
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040919\
  Data File : BM019852.D                                          
  Acq On    : 10 Apr 2019  05:46
  Operator  : JU/SJ
  Sample    : K2255-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 0.1 % 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA.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   3.116    19   22   30 rVB    29455     47804   2.54%   0.217%
  2   3.622   103  108  114 rVB    38827     57669   3.06%   0.262%
  3   4.063   181  183  188 rVB5    2456      2405   0.13%   0.011%
  4   4.357   231  233  241 rVB5    4213      6231   0.33%   0.028%
  5   4.705   289  292  297 rVB2    6265     10299   0.55%   0.047%
 
  6   5.281   388  390  394 rVB5    2448      3505   0.19%   0.016%
  7   6.016   511  515  517 rBV4    1521      2238   0.12%   0.010%
  8   6.351   569  572  574 rBV2    1564      2142   0.11%   0.010%
  9   6.563   606  608  615 rBV5    1752      2724   0.14%   0.012%
 10   6.751   634  640  658 rBV   155295    344908  18.31%   1.568%
 
 11   6.910   662  667  684 rVB   139265    267742  14.21%   1.217%
 12   7.093   692  698  715 rBV   227043    389176  20.66%   1.769%
 13   7.398   746  750  754 rBV5    1527      2100   0.11%   0.010%
 14   7.510   764  769  770 rBV3    1809      2467   0.13%   0.011%
 15   7.551   770  776  785 rBV   435100    701370  37.23%   3.189%
 
 16   8.281   894  900  917 rBV   153677    335021  17.79%   1.523%
 17   8.728   970  976  989 rBV   171260    332401  17.65%   1.511%
 18   8.875  1000 1001 1005 rVB3    2398      2469   0.13%   0.011%
 19   8.934  1009 1011 1014 rVB     3318      3433   0.18%   0.016%
 20   8.957  1014 1015 1017 rBV     2790      2071   0.11%   0.009%
 
 21   9.040  1023 1029 1033 rBV    11457     16600   0.88%   0.075%
 22   9.439  1091 1097 1112 rBV   147403    289446  15.37%   1.316%
 23   9.710  1137 1143 1153 rBV5   12558     38225   2.03%   0.174%
 24   9.981  1180 1189 1208 rBV   165193    406610  21.59%   1.849%
 25  10.334  1241 1249 1262 rBV   553073    960995  51.02%   4.369%
 
 26  10.516  1272 1280 1297 rBV    82792    241162  12.80%   1.096%
 27  10.934  1348 1351 1354 rBV     2383      2948   0.16%   0.013%
 28  11.892  1509 1514 1522 rBV2   17112     32571   1.73%   0.148%
 29  12.504  1611 1618 1628 rBV4   13761     35187   1.87%   0.160%
 30  13.010  1700 1704 1709 rVB2    3096      4981   0.26%   0.023%
 
 31  13.092  1715 1718 1723 rBV3    2191      2829   0.15%   0.013%
 32  13.169  1727 1731 1732 rBV2    2411      1968   0.10%   0.009%
 33  13.275  1747 1749 1753 rBV2    1190      2094   0.11%   0.010%
 34  13.639  1805 1811 1816 rBV   435193    646624  34.33%   2.940%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040919\
  Data File : BM019852.D                                          
  Acq On    : 10 Apr 2019  05:46
  Operator  : JU/SJ
  Sample    : K2255-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 0.1 % 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA.M
  Title     : SVOA CALIBRATION
 
 35  13.686  1816 1819 1830 rVB   132352    189321  10.05%   0.861%
 
 36  13.863  1845 1849 1850 rBV     2068      2425   0.13%   0.011%
 37  13.910  1850 1857 1870 rVV   494881    758016  40.24%   3.446%
 38  14.092  1884 1888 1892 rVB4    2921      4698   0.25%   0.021%
 39  14.139  1892 1896 1903 rBV6    4473     12505   0.66%   0.057%
 40  14.216  1903 1909 1922 rVB2  772056   1157437  61.45%   5.262%
 
