
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012263.D                                          
  Acq On    : 17 Oct 2017  23:59
  Operator  : SJ/JU
  Sample    : I5664-15
  Misc      :  
  ALS Vial  : 15   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-BM101217.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   6.957   652  658  678 rBV2  705258   1598479  27.14%   2.415%
  2   7.116   679  685  698 rVB   556413    920426  15.63%   1.391%
  3   7.316   712  719  734 rBV   824102   1382474  23.47%   2.089%
  4   7.787   793  799  809 rBV   695316   1220131  20.72%   1.844%
  5   8.504   914  921  940 rBV   949594   1815808  30.83%   2.744%
 
  6   8.957   990  998 1015 rBV   871590   1547564  26.27%   2.338%
  7   9.681  1114 1121 1133 rBV   573344   1081830  18.37%   1.635%
  8  10.222  1206 1213 1231 rBV   805257   1629759  27.67%   2.463%
  9  10.586  1268 1275 1282 rBV   904575   1528618  25.95%   2.310%
 10  10.733  1293 1300 1316 rBV   679385   1384054  23.50%   2.091%
 
 11  11.910  1493 1500 1516 rBV   165216    308727   5.24%   0.467%
 12  13.851  1823 1830 1834 rBV  1888291   2702284  45.88%   4.083%
 13  13.898  1834 1838 1849 rVB  1204194   1674909  28.44%   2.531%
 14  14.133  1872 1878 1890 rVB  2170115   3158518  53.63%   4.773%
 15  14.310  1901 1908 1918 rBV2   38448     94911   1.61%   0.143%
 
 16  14.439  1923 1930 1943 rVB2 1546919   2366440  40.18%   3.576%
 17  14.674  1963 1970 1992 rBV   353838    920324  15.63%   1.391%
 18  15.192  2054 2058 2061 rBV    42420     61493   1.04%   0.093%
 19  15.433  2093 2099 2114 rBV  3435628   4893507  83.08%   7.394%
 20  15.580  2118 2124 2136 rBV   753376   1244877  21.14%   1.881%
 
 21  15.674  2136 2140 2146 rVB3   45252     72285   1.23%   0.109%
 22  15.798  2155 2161 2174 rVB  1688586   2289462  38.87%   3.460%
 23  16.321  2245 2250 2256 rBV    51073     69881   1.19%   0.106%
 24  17.192  2391 2398 2403 rBV2 2636188   3838339  65.17%   5.800%
 25  17.286  2408 2414 2431 rVB2 3945517   5870938  99.68%   8.871%
 
 26  18.068  2542 2547 2557 rBV   707285    971048  16.49%   1.467%
 27  19.227  2736 2744 2751 rBV5   84027    230216   3.91%   0.348%
 28  19.345  2760 2764 2773 rBV   699636    992827  16.86%   1.500%
 29  19.586  2799 2805 2817 rBV  4347183   5890006 100.00%   8.900%
 30  20.497  2955 2960 2964 rBV   930698   1045657  17.75%   1.580%
 
 31  21.056  3052 3055 3060 rBV2  299894    355684   6.04%   0.537%
 32  21.262  3086 3090 3096 rVB   829954    917246  15.57%   1.386%
 33  21.374  3104 3109 3117 rBV  2851617   3780127  64.18%   5.712%
 34  22.915  3368 3371 3377 rVB   302934    412706   7.01%   0.624%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012263.D                                          
  Acq On    : 17 Oct 2017  23:59
  Operator  : SJ/JU
  Sample    : I5664-15
  Misc      :  
  ALS Vial  : 15   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-BM101217.M
  Title     : SVOA CALIBRATION
 
 35  23.527  3467 3475 3488 rVB2 2355142   4927761  83.66%   7.446%
 
 36  23.668  3493 3499 3507 rVB  1501207   2979251  50.58%   4.502%
 
 
                        Sum of corrected areas:    66178567
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012263.D                                          
  Acq On    : 17 Oct 2017  23:59
  Operator  : SJ/JU
  Sample    : I5664-15
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.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\BM101717\
  Data File : BM012263.D                                          
  Acq On    : 17 Oct 2017  23:59
  Operator  : SJ/JU
  Sample    : I5664-15
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.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.
---------------------------------------------------------------------
 11.91    4.04 ng/ul      308727   Naphthalene-d8             10.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Hydroxy-iso-butyrophenone         164 C10H12O2       007473-98-5 45
 2 Ethanone, 2-amino-1-phenyl-         135 C8H9NO         000613-89-8 38
 3 2-Butanol, 1-methoxy-               104 C5H12O2        053778-73-7 9 
 4 2-Propanol, 1-methoxy-2-methyl-     104 C5H12O2        003587-64-2 9 
 5 Propanoic acid, 2-methoxy-, meth... 118 C5H10O3        017639-76-8 9 

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1500 (11.910 min): BM012263.D (-1493) (-)
59.1

77.0
105.0

43.0
207.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0

77.0 105.043.0
121.0 149.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #15522: Ethanone, 2-amino-1-phenyl-
30.0

77.0
105.0

51.0

135.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #4770: 2-Butanol, 1-methoxy-
59.0

