
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\Data\BM032817\
  Data File : BM009422.D                                          
  Acq On    : 27 Mar 2017  20:59
  Operator  : SJ/MA
  Sample    : I2372-08
  Misc      :  
  ALS Vial  : 8   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-BM032317MA.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   3.328    37   41   45 rBV    45054     51786   1.68%   0.153%
  2   4.575   248  253  259 rBV2   69156    104175   3.39%   0.309%
  3   4.981   318  322  330 rBV2   16196     32684   1.06%   0.097%
  4   6.887   641  646  654 rBV4   16606     37460   1.22%   0.111%
  5   7.010   662  667  677 rVB3  133204    269822   8.77%   0.800%
 
  6   7.181   689  696  709 rVB   429715    672182  21.84%   1.992%
  7   7.381   722  730  739 rBV   472902    731774  23.78%   2.169%
  8   7.851   803  810  816 rBV   634499    992718  32.26%   2.943%
  9   8.545   922  928  938 rBV2  341043    548275  17.82%   1.625%
 10   9.016   999 1008 1017 rBV   541806    886368  28.80%   2.627%
 
 11   9.375  1063 1069 1074 rBV    34423     48695   1.58%   0.144%
 12   9.733  1124 1130 1139 rBV   428394    691784  22.48%   2.051%
 13  10.263  1214 1220 1231 rBV   591556    986041  32.04%   2.923%
 14  10.651  1278 1286 1295 rVB   743894   1272155  41.34%   3.771%
 15  13.898  1832 1838 1843 rBV  1044281   1435806  46.66%   4.256%
 
 16  13.945  1843 1846 1852 rVB   152277    206739   6.72%   0.613%
 17  14.186  1880 1887 1895 rBV  1114674   1643569  53.41%   4.872%
 18  14.368  1913 1918 1922 rBV2   77096    102808   3.34%   0.305%
 19  14.492  1933 1939 1949 rVB2  989961   1574651  51.17%   4.667%
 20  14.692  1968 1973 1985 rBV5   66360    140563   4.57%   0.417%
 
 21  14.986  2018 2023 2029 rVB4   22603     39183   1.27%   0.116%
 22  15.274  2069 2072 2076 rBV3   23197     33362   1.08%   0.099%
 23  15.321  2076 2080 2085 rVB2  143862    179866   5.85%   0.533%
 24  15.486  2102 2108 2116 rVB  1570694   2180141  70.85%   6.462%
 25  15.610  2123 2129 2138 rVB   467599    675483  21.95%   2.002%
 
 26  15.727  2143 2149 2153 rVB3   57893    103534   3.36%   0.307%
 27  15.880  2171 2175 2182 rBV7   19807     33077   1.07%   0.098%
 28  16.186  2222 2227 2234 rBV   144316    237204   7.71%   0.703%
 29  16.974  2357 2361 2366 rBV    69339     81772   2.66%   0.242%
 30  17.033  2366 2371 2375 rVB4   21821     35272   1.15%   0.105%
 
 31  17.245  2400 2407 2415 rBV  1321761   1888800  61.38%   5.599%
 32  17.339  2417 2423 2432 rBV  1672332   2421334  78.69%   7.177%
 33  18.115  2550 2555 2564 rBV   436912    629116  20.44%   1.865%
 34  19.250  2744 2748 2750 rBV3   73607    107548   3.50%   0.319%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\Data\BM032817\
  Data File : BM009422.D                                          
  Acq On    : 27 Mar 2017  20:59
  Operator  : SJ/MA
  Sample    : I2372-08
  Misc      :  
  ALS Vial  : 8   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-BM032317MA.M
  Title     : SVOA CALIBRATION
 
 35  19.268  2750 2751 2759 rVB7   57969     86162   2.80%   0.255%
 
 36  19.392  2768 2772 2779 rBV   380264    536524  17.44%   1.590%
 37  19.633  2807 2813 2823 rBV  2254816   3006088  97.69%   8.910%
 38  20.644  2982 2985 2988 rVB3   39238     41085   1.34%   0.122%
 39  20.686  2988 2992 2996 rBV5   35224     42866   1.39%   0.127%
 40  21.109  3059 3064 3071 rBV   476766    636902  20.70%   1.888%
 