 41  14.516  1954 1960 1978 rBV2   51861    189020  10.03%   0.859%
 42  14.651  1978 1983 1999 rVB   146776    233358  12.39%   1.061%
 43  14.792  2005 2007 2008 rBV2    2241      2098   0.11%   0.010%
 44  15.057  2048 2052 2055 rBV2    4240      5937   0.32%   0.027%
 45  15.221  2073 2080 2089 rBV   649649    986137  52.35%   4.483%
 
 46  15.292  2089 2092 2095 rVB5    7280      9059   0.48%   0.041%
 47  15.386  2103 2108 2116 rBV   105919    184512   9.80%   0.839%
 48  15.610  2143 2146 2150 rBV4    3487      5009   0.27%   0.023%
 49  15.674  2155 2157 2159 rBV3    2416      2437   0.13%   0.011%
 50  15.792  2173 2177 2178 rBV4    2197      2956   0.16%   0.013%
 
 51  15.851  2183 2187 2188 rBV4    2656      2914   0.15%   0.013%
 52  15.921  2196 2199 2201 rBV3    3468      4051   0.22%   0.018%
 53  15.945  2201 2203 2207 rVB5    2892      3494   0.19%   0.016%
 54  15.992  2209 2211 2212 rBV2    3151      2235   0.12%   0.010%
 55  16.180  2239 2243 2247 rBV4    2460      3787   0.20%   0.017%
 
 56  16.245  2253 2254 2257 rBV4    2334      2202   0.12%   0.010%
 57  16.380  2272 2277 2281 rBV5   16671     26618   1.41%   0.121%
 58  16.474  2292 2293 2295 rBV2    2282      2118   0.11%   0.010%
 59  16.521  2300 2301 2303 rBV2    3711      3522   0.19%   0.016%
 60  16.715  2330 2334 2335 rBV3    5071      6294   0.33%   0.029%
 
 61  16.745  2337 2339 2341 rVV3    5237      5516   0.29%   0.025%
 62  16.980  2372 2379 2385 rBV   955406   1328937  70.55%   6.042%
 63  17.080  2390 2396 2404 rVV   699240   1000864  53.13%   4.550%
 64  17.262  2424 2427 2430 rVB3    9081     10761   0.57%   0.049%
 65  17.292  2430 2432 2433 rBV2    4161      2880   0.15%   0.013%
 
 66  17.315  2433 2436 2440 rBV5   12698     13581   0.72%   0.062%
 67  17.363  2442 2444 2447 rBV3    7314      7526   0.40%   0.034%
 68  17.662  2493 2495 2496 rBV2    4428      3363   0.18%   0.015%
 69  17.868  2525 2530 2541 rBV   188743    330823  17.56%   1.504%
 70  18.151  2576 2578 2583 rVB5    8410      6530   0.35%   0.030%
 
 71  18.557  2644 2647 2648 rBV2   13699     12220   0.65%   0.056%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040919\
  Data File : BM019852.D                                          
  Acq On    : 10 Apr 2019  05:46
  Operator  : JU/SJ
  Sample    : K2255-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 0.1 % 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA.M
  Title     : SVOA CALIBRATION
 
 72  18.586  2649 2652 2655 rVV3   28542     39965   2.12%   0.182%
 73  18.633  2657 2660 2664 rVB    44620     53159   2.82%   0.242%
 74  18.921  2707 2709 2710 rBV2   11080      7559   0.40%   0.034%
 75  19.021  2723 2726 2727 rBV3   17271     18404   0.98%   0.084%
 
 76  19.162  2746 2750 2761 rBV   153966    293881  15.60%   1.336%
 77  19.392  2783 2789 2793 rBV   838999   1232161  65.41%   5.602%
 78  19.627  2826 2829 2832 rBV    39399     56376   2.99%   0.256%
 79  19.721  2841 2845 2848 rBV   608544    661760  35.13%   3.008%
 80  19.762  2848 2852 2858 rVB  1143134   1212780  64.38%   5.514%
 
 81  20.703  3008 3012 3014 rBV   324365    342591  18.19%   1.557%
 82  20.739  3014 3018 3021 rVB   563167    605726  32.16%   2.754%
 83  20.892  3041 3044 3048 rVB   141868    158991   8.44%   0.723%
 84  21.192  3090 3095 3100 rBV  1461612   1759016  93.38%   7.997%
 85  21.603  3162 3165 3169 rVB   281713    298000  15.82%   1.355%
 
