
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112017\
  Data File : BM013066.D                                          
  Acq On    : 21 Nov 2017  04:44
  Operator  : SJ/JU
  Sample    : I6514-11
  Misc      :  
  ALS Vial  : 23   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\SOM-EPA-BM111617.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   3.251    24   28   36 rVB    60977     89636   2.04%   0.155%
  2   4.869   299  303  309 rBV    40049     50506   1.15%   0.088%
  3   6.887   639  646  656 rBV2  242597    561519  12.76%   0.974%
  4   7.057   669  675  684 rBV   522319    803669  18.26%   1.394%
  5   7.251   695  708  716 rBV   649247   1030266  23.41%   1.787%
 
  6   7.716   780  787  796 rBV   923391   1404698  31.92%   2.436%
  7   8.416   900  906  914 rBV   624124    984565  22.37%   1.707%
  8   8.581   929  934  941 rVB3   46094     73775   1.68%   0.128%
  9   8.828   967  976  978 rBV3   78958    140235   3.19%   0.243%
 10   8.869   978  983  993 rVB   725777   1221768  27.76%   2.119%
 
 11   9.580  1097 1104 1113 rVB   615430   1018849  23.15%   1.767%
 12   9.928  1155 1163 1169 rBV3   31844     57347   1.30%   0.099%
 13  10.116  1188 1195 1202 rBV   978956   1634164  37.13%   2.834%
 14  10.186  1202 1207 1217 rVB2   75742    126830   2.88%   0.220%
 15  10.498  1252 1260 1266 rBV  1247031   2072446  47.09%   3.594%
 
 16  10.557  1266 1270 1277 rVB2   79961    129312   2.94%   0.224%
 17  13.345  1737 1744 1748 rBV2   31665     52241   1.19%   0.091%
 18  13.592  1782 1786 1789 rBV5   32757     51682   1.17%   0.090%
 19  13.768  1810 1816 1821 rBV  1910119   2549333  57.93%   4.421%
 20  13.815  1821 1824 1831 rVB   169970    223516   5.08%   0.388%
 
 21  14.045  1851 1863 1869 rBV  2010620   3047416  69.24%   5.285%
 22  14.357  1909 1916 1927 rVB2 1970568   3168638  72.00%   5.495%
 23  14.557  1944 1950 1958 rBV   287504    421269   9.57%   0.731%
 24  14.786  1985 1989 1994 rBV6   27716     49836   1.13%   0.086%
 25  14.868  2000 2003 2008 rVB7   33380     50673   1.15%   0.088%
 
 26  14.921  2008 2012 2019 rVB3   48599    103743   2.36%   0.180%
 27  15.127  2043 2047 2052 rBV4   33903     62316   1.42%   0.108%
 28  15.186  2053 2057 2060 rVV3   40756     51482   1.17%   0.089%
 29  15.351  2079 2085 2091 rBV  2520889   3621371  82.29%   6.280%
 30  15.462  2096 2104 2114 rVB   808532   1206699  27.42%   2.093%
 
 31  15.545  2114 2118 2122 rBV5   37174     62665   1.42%   0.109%
 32  15.621  2128 2131 2137 rVB6   35806     52606   1.20%   0.091%
 33  15.721  2143 2148 2150 rBV3  100549    140529   3.19%   0.244%
 34  15.757  2150 2154 2158 rVB3  110846    160466   3.65%   0.278%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112017\
  Data File : BM013066.D                                          
  Acq On    : 21 Nov 2017  04:44
  Operator  : SJ/JU
  Sample    : I6514-11
  Misc      :  
  ALS Vial  : 23   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\SOM-EPA-BM111617.M
  Title     : SVOA CALIBRATION
 
 35  15.851  2165 2170 2176 rVB2  330570    532649  12.10%   0.924%
 
 36  15.998  2190 2195 2201 rBV5   79252    120154   2.73%   0.208%
 37  16.080  2203 2209 2212 rBV7   38695     72588   1.65%   0.126%
 38  16.198  2224 2229 2233 rBV3   86828    127503   2.90%   0.221%
 39  16.256  2233 2239 2243 rVV2  176857    284069   6.45%   0.493%
 40  16.398  2259 2263 2267 rBV7   28885     53324   1.21%   0.092%
 
 41  16.515  2276 2283 2291 rVB7   50259    103962   2.36%   0.180%
 42  16.615  2291 2300 2305 rVB7   34731     75529   1.72%   0.131%
 43  16.768  2318 2326 2330 rBV2  112589    191220   4.34%   0.332%
 44  16.856  2337 2341 2346 rVB7   55834     85649   1.95%   0.149%
 45  16.986  2358 2363 2369 rVB2   87769    138939   3.16%   0.241%
 
