
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
  Data File : BM009049.D                                          
  Acq On    : 01 Mar 2017  14:02
  Operator  : SJ/MA
  Sample    : I1988-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 1 % 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_M\METHODS\SOM02.2-EPA-BM022317.M
  Title     : SVOA CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   3.363    43   47   52 rVB3   44859     56502   1.30%   0.116%
  2   3.628    89   92  100 rBV    61056     99593   2.30%   0.204%
  3   7.051   667  674  686 rVB   749055   1272675  29.39%   2.611%
  4   7.228   696  704  712 rBV   575330    914130  21.11%   1.876%
  5   7.422   729  737  747 rVB   714849   1180350  27.26%   2.422%
 
  6   7.898   810  818  824 rBV   736951   1156651  26.71%   2.373%
  7   8.592   929  936  946 rBV   827957   1341896  30.99%   2.753%
  8   9.063  1009 1016 1024 rBV   711285   1196876  27.64%   2.456%
  9   9.780  1131 1138 1146 rBV2  560306    946174  21.85%   1.941%
 10  10.310  1222 1228 1240 rVB   874937   1410372  32.57%   2.894%
 
 11  10.698  1287 1294 1301 rVB   917466   1522619  35.16%   3.124%
 12  10.833  1310 1317 1333 rVB   759393   1308936  30.23%   2.686%
 13  13.939  1837 1845 1849 rBV  1475133   2028146  46.83%   4.161%
 14  13.986  1849 1853 1861 rVB  1041814   1402218  32.38%   2.877%
 15  14.227  1888 1894 1901 rBV  1578789   2286115  52.79%   4.691%
 
 16  14.410  1920 1925 1930 rBV2   42344     56418   1.30%   0.116%
 17  14.539  1940 1947 1956 rVB2 1256872   2009565  46.41%   4.123%
 18  14.721  1972 1978 1991 rBV   731038   1088243  25.13%   2.233%
 19  15.362  2083 2087 2091 rVB    94866    119356   2.76%   0.245%
 20  15.527  2109 2115 2122 rBV  2135041   3024096  69.83%   6.205%
 
 21  15.639  2128 2134 2148 rBV   665141    955471  22.06%   1.960%
 22  15.768  2148 2156 2160 rVV3   60522    102801   2.37%   0.211%
 23  16.227  2229 2234 2242 rBV2  123633    214527   4.95%   0.440%
 24  17.015  2364 2368 2373 rBV2  114322    135959   3.14%   0.279%
 25  17.068  2373 2377 2382 rVB2   42882     61916   1.43%   0.127%
 
 26  17.280  2407 2413 2420 rBV  1680783   2469727  57.03%   5.067%
 27  17.380  2423 2430 2437 rBV  2480388   3411131  78.77%   6.999%
 28  17.756  2490 2494 2497 rBV    80022     96499   2.23%   0.198%
 29  17.933  2520 2524 2527 rVB3   33270     44543   1.03%   0.091%
 30  18.027  2536 2540 2546 rBV9   30880     61985   1.43%   0.127%
 
 31  18.151  2556 2561 2567 rBV   276826    370807   8.56%   0.761%
 32  18.445  2607 2611 2615 rBV2   54368     68189   1.57%   0.140%
 33  19.074  2714 2718 2720 rBV3   75769     83096   1.92%   0.170%
 34  19.103  2720 2723 2731 rVB9   53057     72762   1.68%   0.149%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
  Data File : BM009049.D                                          
  Acq On    : 01 Mar 2017  14:02
  Operator  : SJ/MA
  Sample    : I1988-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 1 % 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_M\METHODS\SOM02.2-EPA-BM022317.M
  Title     : SVOA CALIBRATION
 
 35  19.303  2751 2757 2762 rBV4   57718    114771   2.65%   0.235%
 
 36  19.427  2774 2778 2784 rBV2  122259    166540   3.85%   0.342%
 37  19.562  2797 2801 2806 rBV4   23863     44754   1.03%   0.092%
 38  19.668  2813 2819 2828 rBV  2946733   4251259  98.17%   8.723%
 39  21.139  3065 3069 3074 rBV2  398272    486859  11.24%   0.999%
 40  21.450  3117 3122 3130 rBV  2599571   3253767  75.14%   6.676%
 
 41  22.644  3322 3325 3331 rVB2  247769    353216   8.16%   0.725%
 42  23.644  3489 3495 3504 rBV2 2269619   4330451 100.00%   8.885%
 43  23.797  3514 3521 3528 rBV2 1590813   3165560  73.10%   6.495%
 