 86  23.256  3440 3446 3454 rVB   820628   1646944  87.43%   7.487%
 87  23.397  3465 3470 3479 rVB2 1016531   1883660 100.00%   8.563%
 
 
                        Sum of corrected areas:    21996549
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040919\
  Data File : BM019852.D                                          
  Acq On    : 10 Apr 2019  05:46
  Operator  : JU/SJ
  Sample    : K2255-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA.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:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040919\
  Data File : BM019852.D                                          
  Acq On    : 10 Apr 2019  05:46
  Operator  : JU/SJ
  Sample    : K2255-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  1  Dodecanoic acid                 Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.65    4.03 ng/ul      233358   Acenaphthene-d10           14.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecanoic acid                     200 C12H24O2       000143-07-7 90
 2 Dodecanoic acid                     200 C12H24O2       000143-07-7 90
 3 Undecanoic acid                     186 C11H22O2       000112-37-8 80
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 64
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 47

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1983 (14.651 min): BM019852.D (-1978) (-)
73

60

41
12985 157115

101 171143 200

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #56046: Dodecanoic acid
60 73

43

129
1578529 115101 143 171 200

18315

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #56043: Dodecanoic acid
7360

43

12929 85 200157
115101 143 171

183

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #46615: Undecanoic acid
60 73

43

12929 85 143
18611597 15718 169

14.40 14.60 14.80 15.00

m/z  73.00  100.00%

14.40 14.60 14.80 15.00

m/z  60.00   78.39%

14.40 14.60 14.80 15.00

m/z  41.05   44.53%

14.40 14.60 14.80 15.00

m/z  43.10   42.46%

14.40 14.60 14.80 15.00

m/z  55.00   42.24%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040919\
  Data File : BM019852.D                                          
  Acq On    : 10 Apr 2019  05:46
  Operator  : JU/SJ
  Sample    : K2255-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  2  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.87    4.98 ng/ul      330823   Phenanthrene-d10           16.98

 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 97
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 96
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 72
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 58

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

5000

m/z-->

Abundance Scan 2530 (17.868 min): BM019852.D (-2525) (-)
73
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5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43 7360
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85 21398 115 157 171 185 227143 199 239
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Abundance #92226: n-Hexadecanoic acid
43 7360

29
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5000

m/z-->

Abundance #92227: n-Hexadecanoic acid
43

60 73

129 25685 115 21398 171157 185143 199 227239

17.60 17.80 18.00 18.20

m/z  73.00  100.00%

17.60 17.80 18.00 18.20

m/z  60.00   69.49%

17.60 17.80 18.00 18.20

m/z  43.05   54.03%

17.60 17.80 18.00 18.20

m/z  41.05   53.93%

17.60 17.80 18.00 18.20

m/z  55.05   51.79%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040919\
  Data File : BM019852.D                                          
  Acq On    : 10 Apr 2019  05:46
  Operator  : JU/SJ
  Sample    : K2255-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  3  Octadecanoic acid               Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.16    3.34 ng/ul      293881   Chrysene-d12               21.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 95
 2 Octadecanoic acid                   284 C18H36O2       000057-11-4 93
 3 Octadecanoic acid                   284 C18H36O2       000057-11-4 93
 4 Octadecanoic acid                   284 C18H36O2       000057-11-4 91
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 64

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

5000

m/z-->

Abundance Scan 2750 (19.162 min): BM019852.D (-2746) (-)
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Abundance #108841: Octadecanoic acid
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Abundance #108839: Octadecanoic acid
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5000

m/z-->

Abundance #108843: Octadecanoic acid
43 73
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18.80 19.00 19.20 19.40

m/z  73.05  100.00%

18.80 19.00 19.20 19.40

m/z  60.00   67.97%

18.80 19.00 19.20 19.40

m/z  43.10   60.69%

18.80 19.00 19.20 19.40

m/z  57.10   60.46%

18.80 19.00 19.20 19.40

m/z  55.00   57.19%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040919\
  Data File : BM019852.D                                          
  Acq On    : 10 Apr 2019  05:46
  Operator  : JU/SJ
  Sample    : K2255-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  4  unknown-01                      Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.72    7.52 ng/ul      661760   Chrysene-d12               21.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Lauric anhydride                    382 C24H46O3       000645-66-9 35
 2 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H50O6       055429-67-9 32
 3 4-Nitrophenyl laurate               321 C18H27NO4      001956-11-2 25
 4 4-Hydroxy-3-nitrobenzoic acid       183 C7H5NO5        000616-82-0 22
 5 5-Hydroxy-2-nitrobenzoic acid       183 C7H5NO5        000610-37-7 22
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Abundance #166330: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
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Abundance #128440: 4-Nitrophenyl laurate
183