 41  21.315  3095 3099 3103 rBV2  104883    126315   4.10%   0.374%
 42  21.415  3111 3116 3123 rBV  1962948   2556869  83.09%   7.579%
 43  22.603  3315 3318 3323 rVB3  102091    143627   4.67%   0.426%
 44  23.591  3479 3486 3501 rVB2 1560675   3077147 100.00%   9.121%
 45  23.744  3505 3512 3520 rVB  1235990   2407693  78.24%   7.137%
 
 
 
                        Sum of corrected areas:    33737025
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_M\Data\BM032817\
  Data File : BM009422.D                                          
  Acq On    : 27 Mar 2017  20:59
  Operator  : SJ/MA
  Sample    : I2372-08
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032317MA.M
  Quant Title  : SVOA CALIBRATION

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

  Data Path : Z:\HPCHEM1\BNA_M\Data\BM032817\
  Data File : BM009422.D                                          
  Acq On    : 27 Mar 2017  20:59
  Operator  : SJ/MA
  Sample    : I2372-08
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032317MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  2  (DEL) Alkane: Straight-Chai...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.32    2.28 ng/ul      179866   Acenaphthene-d10           14.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decane, 3,8-dimethyl-               170 C12H26         017312-55-9 78
 2 Decane, 2,3,5-trimethyl-            184 C13H28         062238-11-3 78
 3 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 72
 4 Hexadecane                          226 C16H34         000544-76-3 72
 5 Hexadecane                          226 C16H34         000544-76-3 72

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance Scan 2080 (15.321 min): BM009422.D (-2076) (-)
57

41
85

113 149 221

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #36190: Decane, 3,8-dimethyl-
57

85

41
113 141

170

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #45605: Decane, 2,3,5-trimethyl-
57

85
41

141
11326 169

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #122578: Tridecane, 1-iodo-
57

85
41

183113 15512826 310

15.00 15.20 15.40 15.60

m/z  57.10  100.00%

15.00 15.20 15.40 15.60

m/z  43.10   68.44%

15.00 15.20 15.40 15.60

m/z  71.10   52.27%

15.00 15.20 15.40 15.60

m/z  41.10   44.93%

15.00 15.20 15.40 15.60

m/z  85.10   32.97%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\Data\BM032817\
  Data File : BM009422.D                                          
  Acq On    : 27 Mar 2017  20:59
  Operator  : SJ/MA
  Sample    : I2372-08
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032317MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  3  (DEL) Alkane: Straight-Chai...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.19    2.51 ng/ul      237204   Phenanthrene-d10           17.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 90
 2 Hexadecane                          226 C16H34         000544-76-3 86
 3 Hexadecane                          226 C16H34         000544-76-3 80
 4 Dodecane, 3-methyl-                 184 C13H28         017312-57-1 78
 5 Tridecane                           184 C13H28         000629-50-5 78
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5000

m/z-->

Abundance Scan 2228 (16.192 min): BM009422.D (-2222) (-)
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m/z-->

Abundance #107652: Eicosane
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99 113127141155169 282
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5000

m/z-->

Abundance #73965: Hexadecane
5743
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5000

m/z-->

Abundance #73964: Hexadecane
5743

71

85
29

99 113127141155 226169183

15.80 16.00 16.20 16.40 16.60

m/z  57.10  100.00%

15.80 16.00 16.20 16.40 16.60

m/z  43.10   75.08%

15.80 16.00 16.20 16.40 16.60

m/z  71.10   63.95%

15.80 16.00 16.20 16.40 16.60

m/z  41.10   45.00%

15.80 16.00 16.20 16.40 16.60

m/z  85.15   36.13%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\Data\BM032817\
  Data File : BM009422.D                                          
  Acq On    : 27 Mar 2017  20:59
  Operator  : SJ/MA
  Sample    : I2372-08
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032317MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.12    6.66 ng/ul      629116   Phenanthrene-d10           17.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 96
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 95
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 89
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 80
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 68

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2556 (18.121 min): BM009422.D (-2550) (-)
7343

