84-8 93
 3 n-Tetracosanol-1                    354 C24H50O        000506-51-4 93
 4 Behenic alcohol                     326 C22H46O        000661-19-8 93
 5 1-Nonadecene                        266 C19H38         018435-45-5 93

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

5000

m/z-->

Abundance Scan 1991 (13.798 min): BF099702.D (-1986) (-)
83.157.0

111.1
229.1

139.1 177.0

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

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0 83.0

111.0

29.0
139.0 167.0 266.0196.0 294.0238.0

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

5000

m/z-->

Abundance #131391: n-Nonadecanol-1
83.055.0

111.0

29.0
139.0 238.0168.0 266.0196.0

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

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57.0 83.0

111.0

29.0 139.0 167.0 308.0195.0 336.0222.0 250.0 280.0

13.40 13.60 13.80 14.00 14.20

m/z  83.10  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  57.05   96.43%

13.40 13.60 13.80 14.00 14.20

m/z  55.05   88.73%

13.40 13.60 13.80 14.00 14.20

m/z  97.10   79.57%

13.40 13.60 13.80 14.00 14.20

m/z  69.05   75.85%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102017\
  Data File : BF099702.D                                          
  Acq On    : 20 Oct 2017  15:52
  Operator  : SJ/JU
  Sample    : I5929-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown16.91                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.91    2.11 ng          58685   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indeno[1,2,3-cd]pyrene              276 C22H12         000193-39-5 38
 2 Benzo[ghi]perylene                  276 C22H12         000191-24-2 38
 3 2-Thiophenecarbaldehyde, 5-[5-(t... 276 C13H8OS3       1000217-28-5 35
 4 Dibenzo[def,mno]chrysene            276 C22H12         000191-26-4 30
 5 Indeno[1,2,3-cd]fluoranthene        276 C22H12         000193-43-1 30

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

5000

m/z-->

Abundance Scan 2520 (16.909 min): BF099702.D (-2514) (-)
276.1

57.0
138.0

85.1 111.1 193.0161.0

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

5000

m/z-->

Abundance #124618: Indeno[1,2,3-cd]pyrene
276.0

138.0

248.0112.0 224.091.0 198.063.0 174.0

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

5000

m/z-->

Abundance #124615: Benzo[ghi]perylene
276.0

138.0

252.091.0 112.0 222.057.0

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

5000

m/z-->

Abundance #124008: 2-Thiophenecarbaldehyde, 5-[5-(thien-2-yl)thien-2...
276.0

203.0
69.045.0

127.0 247.095.0 171.0149.0

16.60 16.80 17.00 17.20

m/z 276.10  100.00%

16.60 16.80 17.00 17.20

m/z 294.10   47.83%

16.60 16.80 17.00 17.20

m/z 293.10   44.35%

16.60 16.80 17.00 17.20

m/z  57.00   36.96%

16.60 16.80 17.00 17.20

m/z 138.00   27.73%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102017\
  Data File : BF099702.D                                          
  Acq On    : 20 Oct 2017  15:52
  Operator  : SJ/JU
  Sample    : I5929-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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...   5.04    11.4 ng     314494  1   6.81  552687  20.0
unknown6.59            6.59    72.2 ng    1995070  1   6.81  552687  20.0
4H-Cyclopenta[def...  11.95     2.4 ng      85152  4  11.33  704009  20.0
1-Heneicosanol        13.80     5.3 ng     150667  5  13.98  563562  20.0
unknown16.91          16.91     2.1 ng      58685  6  15.44  555161  20.0
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