
                                     LSC Area Percent Report
 
  Data Path : U:\HPCHEM1\BNA_F\DATA\BF020518\
  Data File : BF102731.D                                          
  Acq On    :  5 Feb 2018  11:58
  Operator  : SJ/JU
  Sample    : J1436-01
  Misc      :  
  ALS Vial  : 6   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-BF020318.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   2.169     9   14   19 rVB   453126    577094  10.39%   1.186%
  2   5.122   512  516  522 rVB   146517    201041   3.62%   0.413%
  3   5.498   574  580  583 rBV  4997790   5457550  98.22%  11.213%
  4   6.510   745  752  764 rVB  4688790   5556486 100.00%  11.416%
  5   6.651   771  776  779 rBV  5252216   5371025  96.66%  11.035%
 
  6   6.881   811  815  819 rBV  1707802   1365791  24.58%   2.806%
  7   7.039   837  842  845 rVB  4484446   4037600  72.66%   8.295%
  8   7.445   905  911  914 rBV  3543813   3518585  63.32%   7.229%
  9   8.163  1029 1033 1036 rBV  2277278   1811632  32.60%   3.722%
 10   9.239  1211 1216 1219 rBV  5671509   5341802  96.14%  10.975%
 
 11   9.627  1278 1282 1285 rBV   605603    454646   8.18%   0.934%
 12   9.845  1317 1319 1322 rVB    91820     66358   1.19%   0.136%
 13   9.916  1327 1331 1335 rVB  1990700   1895568  34.11%   3.895%
 14  10.345  1402 1404 1407 rVB    99885     72365   1.30%   0.149%
 15  10.633  1448 1453 1459 rBV   106011    108809   1.96%   0.224%
 
 16  10.710  1459 1466 1469 rBV  3154147   3185675  57.33%   6.545%
 17  10.816  1481 1484 1490 rVB    83067     96320   1.73%   0.198%
 18  11.263  1557 1560 1563 rBV    64266     60544   1.09%   0.124%
 19  11.404  1580 1584 1588 rBV  1948584   1689445  30.40%   3.471%
 20  11.927  1669 1673 1678 rBV   739426    727344  13.09%   1.494%
 
 21  12.710  1802 1806 1814 rBV   496751    531071   9.56%   1.091%
 22  12.804  1819 1822 1825 rVB   109164     98042   1.76%   0.201%
 23  12.880  1833 1835 1839 rVB   118537     97227   1.75%   0.200%
 24  12.992  1849 1854 1857 rBV  3881915   3846113  69.22%   7.902%
 25  13.462  1932 1934 1939 rVB    86684     80588   1.45%   0.166%
 
 26  13.874  2001 2004 2016 rVB   319415    329833   5.94%   0.678%
 27  14.039  2029 2032 2036 rVB  1057845   1027375  18.49%   2.111%
 28  15.521  2279 2284 2293 rBV   830350   1066305  19.19%   2.191%
 
 
                        Sum of corrected areas:    48672234
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                              LSC Report - Integrated Chromatogram

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF020518\
  Data File : BF102731.D                                          
  Acq On    :  5 Feb 2018  11:58
  Operator  : SJ/JU
  Sample    : J1436-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 : U:\HPCHEM1\BNA_F\DATA\BF020518\
  Data File : BF102731.D                                          
  Acq On    :  5 Feb 2018  11:58
  Operator  : SJ/JU
  Sample    : J1436-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.17    8.45 ng         577094   1,4-Dichlorobenzene-d4      6.88

 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 38
 4 Silane, ethyltrimethyl-             102 C5H14Si        003439-38-1 36
 5 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12
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m/z-->

Abundance Scan 14 (2.169 min): BF102731.D (-9) (-)
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Abundance #4486: Butane, 2-methoxy-2-methyl-
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Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0

87.0

55.041.0

29.0
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5000

m/z-->

Abundance #1995: Silane, tetramethyl-
73.0

43.029.015.0 59.0 88.02.0

2.20 2.30 2.40 2.50 2.60

m/z  73.00  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  43.00   44.06%

2.20 2.30 2.40 2.50 2.60

m/z  55.00   33.78%

2.20 2.30 2.40 2.50 2.60

m/z  87.00   24.39%

2.20 2.30 2.40 2.50 2.60

m/z  41.00   14.44%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF020518\
  Data File : BF102731.D                                          
  Acq On    :  5 Feb 2018  11:58
  Operator  : SJ/JU
  Sample    : J1436-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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.
---------------------------------------------------------------------
  5.12    2.94 ng         201041   1,4-Dichlorobenzene-d4      6.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 4-Penten-2-one, 4-methyl-            98 C6H10O         003744-02-3 9 
 5 Acetone                              58 C3H6O          000067-64-1 9 

