
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096628.D                                          
  Acq On    : 11 Jul 2017   3:48
  Operator  : SJ/JU
  Sample    : I4119-01 5X
  Misc      :  
  ALS Vial  : 26   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-BF070117.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   4.851   467  470  477 rBV    66492     73422  12.06%   1.074%
  2   5.287   541  544  553 rVB   460784    436445  71.67%   6.382%
  3   6.316   716  719  727 rVB   465680    420613  69.07%   6.151%
  4   6.451   738  742  746 rBV   535697    433396  71.17%   6.337%
  5   6.540   754  757  760 rVB2   13131     11457   1.88%   0.168%
 
  6   6.687   778  782  785 rBV   596665    486173  79.83%   7.109%
  7   6.839   805  808  812 rBV   390848    327416  53.76%   4.788%
  8   7.239   871  876  881 rBV   266689    238229  39.12%   3.484%
  9   7.298   884  886  889 rVB    26976     21677   3.56%   0.317%
 10   7.351   889  895  897 rBV3   10455     13816   2.27%   0.202%
 
 11   7.469   910  915  917 rBV2   13689     14276   2.34%   0.209%
 12   7.487   917  918  924 rVB4    6667      8623   1.42%   0.126%
 13   7.563   929  931  934 rBV     8587      7946   1.30%   0.116%
 14   7.710   952  956  959 rBV4    7900     11686   1.92%   0.171%
 15   7.969   996 1000 1003 rBV   741044    608994 100.00%   8.905%
 
 16   8.410  1071 1075 1079 rVV3    9146     11884   1.95%   0.174%
 17   8.475  1083 1086 1089 rBV2   13934     12852   2.11%   0.188%
 18   8.575  1100 1103 1106 rBV    21793     18940   3.11%   0.277%
 19   8.633  1109 1113 1116 rVV4    6815      9061   1.49%   0.132%
 20   8.681  1116 1121 1124 rVB2   12768     13831   2.27%   0.202%
 
 21   8.792  1135 1140 1143 rBV3   13260     18927   3.11%   0.277%
 22   9.045  1179 1183 1186 rBV   446641    380688  62.51%   5.567%
 23   9.139  1195 1199 1202 rBV2   23069     21658   3.56%   0.317%
 24   9.304  1224 1227 1231 rBV4    8357     11496   1.89%   0.168%
 25   9.380  1237 1240 1243 rBV2   10618     13063   2.15%   0.191%
 
 26   9.439  1247 1250 1252 rBV    96804     87286  14.33%   1.276%
 27   9.498  1258 1260 1265 rVB2    5276      8388   1.38%   0.123%
 28   9.633  1279 1283 1286 rVB2    7962     11141   1.83%   0.163%
 29   9.669  1286 1289 1293 rBV    26905     23475   3.85%   0.343%
 30   9.716  1293 1297 1301 rBV2  550666    510888  83.89%   7.471%
 
 31   9.751  1301 1303 1306 rVB    13021     10165   1.67%   0.149%
 32   9.922  1330 1332 1335 rVB2   10462      8548   1.40%   0.125%
 33   9.992  1341 1344 1347 rVB2    7888      7990   1.31%   0.117%
 34  10.039  1347 1352 1354 rBV4    4808      8436   1.39%   0.123%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096628.D                                          
  Acq On    : 11 Jul 2017   3:48
  Operator  : SJ/JU
  Sample    : I4119-01 5X
  Misc      :  
  ALS Vial  : 26   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-BF070117.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  10.133  1362 1368 1371 rBV3    6125      8179   1.34%   0.120%
 
 36  10.163  1371 1373 1376 rVB    28166     22269   3.66%   0.326%
 37  10.263  1388 1390 1393 rVB    10199      7525   1.24%   0.110%
 38  10.386  1406 1411 1414 rBV2   14596     19849   3.26%   0.290%
 39  10.498  1427 1430 1436 rBV   206403    184810  30.35%   2.702%
 40  10.604  1443 1448 1450 rBV3    9644      7649   1.26%   0.112%
 
 41  10.633  1450 1453 1455 rBV2   30744     29742   4.88%   0.435%
 42  10.922  1499 1502 1506 rBV5    5503      7679   1.26%   0.112%
 43  11.086  1526 1530 1532 rBV2   26780     25029   4.11%   0.366%
 44  11.116  1532 1535 1539 rVB    18119     19395   3.18%   0.284%
 45  11.169  1539 1544 1545 rBV4    6161      8061   1.32%   0.118%
 
