
                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
  Data File : BF100432.D                                          
  Acq On    : 11 Nov 2017  11:27
  Operator  : SJ/JU
  Sample    : I6399-11
  Misc      :  
  ALS Vial  : 5   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-BF110817.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   5.122   512  516  526 rVB   383196    432095  20.19%   2.103%
  2   5.516   579  583  587 rBV  2059979   2095058  97.89%  10.196%
  3   6.522   749  754  761 rBV  2107447   2140280 100.00%  10.416%
  4   6.669   775  779  783 rBV  2349809   2103847  98.30%  10.239%
  5   6.904   815  819  822 rBV  1096166    896275  41.88%   4.362%
 
  6   7.057   841  845  849 rBV  1881041   1654210  77.29%   8.051%
  7   7.463   909  914  917 rBV  1505199   1269219  59.30%   6.177%
  8   8.186  1033 1037 1040 rVB  1222366   1016819  47.51%   4.949%
  9   8.469  1079 1085 1092 rBV6   12544     27298   1.28%   0.133%
 10   8.598  1104 1107 1109 rBV    33108     27801   1.30%   0.135%
 
 11   8.769  1133 1136 1140 rVB    44434     35644   1.67%   0.173%
 12   9.257  1215 1219 1229 rBV  2298804   1990740  93.01%   9.689%
 13   9.333  1229 1232 1235 rVB    51375     39113   1.83%   0.190%
 14   9.645  1283 1285 1289 rBV   118626    115921   5.42%   0.564%
 15   9.780  1305 1308 1309 rBV    36494     28549   1.33%   0.139%
 
 16   9.798  1309 1311 1314 rVV    50347     39170   1.83%   0.191%
 17   9.863  1314 1322 1326 rVB    47185     47432   2.22%   0.231%
 18   9.939  1331 1335 1339 rBV  1074981    911345  42.58%   4.435%
 19  10.251  1384 1388 1391 rBV4   18864     27509   1.29%   0.134%
 20  10.310  1395 1398 1401 rVV    48894     42286   1.98%   0.206%
 
 21  10.363  1404 1407 1409 rVB    44322     34268   1.60%   0.167%
 22  10.580  1440 1444 1450 rVB2   23448     28544   1.33%   0.139%
 23  10.722  1464 1468 1472 rBV   994495    887207  41.45%   4.318%
 24  10.839  1484 1488 1493 rBV2   62912     96020   4.49%   0.467%
 25  11.280  1560 1563 1566 rBV    27209     27307   1.28%   0.133%
 
 26  11.316  1566 1569 1572 rVB2   25686     29025   1.36%   0.141%
 27  11.427  1584 1588 1590 rBV   847268    767978  35.88%   3.738%
 28  11.445  1590 1591 1595 rVB    44209     37286   1.74%   0.181%
 29  11.710  1634 1636 1640 rVB    29542     23215   1.08%   0.113%
 30  11.939  1670 1675 1684 rBV2  167015    225898  10.55%   1.099%
 
 31  12.116  1703 1705 1708 rBV    30912     27574   1.29%   0.134%
 32  12.504  1769 1771 1774 rBV2   34173     31341   1.46%   0.153%
 33  12.639  1791 1794 1798 rBV    93370     81900   3.83%   0.399%
 34  12.727  1806 1809 1813 rBV3   61752     71805   3.35%   0.349%
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                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
  Data File : BF100432.D                                          
  Acq On    : 11 Nov 2017  11:27
  Operator  : SJ/JU
  Sample    : I6399-11
  Misc      :  
  ALS Vial  : 5   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-BF110817.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  12.868  1830 1833 1837 rVB    77790     78445   3.67%   0.382%
 
 36  13.010  1853 1857 1860 rBV  1501773   1347856  62.98%   6.560%
 37  13.898  2005 2008 2013 rBV   184971    195135   9.12%   0.950%
 38  14.063  2033 2036 2039 rBV   856200    851153  39.77%   4.142%
 39  15.551  2285 2289 2297 rVB   559511    764468  35.72%   3.721%
 
 
                        Sum of corrected areas:    20547036

8270-BF110817.M Mon Nov 13 13:41:28 2017                                              Page: 2

Instrument :
BNA_F
ClientSampleId :
TP-13-A-13-B



                              LSC Report - Integrated Chromatogram

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
  Data File : BF100432.D                                          
  Acq On    : 11 Nov 2017  11:27
  Operator  : SJ/JU
  Sample    : I6399-11
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
  Data File : BF100432.D                                          
  Acq On    : 11 Nov 2017  11:27
  Operator  : SJ/JU
  Sample    : I6399-11
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.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.
---------------------------------------------------------------------
  5.12    9.64 ng         432095   1,4-Dichlorobenzene-d4      6.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

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

5000

m/z-->

Abundance Scan 516 (5.122 min): BF100432.D (-512) (-)
43.0

59.1

101.1
83.051.0 69.0

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

5000

m/z-->

Abundance #8344: 3-Hexanol, 4-methyl-
59.0

41.0
31.0

69.0 87.0
98.015.0 50.0

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

5000

m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
59.0

101.0
41.031.0 83.069.015.0 50.0

4.80 5.00 5.20 5.40

m/z  42.95  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   55.79%

4.80 5.00 5.20 5.40

m/z 101.10   17.22%

4.80 5.00 5.20 5.40

m/z  58.00   14.76%

4.80 5.00 5.20 5.40

m/z  41.05    8.49%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
  Data File : BF100432.D                                          
  Acq On    : 11 Nov 2017  11:27
  Operator  : SJ/JU
  Sample    : I6399-11
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.67                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.67   46.95 ng        2103850   1,4-Dichlorobenzene-d4      6.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 5 Imidazole, 4,5-dicyano-1-methyl-    132 C6H4N4         019485-35-9 9 