57
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19.40 19.60 19.80 20.00

m/z  43.05  100.00%

19.40 19.60 19.80 20.00

m/z 183.10   80.07%

19.40 19.60 19.80 20.00

m/z 159.00   56.68%

19.40 19.60 19.80 20.00

m/z  98.00   39.37%

19.40 19.60 19.80 20.00

m/z  57.05   39.28%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040919\
  Data File : BM019852.D                                          
  Acq On    : 10 Apr 2019  05:46
  Operator  : JU/SJ
  Sample    : K2255-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  5  Hexadecanoic acid, 2,3-bis(...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.76   13.79 ng/ul     1212780   Chrysene-d12               21.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, 2,3-bis(acety... 414 C23H42O6       055268-70-7 58
 2 Dodecanoic acid, 2-hydroxy-1-(hy... 274 C15H30O4       001678-45-1 38
 3 Lauric anhydride                    382 C24H46O3       000645-66-9 22
 4 2,3,4-Trifluorobenzoic acid, 6-e... 316 C17H23F3O2     1000282-58-3 14
 5 1,2-Dicarbadodecaborane(12), 1-h... 230 C8H24B10       020740-05-0 10

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2852 (19.762 min): BM019852.D (-2848) (-)
43

183159

98
117

71
227 255 285135 207 304 329

50 100 150 200 250 300 350

5000

m/z-->

Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propyl ester
159

43

98

239117
69

177135 355213 269 31026

50 100 150 200 250 300 350

5000

m/z-->

Abundance #102866: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
43 183

74
98

134
201

243116
15526 274219

50 100 150 200 250 300 350

5000

m/z-->

Abundance #151997: Lauric anhydride
183

43
9873

129 200157 270219 242

19.40 19.60 19.80 20.00

m/z  43.00  100.00%

19.40 19.60 19.80 20.00

m/z 183.10   54.17%

19.40 19.60 19.80 20.00

m/z 159.00   51.66%

19.40 19.60 19.80 20.00

m/z  98.00   30.60%

19.40 19.60 19.80 20.00

m/z 158.00   24.73%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040919\
  Data File : BM019852.D                                          
  Acq On    : 10 Apr 2019  05:46
  Operator  : JU/SJ
  Sample    : K2255-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  6  Myristin, 1,3-diaceto-2-        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.70    3.90 ng/ul      342591   Chrysene-d12               21.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Myristin, 1,3-diaceto-2-            386 C21H38O6       014290-23-4 91
 2 Myristin, 2,3-diaceto-1-            386 C21H38O6       014473-55-3 91
 3 Myristin, 2,3-diaceto-1-            386 C21H38O6       014473-55-3 50
 4 Hexadecanoic acid, 2,3-bis(acety... 414 C23H42O6       055268-70-7 49
 5 3,6-Diamino-9-methylcarbazole       211 C13H13N3       046498-17-3 25

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3011 (20.698 min): BM019852.D (-3008) (-)
43

159
211

98
71

126 281185 241 313 429355

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #153010: Myristin, 1,3-diaceto-2-
43

159
211

98
71

126 313283185 242

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #153011: Myristin, 2,3-diaceto-1-
43

159
211

98
71

126 313185 283242

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #153009: Myristin, 2,3-diaceto-1-
43

