
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\Data\BM101617\
  Data File : BM012241.D                                          
  Acq On    : 17 Oct 2017  06:33
  Operator  : SJ/JU
  Sample    : I5697-08
  Misc      :  
  ALS Vial  : 26   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   3.210    18   21   28 rVB    40569     57341   1.19%   0.094%
  2   6.969   654  660  680 rBV2 1116026   2314615  47.96%   3.796%
  3   7.128   681  687  699 rVB   926286   1475584  30.57%   2.420%
  4   7.328   714  721  738 rVB  1291260   2156590  44.68%   3.537%
  5   7.792   793  800  808 rBV   674205   1145637  23.74%   1.879%
 
  6   8.510   915  922  939 rBV  1104727   1982093  41.07%   3.251%
  7   8.963   992  999 1016 rBV   853207   1504402  31.17%   2.467%
  8   9.686  1115 1122 1141 rVB   778439   1402196  29.05%   2.300%
  9  10.228  1207 1214 1234 rBV  1171924   2221342  46.02%   3.643%
 10  10.598  1269 1277 1290 rVB   998497   1664544  34.49%   2.730%
 
 11  10.745  1294 1302 1321 rBV  1015363   1963370  40.68%   3.220%
 12  11.922  1495 1502 1514 rBV   109729    213818   4.43%   0.351%
 13  13.857  1825 1831 1836 rBV  2338080   3314831  68.68%   5.437%
 14  13.904  1836 1839 1852 rVB   812294   1099411  22.78%   1.803%
 15  14.145  1873 1880 1896 rVB  2701790   3969232  82.24%   6.510%
 
 16  14.369  1914 1918 1923 rBV2   44822     68996   1.43%   0.113%
 17  14.451  1923 1932 1949 rVB2 1481629   2384486  49.40%   3.911%
 18  14.680  1965 1971 1998 rBV   441231   1107013  22.94%   1.816%
 19  15.198  2054 2059 2069 rBV   121162    171835   3.56%   0.282%
 20  15.445  2094 2101 2113 rBV  3377794   4795328  99.35%   7.865%
 
 21  15.592  2121 2126 2137 rBV   358052    570037  11.81%   0.935%
 22  15.686  2137 2142 2148 rVB    44154     66549   1.38%   0.109%
 23  15.810  2157 2163 2172 rVB   662372    933857  19.35%   1.532%
 24  16.157  2216 2222 2229 rBV   160638    246787   5.11%   0.405%
 25  17.198  2393 2399 2410 rBV2 1760526   2524739  52.31%   4.141%
 
 26  17.298  2410 2416 2431 rBV  3344539   4826624 100.00%   7.916%
 27  18.074  2543 2548 2559 rBV   498071    762069  15.79%   1.250%
 28  19.233  2739 2745 2753 rBV3   62942    153193   3.17%   0.251%
 29  19.356  2761 2766 2777 rBV   354213    621224  12.87%   1.019%
 30  19.598  2801 2807 2815 rBV  3310536   4817201  99.80%   7.901%
 
 31  21.068  3053 3057 3062 rBV   371253    483596  10.02%   0.793%
 32  21.380  3106 3110 3118 rBV  1687995   2207080  45.73%   3.620%
 33  22.415  3283 3286 3292 rVB   652808    885526  18.35%   1.452%
 34  23.539  3471 3477 3486 rVB2 2304794   4405732  91.28%   7.226%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\Data\BM101617\
  Data File : BM012241.D                                          
  Acq On    : 17 Oct 2017  06:33
  Operator  : SJ/JU
  Sample    : I5697-08
  Misc      :  
  ALS Vial  : 26   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  23.686  3497 3502 3515 rVB  1197497   2454428  50.85%   4.026%
 
 
 