 46  17.098  2373 2382 2388 rBV  2622946   3740385  84.99%   6.486%
 47  17.198  2388 2399 2406 rVB  2779600   3949784  89.75%   6.849%
 48  17.345  2419 2424 2429 rBV7   42493     77285   1.76%   0.134%
 49  18.009  2530 2537 2554 rBV  1048024   1517252  34.48%   2.631%
 50  18.127  2554 2557 2563 rVB7   28347     50629   1.15%   0.088%
 
 51  18.245  2573 2577 2579 rBV2   45217     62773   1.43%   0.109%
 52  18.274  2579 2582 2587 rVB   219055    285287   6.48%   0.495%
 53  18.392  2599 2602 2608 rBV    65168     86090   1.96%   0.149%
 54  18.780  2662 2668 2672 rBV2   96847    144234   3.28%   0.250%
 55  19.027  2703 2710 2712 rBV8   26071     50196   1.14%   0.087%
 
 56  19.115  2719 2725 2732 rBV3  134956    268186   6.09%   0.465%
 57  19.292  2750 2755 2764 rBV  1306161   1786504  40.59%   3.098%
 58  19.492  2783 2789 2796 rVB  3320981   4400978 100.00%   7.632%
 59  20.021  2876 2879 2883 rBV5   40006     48403   1.10%   0.084%
 60  20.368  2935 2938 2943 rBV7   56813     78073   1.77%   0.135%
 
 61  20.433  2945 2949 2955 rVB5   61116     99487   2.26%   0.173%
 62  20.492  2955 2959 2962 rBV5   35271     49731   1.13%   0.086%
 63  20.533  2963 2966 2969 rVV5   38200     45532   1.03%   0.079%
 64  21.009  3043 3047 3055 rBV2  579247    688248  15.64%   1.194%
 65  21.286  3088 3094 3099 rBV  3409682   4272945  97.09%   7.410%
 
 66  22.862  3359 3362 3367 rVB2   97085    117934   2.68%   0.205%
 67  23.374  3442 3449 3455 rBV2 2144769   3871082  87.96%   6.713%
 68  23.515  3466 3473 3481 rVB  1909087   3498949  79.50%   6.068%
 69  24.080  3565 3569 3575 rVB4  117238    214521   4.87%   0.372%
 
 
                        Sum of corrected areas:    57666140
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112017\
  Data File : BM013066.D                                          
  Acq On    : 21 Nov 2017  04:44
  Operator  : SJ/JU
  Sample    : I6514-11
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617.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\BM112017\
  Data File : BM013066.D                                          
  Acq On    : 21 Nov 2017  04:44
  Operator  : SJ/JU
  Sample    : I6514-11
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  1  unknown-01                      Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.85    2.85 ng/ul      532649   Phenanthrene-d10           17.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,5,5-Trimethyl-6-methylene-cycl... 136 C10H16         000514-95-4 43
 2 3-Methyl-trans-3a,4,7,7a-tetrahy... 136 C10H16         1000145-84-3 43
 3 2,4,6-Octatriene, 2,6-dimethyl-     136 C10H16         000673-84-7 42
 4 Cyclopentane, 2-methyl-1-methyle... 136 C10H16         056710-83-9 38
 5 Bicyclo[3.1.0]hex-2-ene, 4,4,6,6... 136 C10H16         019487-09-3 38

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2170 (15.851 min): BM013066.D (-2165) (-)
121.1

55.1
95.0

161.179.1 137.1
39.1

179.2 212.2196.9

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #15814: 1,5,5-Trimethyl-6-methylene-cyclohexene
121.0

93.0

41.0 77.0

57.0 137.0
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m/z-->

Abundance #15831: 3-Methyl-trans-3a,4,7,7a-tetrahydroindane
121.0

79.0 94.0

41.0

137.056.0
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0
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m/z-->

Abundance #15770: 2,4,6-Octatriene, 2,6-dimethyl-
121.0

105.0
79.0

41.0
137.063.0

15.60 15.80 16.00 16.20

m/z 121.05  100.00%

15.60 15.80 16.00 16.20

m/z 119.05   72.92%

15.60 15.80 16.00 16.20

m/z  55.10   44.63%

15.60 15.80 16.00 16.20

m/z  69.10   35.40%

15.60 15.80 16.00 16.20

m/z  41.05   35.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112017\
  Data File : BM013066.D                                          
  Acq On    : 21 Nov 2017  04:44
  Operator  : SJ/JU
  Sample    : I6514-11
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  2  n-Hexadecanoic acid             Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.01    8.11 ng/ul     1517250   Phenanthrene-d10           17.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 96
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 95
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
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5000

m/z-->

Abundance Scan 2537 (18.009 min): BM013066.D (-2530) (-)
73.043.0

129.1
213.2

97.1 185.1157.1 256.3
281.0
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0