159
21198

69 126 185 241 284 313

20.40 20.60 20.80 21.00

m/z  43.05  100.00%

20.40 20.60 20.80 21.00

m/z 159.00   66.66%

20.40 20.60 20.80 21.00

m/z 211.15   58.73%

20.40 20.60 20.80 21.00

m/z  98.10   43.46%

20.40 20.60 20.80 21.00

m/z  57.10   39.45%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040919\
  Data File : BM019852.D                                          
  Acq On    : 10 Apr 2019  05:46
  Operator  : JU/SJ
  Sample    : K2255-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  7  Myristin, 2,3-diaceto-1-        Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.74    6.89 ng/ul      605726   Chrysene-d12               21.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Myristin, 2,3-diaceto-1-            386 C21H38O6       014473-55-3 91
 2 Hexadecanoic acid, 2,3-bis(acety... 414 C23H42O6       055268-70-7 74
 3 Myristin, 1,3-diaceto-2-            386 C21H38O6       014290-23-4 70
 4 Myristin, 2,3-diaceto-1-            386 C21H38O6       014473-55-3 70
 5 Pyridine, 1,2,3,6-tetrahydro-4-p... 159 C11H13N        010338-69-9 27

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3018 (20.739 min): BM019852.D (-3014) (-)
43

159

211
98

69
283126 185 255 326235 306 355 415

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #153009: Myristin, 2,3-diaceto-1-
43

159
21198

69 126 185 241 284 313

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propyl ester
159

43

98

239
69

126 355185 213 269 310

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #153010: Myristin, 1,3-diaceto-2-
43

159
211

98
71

126 313283185 242

20.40 20.60 20.80 21.00

m/z  43.00  100.00%

20.40 20.60 20.80 21.00

m/z 159.00   74.70%

20.40 20.60 20.80 21.00

m/z 211.15   45.84%

20.40 20.60 20.80 21.00

m/z  98.05   34.77%

20.40 20.60 20.80 21.00

m/z  84.10   26.67%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040919\
  Data File : BM019852.D                                          
  Acq On    : 10 Apr 2019  05:46
  Operator  : JU/SJ
  Sample    : K2255-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  8  unknown-02                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.60    3.39 ng/ul      298000   Chrysene-d12               21.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, 2,3-bis(acety... 414 C23H42O6       055268-70-7 52
 2 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H50O6       055429-67-9 37
 3 2,3,4-Trifluorobenzoic acid, 4-t... 372 C21H31F3O2     1000280-62-0 22
 4 2,6-Difluorobenzoic acid, tridec... 340 C20H30F2O2     1000292-39-3 22
 5 2,6-Difluorobenzoic acid, hexade... 382 C23H36F2O2     1000292-39-6 22

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3164 (21.598 min): BM019852.D (-3162) (-)
43

159

98 239
71

125 264 311213 355185 387287 429 475

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propyl ester
159

43

98

239
69

126 355185 213 269 310

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #166330: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
43

159

98
73

125 295185 213

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #149004: 2,3,4-Trifluorobenzoic acid, 4-tetradecyl ester
159

41

69
13197 196 231

21.20 21.40 21.60 21.80 22.00

m/z  43.10  100.00%

21.20 21.40 21.60 21.80 22.00

m/z 159.00   78.58%

21.20 21.40 21.60 21.80 22.00

m/z  98.05   33.18%

21.20 21.40 21.60 21.80 22.00

m/z 239.15   28.83%

21.20 21.40 21.60 21.80 22.00

m/z  57.10   27.25%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040919\
  Data File : BM019852.D                                          
  Acq On    : 10 Apr 2019  05:46
  Operator  : JU/SJ
  Sample    : K2255-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA.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|
----------------------------------------------------------------------------
Dodecanoic acid       14.65     4.0 ng/ul   233358  3  14.22 1157440  20.0
n-Hexadecanoic acid   17.87     5.0 ng/ul   330823  4  16.98 1328940  20.0
Octadecanoic acid     19.16     3.3 ng/ul   293881  5  21.19 1759020  20.0
unknown-01            19.72     7.5 ng/ul   661760  5  21.19 1759020  20.0
Hexadecanoic acid...  19.76    13.8 ng/ul  1212780  5  21.19 1759020  20.0
Myristin, 1,3-dia...  20.70     3.9 ng/ul   342591  5  21.19 1759020  20.0
Myristin, 2,3-dia...  20.74     6.9 ng/ul   605726  5  21.19 1759020  20.0
unknown-02            21.60     3.4 ng/ul   298000  5  21.19 1759020  20.0
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