 
                        Sum of corrected areas:    48737521
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
  Data File : BM009049.D                                          
  Acq On    : 01 Mar 2017  14:02
  Operator  : SJ/MA
  Sample    : I1988-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM022317.M
  Quant Title  : SVOA 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_M\DATA\BM030117\
  Data File : BM009049.D                                          
  Acq On    : 01 Mar 2017  14:02
  Operator  : SJ/MA
  Sample    : I1988-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM022317.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  1  n-Hexadecanoic acid             Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.15    3.00 ng/ul      370807   Phenanthrene-d10           17.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 97
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 96
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 74
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 72
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64

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

5000

m/z-->

Abundance Scan 2561 (18.151 min): BM009049.D (-2556) (-)
7343 60

12987 213
115 157171 256185101 199143 227 282

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

5000

m/z-->

Abundance #107548: n-Hexadecanoic acid
43 7360

29 256
129

21397 115 157171185 227143 199 241

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343

129

97 115 213 256157171185143 199 227241

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

5000

m/z-->

Abundance #95855: Pentadecanoic acid
736043

129
29 87 242199143 185115 157171101 213

17.80 18.00 18.20 18.40

m/z  73.00  100.00%

17.80 18.00 18.20 18.40

m/z  43.05   87.60%

17.80 18.00 18.20 18.40

m/z  60.00   85.98%

17.80 18.00 18.20 18.40

m/z  57.10   78.85%

17.80 18.00 18.20 18.40

m/z  55.00   78.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
  Data File : BM009049.D                                          
  Acq On    : 01 Mar 2017  14:02
  Operator  : SJ/MA
  Sample    : I1988-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM022317.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  2  (DEL) Alkane: Cyclic21.14       Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.14    2.99 ng/ul      486859   Chrysene-d12               21.45

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Eicosene, (E)-                    280 C20H40         074685-33-9 92
 2 5-Eicosene, (E)-                    280 C20H40         074685-30-6 92
 3 1-Octadecene                        252 C18H36         000112-88-9 83
 4 Heptafluorobutyric acid, n-tetra... 410 C18H29F7O2     007365-36-8 68
 5 Cyclooctane, 1,2-diethyl-           168 C12H24         023609-46-3 64

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3069 (21.139 min): BM009049.D (-3065) (-)
57 83

111

139 20839 281182161 343252 325
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5000

m/z-->

Abundance #127771: 3-Eicosene, (E)-
57
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139 280167 196 252224
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m/z-->

Abundance #127769: 5-Eicosene, (E)-
55

83

11129

139 280167 196 252223
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5000

m/z-->

Abundance #104184: 1-Octadecene
57

83

11129

139 252168 224196

20.80 21.00 21.20 21.40

m/z  57.05  100.00%

20.80 21.00 21.20 21.40

m/z  55.10   95.75%

20.80 21.00 21.20 21.40

m/z  43.05   84.97%

20.80 21.00 21.20 21.40

m/z  83.05   81.80%

20.80 21.00 21.20 21.40

m/z  69.05   74.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
  Data File : BM009049.D                                          
  Acq On    : 01 Mar 2017  14:02
  Operator  : SJ/MA
  Sample    : I1988-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM022317.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  3  Farnesol isomer a               Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.64    2.23 ng/ul      353216   Perylene-d12               23.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Farnesol isomer a                   222 C15H26O        1000108-92-4 64
 2 Cyclopropanecarboxylic acid, 4-i... 204 C13H16O2       1000331-01-9 59
 3 Supraene                            410 C30H50         007683-64-9 59
 4 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3       003974-79-6 59
 5 Trifluoroacetyl-lavandulol          250 C12H17F3O2     028673-24-7 59

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3324 (22.638 min): BM009049.D (-3322) (-)
69

41 95
147121 208 265 327175 430399 475293237 370

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #79401: Farnesol isomer a
69

41

93
121 161 191 222
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5000

m/z-->

Abundance #64162: Cyclopropanecarboxylic acid, 4-isopropylphenyl ester
69

204121
41

16193
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5000

m/z-->

Abundance #215928: Supraene
69

41
13795

191 341163 410217 273 367299245

22.40 22.60 22.80 23.00

m/z  69.10  100.00%

22.40 22.60 22.80 23.00

m/z  81.05   40.24%

22.40 22.60 22.80 23.00

m/z  41.00   21.61%

22.40 22.60 22.80 23.00

m/z  95.20   17.82%

22.40 22.60 22.80 23.00

m/z  68.05   14.45%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
  Data File : BM009049.D                                          
  Acq On    : 01 Mar 2017  14:02
  Operator  : SJ/MA
  Sample    : I1988-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM022317.M
  Quant Title  : SVOA 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|
----------------------------------------------------------------------------
n-Hexadecanoic acid   18.15     3.0 ng/ul   370807  4  17.28 2469730  20.0
(DEL) Alkane: Cyc...  21.14     3.0 ng/ul   486859  5  21.45 3253770  20.0
Farnesol isomer a     22.64     2.2 ng/ul   353216  6  23.80 3165560  20.0
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