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
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129.0

83.0
213.0 256.0157.0 185.0

40.0 109.0
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m/z-->

Abundance #107548: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.097.0
157.0 185.0
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0

5000

m/z-->

Abundance #72647: Tridecanoic acid
73.0

43.0

129.0

171.0
214.097.0

17.60 17.80 18.00 18.20 18.40

m/z  73.00  100.00%

17.60 17.80 18.00 18.20 18.40

m/z  43.05   84.91%

17.60 17.80 18.00 18.20 18.40

m/z  41.05   83.75%

17.60 17.80 18.00 18.20 18.40

m/z  60.00   80.44%

17.60 17.80 18.00 18.20 18.40

m/z  55.05   73.99%

SOM-EPA-BM111617.M Wed Nov 22 14:27:11 2017                                           Page: 5

Instrument :
BNA_M
ClientSampleId :
C0B94

Instrument :
BNA_M
ClientSampleId :
C0B94



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112017\
  Data File : BM013066.D                                          
  Acq On    : 21 Nov 2017  04:44
  Operator  : SJ/JU
  Sample    : I6514-11
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  3  Octadecanoic acid               Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.29    8.36 ng/ul     1786500   Chrysene-d12               21.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Octadecanoic acid                   284 C18H36O2       000057-11-4 98
 3 Octadecanoic acid                   284 C18H36O2       000057-11-4 98
 4 Octadecanoic acid                   284 C18H36O2       000057-11-4 95
 5 Octadecanoic acid                   284 C18H36O2       000057-11-4 93
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5000

m/z-->

Abundance Scan 2755 (19.292 min): BM013066.D (-2750) (-)
73.043.0
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Abundance #131262: Octadecanoic acid
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241.0185.097.0

157.0 213.0
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m/z-->

Abundance #131259: Octadecanoic acid
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284.097.0 185.0 241.0
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m/z-->

Abundance #131258: Octadecanoic acid
43.0 73.0

129.0

97.0 284.0185.0 241.0
157.0 213.015.0

19.00 19.20 19.40 19.60

m/z  72.95  100.00%

19.00 19.20 19.40 19.60

m/z  43.05   93.44%

19.00 19.20 19.40 19.60

m/z  41.10   81.14%

19.00 19.20 19.40 19.60

m/z  59.95   80.16%

19.00 19.20 19.40 19.60

m/z  55.10   80.08%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112017\
  Data File : BM013066.D                                          
  Acq On    : 21 Nov 2017  04:44
  Operator  : SJ/JU
  Sample    : I6514-11
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  4  Pentafluoropropionic acid, ...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.01    3.22 ng/ul      688248   Chrysene-d12               21.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 94
 2 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 94
 3 E-15-Heptadecenal                   252 C17H32O        1000130-97-9 93
 4 Octacosanol                         410 C28H58O        000557-61-9 89
 5 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 87
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Abundance Scan 3047 (21.009 min): BM013066.D (-3043) (-)
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Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
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Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
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Abundance #104157: E-15-Heptadecenal
43.0

83.0

125.0
252.0168.0 210.0

20.60 20.80 21.00 21.20 21.40

m/z  55.10  100.00%

20.60 20.80 21.00 21.20 21.40

m/z  43.05   95.08%

20.60 20.80 21.00 21.20 21.40

m/z  57.10   94.59%

20.60 20.80 21.00 21.20 21.40

m/z  69.05   87.85%

20.60 20.80 21.00 21.20 21.40

m/z  83.05   87.17%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112017\
  Data File : BM013066.D                                          
  Acq On    : 21 Nov 2017  04:44
  Operator  : SJ/JU
  Sample    : I6514-11
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617.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|
----------------------------------------------------------------------------
unknown-01            15.85     2.9 ng/ul   532649  4  17.10 3740390  20.0
n-Hexadecanoic acid   18.01     8.1 ng/ul  1517250  4  17.10 3740390  20.0
Octadecanoic acid     19.29     8.4 ng/ul  1786500  5  21.29 4272950  20.0
Pentafluoropropio...  21.01     3.2 ng/ul   688248  5  21.29 4272950  20.0
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