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

5000

m/z-->

Abundance Scan 779 (6.669 min): BF100432.D (-775) (-)
132.0

68.1

96.140.0 54.0 85.0 115.0

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 #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

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

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0 44.0
70.0

86.056.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   41.73%

6.40 6.60 6.80 7.00

m/z 134.00   32.25%

6.40 6.60 6.80 7.00

m/z  66.00   25.92%

6.40 6.60 6.80 7.00

m/z  69.05   15.77%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
  Data File : BF100432.D                                          
  Acq On    : 11 Nov 2017  11:27
  Operator  : SJ/JU
  Sample    : I6399-11
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown10.84                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.84    2.50 ng          96020   Phenanthrene-d10           11.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane                         240 C17H36         000629-78-7 46
 2 Tetradecane                         198 C14H30         000629-59-4 46
 3 Silane, trichlorooctadecyl-         386 C18H37Cl3Si    000112-04-9 46
 4 Nonadecane, 2-methyl-               282 C20H42         001560-86-7 43
 5 Octacosane                          394 C28H58         000630-02-4 43

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1488 (10.839 min): BF100432.D (-1484) (-)
43.0

85.0

266.1169.0117.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #94344: Heptadecane
57.0

99.0
27.0 141.0 240.0183.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #59882: Tetradecane
57.0

27.0 99.0 198.0141.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #205394: Silane, trichlorooctadecyl-
57.0

99.027.0 135.0 175.0205.0 245.0275.0 315.0 386.0345.0

10.60 10.80 11.00 11.20

m/z  43.05  100.00%

10.60 10.80 11.00 11.20

m/z  57.05   81.06%

10.60 10.80 11.00 11.20

m/z  85.05   76.85%

10.60 10.80 11.00 11.20

m/z  71.05   42.93%

10.60 10.80 11.00 11.20

m/z  41.05   39.48%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
  Data File : BF100432.D                                          
  Acq On    : 11 Nov 2017  11:27
  Operator  : SJ/JU
  Sample    : I6399-11
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.94    5.88 ng         225898   Phenanthrene-d10           11.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 93
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 90
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 90
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 72

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

5000

m/z-->

Abundance Scan 1675 (11.939 min): BF100432.D (-1670) (-)
73.043.0

129.1

97.0 213.2157.1 185.1
256.3

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0

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

5000

m/z-->

Abundance #72647: Tridecanoic acid
73.0

43.0

129.0

171.0
214.097.0

152.0

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

5000

m/z-->

Abundance #84452: Tetradecanoic acid
73.0

43.0

129.0

185.0
97.0 228.0

157.0 209.015.0

11.60 11.80 12.00 12.20

m/z  73.00  100.00%

11.60 11.80 12.00 12.20

m/z  43.05   97.56%

11.60 11.80 12.00 12.20

m/z  60.00   89.93%

11.60 11.80 12.00 12.20

m/z  57.05   72.47%

11.60 11.80 12.00 12.20

m/z  55.00   71.71%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
  Data File : BF100432.D                                          
  Acq On    : 11 Nov 2017  11:27
  Operator  : SJ/JU
  Sample    : I6399-11
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1-Docosene                      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.90    4.59 ng         195135   Chrysene-d12               14.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Docosene                          308 C22H44         001599-67-3 96
 2 9-Tricosene, (Z)-                   322 C23H46         027519-02-4 95
 3 1-Tricosene                         322 C23H46         018835-32-0 94
 4 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 91
 5 2-Methyl-2-docosene                 322 C23H46         1000131-16-9 91

50 100 150 200 250 300
0

5000

m/z-->

Abundance Scan 2008 (13.898 min): BF100432.D (-2005) (-)
57.1

83.1

111.1

139.1 168.2 234.0 276.1 322.0199.1

50 100 150 200 250 300
0

5000

m/z-->

Abundance #151537: 1-Docosene
57.0 97.0

308.029.0 125.0

153.0 181.0 280.0209.0 238.0

50 100 150 200 250 300
0

5000

m/z-->

Abundance #163018: 9-Tricosene, (Z)-
55.0 97.0

125.0
29.0 322.0

153.0 182.0 210.0 294.0238.0 266.0

50 100 150 200 250 300
0

5000

m/z-->

Abundance #163016: 1-Tricosene
57.0 83.0

111.0
29.0

139.0 322.0169.0196.0 294.0224.0 252.0

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.10   90.30%

13.60 13.80 14.00 14.20

m/z  55.00   84.71%

13.60 13.80 14.00 14.20

m/z  83.10   78.18%

13.60 13.80 14.00 14.20

m/z  69.10   67.17%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
  Data File : BF100432.D                                          
  Acq On    : 11 Nov 2017  11:27
  Operator  : SJ/JU
  Sample    : I6399-11
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.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...   5.12     9.6 ng     432095  1   6.90  896275  20.0
unknown6.67            6.67    47.0 ng    2103850  1   6.90  896275  20.0
unknown10.84          10.84     2.5 ng      96020  4  11.43  767978  20.0
n-Hexadecanoic acid   11.94     5.9 ng     225898  4  11.43  767978  20.0
1-Docosene            13.90     4.6 ng     195135  5  14.07  851153  20.0
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