                        Sum of corrected areas:    60971306
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_M\Data\BM101617\
  Data File : BM012241.D                                          
  Acq On    : 17 Oct 2017  06:33
  Operator  : SJ/JU
  Sample    : I5697-08
  Misc      :  
  ALS Vial  : 26   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\BM101617\
  Data File : BM012241.D                                          
  Acq On    : 17 Oct 2017  06:33
  Operator  : SJ/JU
  Sample    : I5697-08
  Misc      :  
  ALS Vial  : 26   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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.92    2.57 ng/ul      213818   Naphthalene-d8             10.60

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Hydroxy-iso-butyrophenone         164 C10H12O2       007473-98-5 43
 2 Propanoic acid, 2-hydroxy-2-meth... 118 C5H10O3        002110-78-3 9 
 3 1-(1-Methoxypropan-2-yloxy)propa... 244 C9H15F3O4      1000367-08-7 9 
 4 1-Propanol, 2-methoxy-               90 C4H10O2        001589-47-5 9 
 5 2-Hexanol, methyl ether             116 C7H16O         1000333-92-0 9 

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance Scan 1502 (11.922 min): BM012241.D (-1495) (-)
59

77 105

43

11991

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #33322: 2-Hydroxy-iso-butyrophenone
59

77 1054331
12191 149

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #8740: Propanoic acid, 2-hydroxy-2-methyl-, methyl ester
59

43
31

10375 86 118

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #97738: 1-(1-Methoxypropan-2-yloxy)propan-2-yl 2,2,2-trifl...
59

41 7329 15599 13015 14150 11383 171

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   46.32%

11.60 11.80 12.00 12.20

m/z 105.00   40.81%

11.60 11.80 12.00 12.20

m/z  51.00   23.96%

11.60 11.80 12.00 12.20

m/z 106.00   21.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\Data\BM101617\
  Data File : BM012241.D                                          
  Acq On    : 17 Oct 2017  06:33
  Operator  : SJ/JU
  Sample    : I5697-08
  Misc      :  
  ALS Vial  : 26   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  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.81    7.83 ng/ul      933857   Acenaphthene-d10           14.45

 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 95
 5 Benzophenone                        182 C13H10O        000119-61-9 91
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5000

m/z-->

Abundance Scan 2163 (15.810 min): BM012241.D (-2157) (-)
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5000
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Abundance #47243: Benzophenone
105

77 182

51

15227 126
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5000
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Abundance #47242: Benzophenone
10577
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27 1521269112 166
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5000

m/z-->

Abundance #47241: Benzophenone
105

77

182
51

15227 12691

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 182.10   70.21%

15.40 15.60 15.80 16.00 16.20

m/z  76.95   69.42%

15.40 15.60 15.80 16.00 16.20

m/z  51.00   26.57%

15.40 15.60 15.80 16.00 16.20

m/z 181.10   10.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\Data\BM101617\
  Data File : BM012241.D                                          
  Acq On    : 17 Oct 2017  06:33
  Operator  : SJ/JU
  Sample    : I5697-08
  Misc      :  
  ALS Vial  : 26   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    6.04 ng/ul      762069   Phenanthrene-d10           17.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 93
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 90
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 78
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5000

m/z-->

Abundance Scan 2547 (18.068 min): BM012241.D (-2543) (-)
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5000
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Abundance #107549: n-Hexadecanoic acid
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Abundance #107548: n-Hexadecanoic acid
43 73
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21397
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5000
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Abundance #84452: Tetradecanoic acid
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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   78.35%

17.80 18.00 18.20 18.40

m/z  60.00   75.64%

17.80 18.00 18.20 18.40

m/z  41.05   72.48%

17.80 18.00 18.20 18.40

m/z  55.10   69.85%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\Data\BM101617\
  Data File : BM012241.D                                          
  Acq On    : 17 Oct 2017  06:33
  Operator  : SJ/JU
  Sample    : I5697-08
  Misc      :  
  ALS Vial  : 26   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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.36    5.63 ng/ul      621224   Chrysene-d12               21.38

 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 94
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 93
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 83
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5000

m/z-->

Abundance Scan 2767 (19.362 min): BM012241.D (-2761) (-)
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m/z-->

