
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM060319\
  Data File : BM020687.D                                          
  Acq On    : 04 Jun 2019  00:54
  Operator  : HP/JU
  Sample    : K3097-03
  Misc      :  
  ALS Vial  : 17   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:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119.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   3.058     8   12   23 rVB  1841343   2262777  19.85%   2.617%
  2   5.410   405  412  422 rBV  4725495   6685741  58.64%   7.733%
  3   6.987   672  680  693 rBV  4523302   7532419  66.07%   8.712%
  4   7.357   735  743  754 rBV  4733826   7407570  64.98%   8.568%
  5   7.828   812  823  829 rBV  1027322   1642770  14.41%   1.900%
 
  6   8.145   869  877  884 rBV  3437090   5455927  47.86%   6.311%
  7   8.987  1012 1020 1032 rBV  2715678   4409358  38.68%   5.100%
  8  10.616  1289 1297 1305 rBV  1332623   2147434  18.84%   2.484%
  9  13.080  1709 1716 1724 rBV  5998652   8887010  77.95%  10.279%
 10  13.351  1756 1762 1772 rVB    72454    121003   1.06%   0.140%
 
 11  13.916  1853 1858 1866 rVB   452883    654307   5.74%   0.757%
 12  14.463  1939 1951 1957 rBV2 1683495   2616712  22.95%   3.027%
 13  14.521  1957 1961 1969 rVB   124152    185343   1.63%   0.214%
 14  15.951  2197 2204 2216 rBV  4411326   6451423  56.59%   7.462%
 15  17.204  2410 2417 2422 rBV2 2121548   3026433  26.55%   3.501%
 
 16  17.245  2422 2424 2431 rVB   188368    235331   2.06%   0.272%
 17  18.098  2561 2569 2573 rBV2  289826    426300   3.74%   0.493%
 18  18.280  2594 2600 2604 rBV2   76233    129034   1.13%   0.149%
 19  18.956  2711 2715 2720 rBV   119177    182826   1.60%   0.211%
 20  19.256  2761 2766 2774 rVB   431584    618877   5.43%   0.716%
 
 21  19.374  2782 2786 2794 rBV2  110662    153432   1.35%   0.177%
 22  19.621  2818 2828 2837 rBV2  314267    615419   5.40%   0.712%
 23  19.827  2857 2863 2874 rVB  9416277  11400541 100.00%  13.187%
 24  21.092  3074 3078 3089 rVB   614582    764613   6.71%   0.884%
 25  21.297  3108 3113 3120 rBV  3226833   3449901  30.26%   3.990%
 
 26  21.380  3121 3127 3131 rBV  2684680   3486259  30.58%   4.032%
 27  21.533  3150 3153 3157 rBV2  115113    126287   1.11%   0.146%
 28  21.980  3225 3229 3234 rBV2  154210    216262   1.90%   0.250%
 29  22.450  3306 3309 3316 rVB   209724    261116   2.29%   0.302%
 30  22.974  3394 3398 3404 rBV   294798    447636   3.93%   0.518%
 
 31  23.562  3493 3498 3505 rVB   274682    485994   4.26%   0.562%
 32  23.668  3509 3516 3530 rVB2 1859448   3666188  32.16%   4.241%
 33  24.233  3608 3612 3619 rVB   169485    303397   2.66%   0.351%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM060319\
  Data File : BM020687.D                                          
  Acq On    : 04 Jun 2019  00:54
  Operator  : HP/JU
  Sample    : K3097-03
  Misc      :  
  ALS Vial  : 17   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:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
                        Sum of corrected areas:    86455640
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM060319\
  Data File : BM020687.D                                          
  Acq On    : 04 Jun 2019  00:54
  Operator  : HP/JU
  Sample    : K3097-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM060319\
  Data File : BM020687.D                                          
  Acq On    : 04 Jun 2019  00:54
  Operator  : HP/JU
  Sample    : K3097-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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.
---------------------------------------------------------------------
  3.06   27.55 ng        2262780   1,4-Dichlorobenzene-d4      7.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 37
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 23
 4 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 17
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 12 (3.058 min): BM020687.D (-8) (-)
73

43
8755

191 208

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #4391: Butane, 2-methoxy-2-methyl-
73

5543
87

27
101

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #2022: 1,3-Dioxolane, 2-methyl-
73

43

58
8729

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #4342: Pentane, 3-methoxy-
73

45

29 55 101

3.10 3.20 3.30 3.40 3.50

m/z  73.10  100.00%

3.10 3.20 3.30 3.40 3.50

m/z  43.10   36.55%

3.10 3.20 3.30 3.40 3.50

m/z  87.10   25.63%

3.10 3.20 3.30 3.40 3.50

m/z  55.10   25.55%

3.10 3.20 3.30 3.40 3.50

m/z  41.10   12.22%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM060319\
  Data File : BM020687.D                                          
  Acq On    : 04 Jun 2019  00:54
  Operator  : HP/JU
  Sample    : K3097-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown7.36                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.36   90.18 ng        7407570   1,4-Dichlorobenzene-d4      7.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
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Abundance Scan 743 (7.357 min): BM020687.D (-735) (-)
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

5131
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Abundance #13679: 5-Fluoro-2-chloropyrimidine
132

10533 44
7060 80 115
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5000
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Abundance #48639: Tranylcypromine-propionyl
13257
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189158