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

5000
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Abundance Scan 516 (5.122 min): BF102731.D (-512) (-)
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8344: 3-Hexanol, 4-methyl-
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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  58.95   58.08%

4.80 5.00 5.20 5.40

m/z  58.00   18.67%

4.80 5.00 5.20 5.40

m/z 101.00   18.36%

4.80 5.00 5.20 5.40

m/z  41.00    8.52%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF020518\
  Data File : BF102731.D                                          
  Acq On    :  5 Feb 2018  11:58
  Operator  : SJ/JU
  Sample    : J1436-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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   78.65 ng        5371030   1,4-Dichlorobenzene-d4      6.88

 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 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
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Abundance Scan 776 (6.651 min): BF102731.D (-771) (-)
132.0

68.0

96.040.0 54.0
84.9 107.0

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
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.00   40.27%

6.40 6.60 6.80 7.00

m/z 134.00   33.40%

6.40 6.60 6.80 7.00

m/z  66.00   27.78%

6.40 6.60 6.80 7.00

m/z  69.00   15.70%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF020518\
  Data File : BF102731.D                                          
  Acq On    :  5 Feb 2018  11:58
  Operator  : SJ/JU
  Sample    : J1436-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.93    8.61 ng         727344   Phenanthrene-d10           11.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 93
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 91
 4 Octadecanoic acid                   284 C18H36O2       000057-11-4 90
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 80
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0

5000

m/z-->

Abundance Scan 1673 (11.927 min): BF102731.D (-1669) (-)
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Abundance #95851: Pentadecanoic acid
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Abundance #72643: Tridecanoic acid
73.043.0

129.0

171.0
97.0 214.0

15.0

11.60 11.80 12.00 12.20

m/z  60.00  100.00%

11.60 11.80 12.00 12.20

m/z  72.95   95.88%

11.60 11.80 12.00 12.20

m/z  43.00   90.00%

11.60 11.80 12.00 12.20

m/z  57.00   83.58%

11.60 11.80 12.00 12.20

m/z  55.00   73.62%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF020518\
  Data File : BF102731.D                                          
  Acq On    :  5 Feb 2018  11:58
  Operator  : SJ/JU
  Sample    : J1436-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octadecanoic acid               Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.71    6.29 ng         531071   Phenanthrene-d10           11.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 98
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 94
 3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 87
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 86
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Abundance Scan 1806 (12.710 min): BF102731.D (-1802) (-)
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m/z-->
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Abundance #107549: n-Hexadecanoic acid
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50 100 150 200 250 300 350
0

5000
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Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0

73.0

284.0
129.0

185.0 241.0213.0101.0 157.0 311.0 372.0

12.40 12.60 12.80 13.00

m/z  43.00  100.00%

12.40 12.60 12.80 13.00

m/z  57.00   93.35%

12.40 12.60 12.80 13.00

m/z  73.00   87.72%

12.40 12.60 12.80 13.00

m/z  59.95   85.38%

12.40 12.60 12.80 13.00

m/z  55.00   80.10%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF020518\
  Data File : BF102731.D                                          
  Acq On    :  5 Feb 2018  11:58
  Operator  : SJ/JU
  Sample    : J1436-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Cyclotetracosane                Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.87    6.42 ng         329833   Chrysene-d12               14.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclotetracosane                    336 C24H48         000297-03-0 94
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 94
 3 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     959218-78-1 94
 4 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 91
 5 Octacosanol                         410 C28H58O        000557-61-9 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2003 (13.868 min): BF102731.D (-2001) (-)
57.0

97.0

285.1153.1 196.1 323.2243.0
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0

5000

m/z-->

Abundance #174179: Cyclotetracosane
43.0

83.0

125.0
336.0154.0 196.0 250.0279.0
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0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0

97.0

139.0168.0 266.0210.026.0 295.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57.0

97.0

126.027.0 238.0168.0 283.0 384.0209.0

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   93.69%

13.60 13.80 14.00 14.20

m/z  43.00   79.68%

13.60 13.80 14.00 14.20

m/z  69.00   64.51%

13.60 13.80 14.00 14.20

m/z  83.10   63.03%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : U:\HPCHEM1\BNA_F\DATA\BF020518\
  Data File : BF102731.D                                          
  Acq On    :  5 Feb 2018  11:58
  Operator  : SJ/JU
  Sample    : J1436-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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...   2.17     8.4 ng     577094  1   6.88 1365790  20.0
2-Pentanone, 4-hy...   5.12     2.9 ng     201041  1   6.88 1365790  20.0
unknown6.65            6.65    78.7 ng    5371030  1   6.88 1365790  20.0
n-Hexadecanoic acid   11.93     8.6 ng     727344  4  11.40 1689450  20.0
Octadecanoic acid     12.71     6.3 ng     531071  4  11.40 1689450  20.0
Cyclotetracosane      13.87     6.4 ng     329833  5  14.04 1027380  20.0
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