 46  11.198  1545 1549 1552 rBV   513046    455514  74.80%   6.661%
 47  11.433  1585 1589 1592 rBV3   10814     11042   1.81%   0.161%
 48  11.510  1598 1602 1606 rBV2   29495     27821   4.57%   0.407%
 49  11.727  1636 1639 1641 rVB2    8561      7844   1.29%   0.115%
 50  11.804  1649 1652 1655 rBV4   11236     12403   2.04%   0.181%
 
 51  11.916  1668 1671 1676 rVB2   30615     25421   4.17%   0.372%
 52  12.069  1695 1697 1699 rBV3    6312      8126   1.33%   0.119%
 53  12.251  1725 1728 1730 rBV2   15527     19255   3.16%   0.282%
 54  12.304  1730 1737 1740 rVV3   40678     60522   9.94%   0.885%
 55  12.404  1751 1754 1757 rBV    39747     35556   5.84%   0.520%
 
 56  12.627  1790 1792 1796 rBV    28575     28629   4.70%   0.419%
 57  12.674  1797 1800 1802 rVB    32135     24928   4.09%   0.365%
 58  12.780  1814 1818 1825 rVB   368933    349628  57.41%   5.113%
 59  12.963  1847 1849 1853 rBV4   18889     19264   3.16%   0.282%
 60  13.027  1857 1860 1863 rVB2   37534     36907   6.06%   0.540%
 
 61  13.368  1916 1918 1921 rVB    42499     37902   6.22%   0.554%
 62  13.827  1992 1996 1999 rBV   555743    507136  83.27%   7.416%
 63  14.010  2025 2027 2031 rVB    62052     57547   9.45%   0.841%
 64  14.315  2077 2079 2082 rBV    87626     73565  12.08%   1.076%
 65  14.615  2127 2130 2134 rBV    82278    103386  16.98%   1.512%
 
 66  15.227  2231 2234 2238 rVB   280337    293182  48.14%   4.287%
 
 
                        Sum of corrected areas:     6838651
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096628.D                                          
  Acq On    : 11 Jul 2017   3:48
  Operator  : SJ/JU
  Sample    : I4119-01 5X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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\BF071017\
  Data File : BF096628.D                                          
  Acq On    : 11 Jul 2017   3:48
  Operator  : SJ/JU
  Sample    : I4119-01 5X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.85    3.02 ng          73422   1,4-Dichlorobenzene-d4      6.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Diacetamide                         101 C4H7NO2        000625-77-4 9 
 3 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 9 
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 
 5 4-Penten-2-one, 4-methyl-            98 C6H10O         003744-02-3 7 

20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance Scan 470 (4.851 min): BF096628.D (-467) (-)
43.0

59.0

101.1
83.1

20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0 93.0

20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #4023: Diacetamide
43.0

59.0
73.0

101.0
28.0 86.051.0

20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

29.0
101.0

78.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   49.12%

4.60 4.80 5.00 5.20

m/z  58.00   15.23%

4.60 4.80 5.00 5.20

m/z 101.10   14.08%

4.60 4.80 5.00 5.20

m/z  41.00    9.53%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096628.D                                          
  Acq On    : 11 Jul 2017   3:48
  Operator  : SJ/JU
  Sample    : I4119-01 5X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.45                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.45   17.83 ng         433396   1,4-Dichlorobenzene-d4      6.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 25
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
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0

5000

m/z-->

Abundance Scan 742 (6.451 min): BF096628.D (-738) (-)
132.0

68.0

96.140.1 54.0
84.9
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5000

m/z-->

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

69.0
104.0

51.031.0
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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

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.00   37.62%

6.20 6.40 6.60 6.80

m/z 134.00   32.69%

6.20 6.40 6.60 6.80

m/z  66.00   24.53%

6.20 6.40 6.60 6.80

m/z  96.10   14.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096628.D                                          
  Acq On    : 11 Jul 2017   3:48
  Operator  : SJ/JU
  Sample    : I4119-01 5X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Pentacosane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.30    2.66 ng          60522   Phenanthrene-d10           11.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentacosane                         352 C25H52         000629-99-2 74
 2 Hentriacontane                      437 C31H64         000630-04-6 74
 3 Octacosane                          394 C28H58         000630-02-4 72
 4 Octadecane, 1-bromo-                332 C18H37Br       000112-89-0 72
 5 Heptacosane                         380 C27H56         000593-49-7 72
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0
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m/z-->