129
21397 171 256

194153 282 355

50 100 150 200 250 300 350

5000

m/z-->

Abundance #92227: n-Hexadecanoic acid
43

60

83 129 256213101 171 239194152

50 100 150 200 250 300 350

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43 73

256
129
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157 185

23926
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5000

m/z-->

Abundance #65565: Tridecanoic acid
73

43

129

171
21497

15226 197

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   89.41%

17.80 18.00 18.20 18.40

m/z  60.00   80.98%

17.80 18.00 18.20 18.40

m/z  55.05   75.76%

17.80 18.00 18.20 18.40

m/z  41.10   75.50%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\Data\BM032817\
  Data File : BM009422.D                                          
  Acq On    : 27 Mar 2017  20:59
  Operator  : SJ/MA
  Sample    : I2372-08
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032317MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  5  Octadecanoic acid               Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.39    4.20 ng/ul      536524   Chrysene-d12               21.42

 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 93
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 4 Octadecanoic acid                   284 C18H36O2       000057-11-4 90
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 89

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

5000

m/z-->

Abundance Scan 2772 (19.392 min): BM009422.D (-2768) (-)
43 7357

129
87 241185111 284199 255157 213

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

5000

m/z-->

Abundance #108843: Octadecanoic acid
43 73

129

97 28418529 241115
199 22759 157 25515

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

5000

m/z-->

Abundance #108842: Octadecanoic acid
43

28473

29 12998
185 241115 19959 227157 25515 270

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

5000

m/z-->

Abundance #83686: Pentadecanoic acid
7343

129
29 87 242199

185115 157
21359

19.00 19.20 19.40 19.60 19.80

m/z  43.05  100.00%

19.00 19.20 19.40 19.60 19.80

m/z  73.05   96.83%

19.00 19.20 19.40 19.60 19.80

m/z  57.10   85.90%

19.00 19.20 19.40 19.60 19.80

m/z  55.10   83.70%

19.00 19.20 19.40 19.60 19.80

m/z  60.10   82.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\Data\BM032817\
  Data File : BM009422.D                                          
  Acq On    : 27 Mar 2017  20:59
  Operator  : SJ/MA
  Sample    : I2372-08
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032317MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  6  Acetic acid, trifluoro-, te...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.11    4.98 ng/ul      636902   Chrysene-d12               21.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetic acid, trifluoro-, tetrade... 310 C16H29F3O2     006222-02-2 91
 2 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 91
 3 17-Pentatriacontene                 491 C35H70         006971-40-0 87
 4 9-Eicosene, (E)-                    280 C20H40         074685-29-3 87
 5 Cyclotetracosane                    336 C24H48         000297-03-0 70
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5000

m/z-->

Abundance Scan 3064 (21.109 min): BM009422.D (-3059) (-)
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5000

m/z-->

Abundance #122754: Acetic acid, trifluoro-, tetradecyl ester
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125 196168
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5000

m/z-->

Abundance #154046: Bromoacetic acid, octadecyl ester
43

69

97

121

250153 224181 297
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5000

m/z-->

Abundance #168066: 17-Pentatriacontene
43
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111
139 167 196 224 267 490462292 321

20.80 21.00 21.20 21.40

m/z  43.10  100.00%

20.80 21.00 21.20 21.40

m/z  55.10   91.14%

20.80 21.00 21.20 21.40

m/z  83.05   88.31%

20.80 21.00 21.20 21.40

m/z  57.05   86.47%

20.80 21.00 21.20 21.40

m/z  69.10   83.36%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_M\Data\BM032817\
  Data File : BM009422.D                                          
  Acq On    : 27 Mar 2017  20:59
  Operator  : SJ/MA
  Sample    : I2372-08
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032317MA.M
  Quant Title  : SVOA 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|
----------------------------------------------------------------------------
(DEL) Alkane: Str...  15.32     2.3 ng/ul   179866  3  14.49 1574650  20.0
(DEL) Alkane: Str...  16.19     2.5 ng/ul   237204  4  17.24 1888800  20.0
n-Hexadecanoic acid   18.12     6.7 ng/ul   629116  4  17.24 1888800  20.0
Octadecanoic acid     19.39     4.2 ng/ul   536524  5  21.42 2556870  20.0
Acetic acid, trif...  21.11     5.0 ng/ul   636902  5  21.42 2556870  20.0
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