Abundance #131258: Octadecanoic acid
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50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #131262: Octadecanoic acid
73

43
129 284

24118597

157 213
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5000

m/z-->

Abundance #131261: Octadecanoic acid
7343

129

97
185 241 284

207157

19.00 19.20 19.40 19.60

m/z  73.00  100.00%

19.00 19.20 19.40 19.60

m/z  43.05   96.63%

19.00 19.20 19.40 19.60

m/z  57.10   80.42%

19.00 19.20 19.40 19.60

m/z  55.05   79.39%

19.00 19.20 19.40 19.60

m/z  60.00   77.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\Data\BM101617\
  Data File : BM012241.D                                          
  Acq On    : 17 Oct 2017  06:33
  Operator  : SJ/JU
  Sample    : I5697-08
  Misc      :  
  ALS Vial  : 26   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: Cyclic21.07       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.07    4.38 ng/ul      483596   Chrysene-d12               21.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Nonadecene                        266 C19H38         018435-45-5 99
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 3 9-Tricosene, (Z)-                   322 C23H46         027519-02-4 94
 4 n-Nonadecanol-1                     284 C19H40O        001454-84-8 94
 5 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 94
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m/z-->

Abundance Scan 3057 (21.068 min): BM012241.D (-3053) (-)
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Abundance #115906: 1-Nonadecene
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Abundance #155046: 1-Heneicosanol
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Abundance #163019: 9-Tricosene, (Z)-
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111
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20.80 21.00 21.20 21.40

m/z  83.10  100.00%

20.80 21.00 21.20 21.40

m/z  57.10   99.33%

20.80 21.00 21.20 21.40

m/z  43.10   97.47%

20.80 21.00 21.20 21.40

m/z  55.10   94.48%

20.80 21.00 21.20 21.40

m/z  69.10   94.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\Data\BM101617\
  Data File : BM012241.D                                          
  Acq On    : 17 Oct 2017  06:33
  Operator  : SJ/JU
  Sample    : I5697-08
  Misc      :  
  ALS Vial  : 26   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  6  9-Octadecenamide, (Z)-          Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.42    8.02 ng/ul      885526   Chrysene-d12               21.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 90
 2 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 86
 3 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 86
 4 Octadecanamide                      283 C18H37NO       000124-26-5 53
 5 Dodecanamide                        199 C12H25NO       001120-16-7 46
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5000

m/z-->

Abundance Scan 3287 (22.421 min): BM012241.D (-3283) (-)
59
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Abundance #128445: 9-Octadecenamide, (Z)-
59

29 86 126154 281184 238
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5000

m/z-->

Abundance #128447: 9-Octadecenamide, (Z)-
59

12698
281154 238184
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5000

m/z-->

Abundance #128446: 9-Octadecenamide, (Z)-
59

12698
281154 238184

22.20 22.40 22.60 22.80

m/z  59.05  100.00%

22.20 22.40 22.60 22.80

m/z  72.00   77.37%

22.20 22.40 22.60 22.80

m/z  55.10   54.88%

22.20 22.40 22.60 22.80

m/z  41.10   38.65%

22.20 22.40 22.60 22.80

m/z  43.10   33.06%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_M\Data\BM101617\
  Data File : BM012241.D                                          
  Acq On    : 17 Oct 2017  06:33
  Operator  : SJ/JU
  Sample    : I5697-08
  Misc      :  
  ALS Vial  : 26   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            11.92     2.6 ng/ul   213818  2  10.60 1664540  20.0
Benzophenone          15.81     7.8 ng/ul   933857  3  14.45 2384490  20.0
n-Hexadecanoic acid   18.07     6.0 ng/ul   762069  4  17.20 2524740  20.0
Octadecanoic acid     19.36     5.6 ng/ul   621224  5  21.38 2207080  20.0
(DEL) Alkane: Cyc...  21.07     4.4 ng/ul   483596  5  21.38 2207080  20.0
9-Octadecenamide,...  22.42     8.0 ng/ul   885526  5  21.38 2207080  20.0
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