31.0

75.0
15.0 104.0

11.60 11.80 12.00 12.20

m/z  59.10  100.00%

11.60 11.80 12.00 12.20

m/z  77.00   43.68%

11.60 11.80 12.00 12.20

m/z 105.00   36.62%

11.60 11.80 12.00 12.20

m/z  51.00   22.51%

11.60 11.80 12.00 12.20

m/z 106.00   18.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012263.D                                          
  Acq On    : 17 Oct 2017  23:59
  Operator  : SJ/JU
  Sample    : I5664-15
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  2  Benzophenone                    Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.80   19.35 ng/ul     2289460   Acenaphthene-d10           14.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzophenone                        182 C13H10O        000119-61-9 96
 2 Benzophenone                        182 C13H10O        000119-61-9 95
 3 Benzophenone                        182 C13H10O        000119-61-9 95
 4 Benzophenone                        182 C13H10O        000119-61-9 94
 5 Benzophenone                        182 C13H10O        000119-61-9 91

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2161 (15.798 min): BM012263.D (-2155) (-)
105.0

77.0
182.0

51.0

152.1126.1 208.1

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #47243: Benzophenone
105.0

77.0 182.0

51.0

152.027.0 126.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #47242: Benzophenone
105.077.0

51.0

182.0

27.0 152.0126.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #47246: Benzophenone
105.0

182.077.0

51.0
152.0126.0

15.40 15.60 15.80 16.00 16.20

m/z 105.00  100.00%

15.40 15.60 15.80 16.00 16.20

m/z  76.95   72.27%

15.40 15.60 15.80 16.00 16.20

m/z 182.00   61.11%

15.40 15.60 15.80 16.00 16.20

m/z  51.00   30.00%

15.40 15.60 15.80 16.00 16.20

m/z  50.00   10.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012263.D                                          
  Acq On    : 17 Oct 2017  23:59
  Operator  : SJ/JU
  Sample    : I5664-15
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  3  n-Hexadecanoic acid             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.07    5.06 ng/ul      971048   Phenanthrene-d10           17.19

 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 Tetradecanoic acid                  228 C14H28O2       000544-63-8 93
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 91
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90

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

5000

m/z-->

Abundance Scan 2547 (18.068 min): BM012263.D (-2542) (-)
73.043.0

129.1
213.2

97.0 185.1 256.2157.1
282.0

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

107.0

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

5000

m/z-->

Abundance #107548: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.097.0
157.0 185.0

236.0

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

5000

m/z-->

Abundance #84453: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

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   84.48%

17.80 18.00 18.20 18.40

m/z  60.00   80.77%

17.80 18.00 18.20 18.40

m/z  41.10   77.31%

17.80 18.00 18.20 18.40

m/z  55.10   70.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012263.D                                          
  Acq On    : 17 Oct 2017  23:59
  Operator  : SJ/JU
  Sample    : I5664-15
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  4  Octadecanoic acid               Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.34    5.25 ng/ul      992827   Chrysene-d12               21.37

 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 99
 3 Octadecanoic acid                   284 C18H36O2       000057-11-4 98
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 93
 5 Octadecanoic acid                   284 C18H36O2       000057-11-4 93

50 100 150 200 250 300

5000

m/z-->

Abundance Scan 2763 (19.339 min): BM012263.D (-2760) (-)
73.043.1

129.1

185.1 241.2
284.399.1 213.1157.0 341.1

50 100 150 200 250 300

5000

m/z-->

Abundance #131262: Octadecanoic acid
73.0

43.0
129.0 284.0

241.0185.0

99.0 157.0 213.0

50 100 150 200 250 300

5000

m/z-->

Abundance #131258: Octadecanoic acid
43.0 73.0

129.0

284.0185.0 241.0
99.0 157.0 213.015.0

50 100 150 200 250 300

5000

m/z-->

Abundance #131259: Octadecanoic acid
43.0

73.0

129.0
284.0

185.0 241.099.0 157.0 213.015.0

19.00 19.20 19.40 19.60

m/z  73.00  100.00%

19.00 19.20 19.40 19.60

m/z  43.10   95.55%

19.00 19.20 19.40 19.60

m/z  41.05   79.74%

19.00 19.20 19.40 19.60

m/z  59.95   76.98%

19.00 19.20 19.40 19.60

m/z  55.10   75.02%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012263.D                                          
  Acq On    : 17 Oct 2017  23:59
  Operator  : SJ/JU
  Sample    : I5664-15
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  5  (DEL) Alkane: Straight-Chai...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.91    2.77 ng/ul      412706   Perylene-d12               23.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 95
 2 Hexadecane                          226 C16H34         000544-76-3 95
 3 Heneicosane                         296 C21H44         000629-94-7 90
 4 Hexacosane                          366 C26H54         000630-01-3 90
 5 1-Iodo-2-methylundecane             296 C12H25I        073105-67-6 90

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 3370 (22.909 min): BM012263.D (-3368) (-)
57.1

207.099.1
266.1141.1 351.3308.2 417.1 536.1461.1

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #129490: Eicosane
57.0

99.0
141.0 282.0183.0225.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #83023: Hexadecane
57.0

99.0
141.0 226.0183.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.0183.0 296.0225.015.0

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   75.01%

22.60 22.80 23.00 23.20

m/z  43.10   65.85%

22.60 22.80 23.00 23.20

m/z  85.10   54.66%

22.60 22.80 23.00 23.20

m/z  55.05   27.33%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012263.D                                          
  Acq On    : 17 Oct 2017  23:59
  Operator  : SJ/JU
  Sample    : I5664-15
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.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            11.91     4.0 ng/ul   308727  2  10.59 1528620  20.0
Benzophenone          15.80    19.4 ng/ul  2289460  3  14.44 2366440  20.0
n-Hexadecanoic acid   18.07     5.1 ng/ul   971048  4  17.19 3838340  20.0
Octadecanoic acid     19.34     5.3 ng/ul   992827  5  21.37 3780130  20.0
(DEL) Alkane: Str...  22.91     2.8 ng/ul   412706  6  23.67 2979250  20.0
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