
                                                    LSC Area Percent Report
 
  Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050224\
  Data File : BG061096.D                                          
  Acq On    :  2 May 2024  16:46
  Operator  : MA/JU
  Sample    : P2337-03 2X
  Misc      :  
  ALS Vial  : 12   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_G\Methods\8270-BG043024.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal     : TIC: BG061096.D\data.ms
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   3.156    22   28   36 rBV    71559    112341  17.09%   2.369%
  2   5.523   423  431  439 rBV   126477    211432  32.17%   4.459%
  3   7.110   693  701  710 rBV   141436    247007  37.58%   5.209%
  4   7.938   834  842  849 rBV   119180    198589  30.22%   4.188%
  5   9.090  1029 1038 1047 rBV   102261    174491  26.55%   3.680%
 
  6  10.729  1310 1317 1324 rBV   148231    265817  40.45%   5.606%
  7  12.527  1619 1623 1631 rVB10    7385     13160   2.00%   0.278%
  8  12.780  1663 1666 1671 rVB6    8802     12625   1.92%   0.266%
  9  13.003  1701 1704 1709 rBV6    7614     15832   2.41%   0.334%
 10  13.109  1719 1722 1726 rVB3   15634     19860   3.02%   0.419%
 
 11  13.185  1727 1735 1743 rBV   255612    418693  63.71%   8.830%
 12  13.273  1746 1750 1751 rBV4   11237     15985   2.43%   0.337%
 13  13.837  1843 1846 1850 rBV4   27845     39116   5.95%   0.825%
 14  14.061  1881 1884 1887 rVB4   40980     47097   7.17%   0.993%
 15  14.096  1888 1890 1896 rVB6   31408     44369   6.75%   0.936%
 
 16  14.566  1966 1970 1980 rVB   267347    467492  71.13%   9.860%
 17  16.052  2220 2223 2228 rBV2  233095    374163  56.93%   7.891%
 18  16.317  2265 2268 2275 rVB   319154    419168  63.78%   8.840%
 19  17.139  2405 2408 2417 rVB   401568    614340  93.48%  12.957%
 20  19.936  2881 2884 2896 rVB   463247    657217 100.00%  13.861%
 
 21  21.575  3159 3163 3168 rVB   238516    372711  56.71%   7.861%
 
 
                        Sum of corrected areas:     4741505
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                                          LSC Report - Integrated Chromatogram

  Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050224\
  Data File : BG061096.D                                          
  Acq On    :  2 May 2024  16:46
  Operator  : MA/JU
  Sample    : P2337-03 2X
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P
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                                             Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050224\
  Data File : BG061096.D                                          
  Acq On    :  2 May 2024  16:46
  Operator  : MA/JU
  Sample    : P2337-03 2X
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST20.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.
---------------------------------------------------------------------
  3.156   11.31 ng         112341   1,4-Dichlorobenzene-d4      7.938

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 50
 2 3-Pentanol, 3-methyl-               102 C6H14O         000077-74-7 37
 3 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 17
 4 (R)-3-Pyrrolidinol                   87 C4H9NO         002799-21-5 9 
 5 1-Pentanamine                        87 C5H13N         000110-58-7 9 

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance Scan 28 (3.156 min): BG061096.D\data.ms (-22) (-)
73.1

43.0

55.0

87.1

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0

55.043.0
87.0

27.0
101.0

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #5032: 3-Pentanol, 3-methyl-
73.0

55.0
43.0 87.029.018.0

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0

55.0
43.0

27.0

15.0

3.20 3.40 3.60

m/z  73.10  100.00%

3.20 3.40 3.60

m/z  43.00   71.67%

3.20 3.40 3.60

m/z  55.00   41.39%

3.20 3.40 3.60

m/z  87.10   26.07%

3.20 3.40 3.60

m/z  41.00   23.37%
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                                             Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050224\
  Data File : BG061096.D                                          
  Acq On    :  2 May 2024  16:46
  Operator  : MA/JU
  Sample    : P2337-03 2X
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown14.060                   Concentration Rank  4

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.060    2.01 ng          47097   Acenaphthene-d10           14.566

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Silane, trichlorooctadecyl-         386 C18H37Cl3Si    000112-04-9 22
 2 3-Hexanone, 2,2-dimethyl-           128 C8H16O         005405-79-8 18
 3 Octane, 2,3,7-trimethyl-            156 C11H24         062016-34-6 14
 4 Hexadecane, 7-methyl-               240 C17H36         026730-20-1 14
 5 Octane, 2-bromo-                    192 C8H17Br        000557-35-7 14