Abundance Scan 1736 (12.298 min): BF096628.D (-1730) (-)
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Abundance #185533: Pentacosane
57.0

99.0
141.0 183.0 225.0 352.0267.0 309.0
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Abundance #223852: Hentriacontane
57.0

99.0
141.0 183.0 225.0 309.0267.0 351.0 437.0
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0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.0 183.0 225.0 281.0 394.0337.025.0

12.00 12.20 12.40 12.60

m/z  43.10  100.00%

12.00 12.20 12.40 12.60

m/z  57.05   84.46%

12.00 12.20 12.40 12.60

m/z  71.05   61.78%

12.00 12.20 12.40 12.60

m/z  41.00   32.26%

12.00 12.20 12.40 12.60

m/z  85.05   31.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096628.D                                          
  Acq On    : 11 Jul 2017   3:48
  Operator  : SJ/JU
  Sample    : I4119-01 5X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heptadecane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.01    2.27 ng          57547   Chrysene-d12               13.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane                         240 C17H36         000629-78-7 76
 2 Tridecane                           184 C13H28         000629-50-5 74
 3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 68
 4 Octadecane                          254 C18H38         000593-45-3 68
 5 Heneicosane                         296 C21H44         000629-94-7 68
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5000

m/z-->

Abundance Scan 2027 (14.010 min): BF096628.D (-2025) (-)
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Abundance #94346: Heptadecane
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85.0

29.0
113.0141.0 240.0169.0197.0
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Abundance #48835: Tridecane
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Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0

85.0

113.0141.0 183.0211.0 296.0239.0267.0

13.60 13.80 14.00 14.20 14.40

m/z  57.10  100.00%

13.60 13.80 14.00 14.20 14.40

m/z  43.10   57.93%

13.60 13.80 14.00 14.20 14.40

m/z  71.10   57.54%

13.60 13.80 14.00 14.20 14.40

m/z  85.10   45.91%

13.60 13.80 14.00 14.20 14.40

m/z  41.05   23.27%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096628.D                                          
  Acq On    : 11 Jul 2017   3:48
  Operator  : SJ/JU
  Sample    : I4119-01 5X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Nonadecane                      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.32    2.90 ng          73565   Chrysene-d12               13.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 90
 2 Pentadecane                         212 C15H32         000629-62-9 89
 3 Hexatriacontane                     507 C36H74         000630-06-8 83
 4 Octadecane, 1-chloro-               288 C18H37Cl       003386-33-2 83
 5 Eicosane, 9-octyl-                  394 C28H58         013475-77-9 80
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Abundance Scan 2080 (14.321 min): BF096628.D (-2077) (-)
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Abundance #71393: Pentadecane
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Abundance #235973: Hexatriacontane
57.0
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m/z  57.10  100.00%
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m/z  43.10   74.20%
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m/z  71.10   66.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096628.D                                          
  Acq On    : 11 Jul 2017   3:48
  Operator  : SJ/JU
  Sample    : I4119-01 5X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Tetracosane                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.62    7.05 ng         103386   Perylene-d12               15.23

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetracosane                         338 C24H50         000646-31-1 90
 2 Tetradecane, 3-methyl-              212 C15H32         018435-22-8 87
 3 Eicosane                            282 C20H42         000112-95-8 81
 4 Nonadecane, 9-methyl-               282 C20H42         013287-24-6 81
 5 Tetradecane, 2-methyl-              212 C15H32         001560-95-8 80
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096628.D                                          
  Acq On    : 11 Jul 2017   3:48
  Operator  : SJ/JU
  Sample    : I4119-01 5X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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...   4.85     3.0 ng      73422  1   6.69  486173  20.0
unknown6.45            6.45    17.8 ng     433396  1   6.69  486173  20.0
Pentacosane           12.30     2.7 ng      60522  4  11.20  455514  20.0
Heptadecane           14.01     2.3 ng      57547  5  13.83  507136  20.0
Nonadecane            14.32     2.9 ng      73565  5  13.83  507136  20.0
Tetracosane           14.62     7.0 ng     103386  6  15.23  293182  20.0
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