7.00 7.20 7.40 7.60

m/z 132.00  100.00%

7.00 7.20 7.40 7.60

m/z  68.10   43.79%

7.00 7.20 7.40 7.60

m/z 134.00   32.91%

7.00 7.20 7.40 7.60

m/z  66.10   29.02%

7.00 7.20 7.40 7.60

m/z  69.10   18.62%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM060319\
  Data File : BM020687.D                                          
  Acq On    : 04 Jun 2019  00:54
  Operator  : HP/JU
  Sample    : K3097-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.10    2.82 ng         426300   Phenanthrene-d10           17.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 87
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 72
 4 Tetradecane                         198 C14H30         000629-59-4 25
 5 Hexadecane                          226 C16H34         000544-76-3 11
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5000
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Abundance Scan 2569 (18.098 min): BM020687.D (-2561) (-)
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43 73

57

29 256
129

21397 115 157171185 227143 199 241

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #65562: Tridecanoic acid
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Abundance #83686: Pentadecanoic acid
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17.80 18.00 18.20 18.40

m/z  73.05  100.00%

17.80 18.00 18.20 18.40

m/z  43.05   79.90%

17.80 18.00 18.20 18.40

m/z  60.10   75.93%

17.80 18.00 18.20 18.40

m/z  41.05   70.65%

17.80 18.00 18.20 18.40

m/z  55.10   69.07%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM060319\
  Data File : BM020687.D                                          
  Acq On    : 04 Jun 2019  00:54
  Operator  : HP/JU
  Sample    : K3097-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  5-Octadecene, (E)-              Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.09    4.39 ng         764613   Chrysene-d12               21.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Octadecene, (E)-                  252 C18H36         007206-21-5 94
 2 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 3 Trifluoroacetic acid, n-octadecy... 366 C20H37F3O2     079392-43-1 91
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 5 2- Chloropropionic acid, pentade... 318 C18H35ClO2     1000292-44-1 91
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Abundance Scan 3078 (21.092 min): BM020687.D (-3074) (-)
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Abundance #89785: 5-Octadecene, (E)-
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Abundance #106400: 3-Eicosene, (E)-
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Abundance #146922: Trifluoroacetic acid, n-octadecyl ester
43
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97

125 252154 224183

20.80 21.00 21.20 21.40

m/z  57.10  100.00%

20.80 21.00 21.20 21.40

m/z  43.10   95.20%

20.80 21.00 21.20 21.40

m/z  55.10   87.17%

20.80 21.00 21.20 21.40

m/z  83.10   86.56%

20.80 21.00 21.20 21.40

m/z  69.10   79.32%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM060319\
  Data File : BM020687.D                                          
  Acq On    : 04 Jun 2019  00:54
  Operator  : HP/JU
  Sample    : K3097-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Octadecane                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.97    2.44 ng         447636   Perylene-d12               23.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane                          254 C18H38         000593-45-3 84
 2 Heneicosane                         296 C21H44         000629-94-7 60
 3 Tetratriacontane                    479 C34H70         014167-59-0 60
 4 Heptadecane, 8-methyl-              254 C18H38         013287-23-5 55
 5 Octacosane                          394 C28H58         000630-02-4 53
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Abundance #115570: Heneicosane
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Abundance #167078: Tetratriacontane
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22.60 22.80 23.00 23.20

m/z  57.10  100.00%

22.60 22.80 23.00 23.20

m/z  71.10   76.50%

22.60 22.80 23.00 23.20

m/z 252.10   61.58%

22.60 22.80 23.00 23.20

m/z  43.10   59.92%

22.60 22.80 23.00 23.20

m/z  85.05   48.64%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM060319\
  Data File : BM020687.D                                          
  Acq On    : 04 Jun 2019  00:54
  Operator  : HP/JU
  Sample    : K3097-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Octacosane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.56    2.65 ng         485994   Perylene-d12               23.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane                          254 C18H38         000593-45-3 89
 2 Tricosane                           324 C23H48         000638-67-5 58
 3 Octacosane                          394 C28H58         000630-02-4 55
 4 Heneicosane                         296 C21H44         000629-94-7 53
 5 Octadecane, 1-iodo-                 380 C18H37I        000629-93-6 53
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Abundance Scan 3498 (23.562 min): BM020687.D (-3493) (-)
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Abundance #91036: Octadecane
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m/z-->

Abundance #130017: Tricosane
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50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #155178: Octacosane
57
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29 113 141 169 197 225 281253 394337309 365

23.20 23.40 23.60 23.80

m/z  57.10  100.00%

23.20 23.40 23.60 23.80

m/z  71.10   70.57%

23.20 23.40 23.60 23.80

m/z  43.10   61.36%

23.20 23.40 23.60 23.80

m/z  85.10   53.34%

23.20 23.40 23.60 23.80

m/z 252.10   45.59%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM060319\
  Data File : BM020687.D                                          
  Acq On    : 04 Jun 2019  00:54
  Operator  : HP/JU
  Sample    : K3097-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Butane, 2-methoxy...   3.06    27.6 ng    2262780  1   7.83 1642770  20.0
unknown7.36            7.36    90.2 ng    7407570  1   7.83 1642770  20.0
n-Hexadecanoic acid   18.10     2.8 ng     426300  4  17.20 3026430  20.0
5-Octadecene, (E)-    21.09     4.4 ng     764613  5  21.38 3486260  20.0
Octadecane            22.97     2.4 ng     447636  6  23.67 3666190  20.0
Octacosane            23.56     2.6 ng     485994  6  23.67 3666190  20.0
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