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1884 (14.061 min): BG061096.D\data.ms (-1881) (-
43.1

119.1

187.3

50 100 150 200 250 300 350

5000

m/z-->

Abundance #292194: Silane, trichlorooctadecyl-
57.0

99.0
141.0 189.0231.0273.0315.0 386.015.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #14435: 3-Hexanone, 2,2-dimethyl-
57.0

128.015.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #33100: Octane, 2,3,7-trimethyl-
57.0

113.0

14.00

m/z  43.10  100.00%

14.00

m/z  57.10   75.94%

14.00

m/z  71.00   57.22%

14.00

m/z  41.00   48.76%

14.00

m/z 119.10   27.98%
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                                             Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050224\
  Data File : BG061096.D                                          
  Acq On    :  2 May 2024  16:46
  Operator  : MA/JU
  Sample    : P2337-03 2X
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  Dodecane, 2,6,11-trimethyl-     Concentration Rank  2

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.317   13.65 ng         419168   Phenanthrene-d10           17.321

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane, 2,6,11-trimethyl-         212 C15H32         031295-56-4 89
 2 Decane, 2-methyl-                   156 C11H24         006975-98-0 87
 3 Undecane, 2,6-dimethyl-             184 C13H28         017301-23-4 76
 4 Hexadecane, 2,6,10,14-tetramethyl-  282 C20H42         000638-36-8 72
 5 Tridecane                           184 C13H28         000629-50-5 64

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

5000

m/z-->

Abundance Scan 2268 (16.317 min): BG061096.D\data.ms (-2265) (-
57.1

85.1
113.1

183.2141.1 214.2 244.2

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

5000

m/z-->

Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.0

71.0

113.0
169.0141.0 197.0

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

5000

m/z-->

Abundance #33088: Decane, 2-methyl-
43.0

71.0

113.0 141.0

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

5000

m/z-->

Abundance #59069: Undecane, 2,6-dimethyl-
57.0

98.0
29.0

141.0 184.0

16.00 16.50

m/z  57.10  100.00%

16.00 16.50

m/z  43.10   72.99%

16.00 16.50

m/z  71.10   55.15%

16.00 16.50

m/z  41.05   37.22%

16.00 16.50

m/z  56.05   23.21%
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                                             Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050224\
  Data File : BG061096.D                                          
  Acq On    :  2 May 2024  16:46
  Operator  : MA/JU
  Sample    : P2337-03 2X
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Heptadecane, 2,6,10,15-tetr...  Concentration Rank  1

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.139   20.00 ng         614340   Phenanthrene-d10           17.321

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 91
 2 Tridecane, 2-methyl-                198 C14H30         001560-96-9 90
 3 Pentadecane, 2,6,10-trimethyl-      254 C18H38         003892-00-0 90
 4 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 83
 5 Undecane, 2,5-dimethyl-             184 C13H28         017301-22-3 81

50 100 150 200 250
0

5000

m/z-->

Abundance Scan 2408 (17.139 min): BG061096.D\data.ms (-2405) (-
57.1

99.1
183.2 229.2141.1 265.1

50 100 150 200 250

5000

m/z-->

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

99.0
141.0 183.0 296.0239.0

50 100 150 200 250

5000

m/z-->

Abundance #74013: Tridecane, 2-methyl-
57.0

99.0 155.027.0
198.0

50 100 150 200 250

5000

m/z-->

Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0

99.027.0
183.0141.0 239.0

17.00 17.50

m/z  57.10  100.00%

17.00 17.50

m/z  43.10   67.46%

17.00 17.50

m/z  71.10   51.35%

17.00 17.50

m/z  41.05   35.67%

17.00 17.50

m/z  55.05   30.69%
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                                      Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050224\
  Data File : BG061096.D                                          
  Acq On    :  2 May 2024  16:46
  Operator  : MA/JU
  Sample    : P2337-03 2X
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Butane, 2-metho...   3.156    11.3  ng     112341   1   7.938  198589  20.0
unknown14.060       14.060     2.0  ng      47097   3  14.566  467492  20.0
Dodecane, 2,6,1...  16.317    13.7  ng     419168   4  17.321  614340  20.0
Heptadecane, 2,...  17.139    20.0  ng     614340   4  17.321  614340  20.0
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