
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM071615\
  Data File : BM001956.D                                          
  Acq On    : 16 Jul 2015  21:08
  Operator  : TP/UM
  Sample    : G2998-03
  Misc      :  
  ALS Vial  : 14   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:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM071315.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   2.793    13   18   27 rBV   214627    376773  15.82%   1.342%
  2   2.869    27   31   48 rVB   388365    518057  21.75%   1.846%
  3   3.128    71   75   81 rBV    19573     24842   1.04%   0.089%
  4   3.399   118  121  129 rBV     6552      8972   0.38%   0.032%
  5   3.681   166  169  172 rBV     4473      5390   0.23%   0.019%
 
  6   3.863   194  200  205 rBV2    1693      3313   0.14%   0.012%
  7   4.763   348  353  359 rVB3    4686      7971   0.33%   0.028%
  8   6.822   696  703  714 rBB   412373    650153  27.30%   2.316%
  9   6.993   725  732  739 rVB   324823    482779  20.27%   1.720%
 10   7.181   758  764  774 rBB   441235    665742  27.95%   2.372%
 
 11   7.651   838  844  851 rBB   337042    515331  21.64%   1.836%
 12   8.357   957  964  972 rBV   558718    864914  36.32%   3.081%
 13   8.810  1035 1041 1049 rBB   404528    650839  27.33%   2.319%
 14   8.916  1056 1059 1066 rBB     1823      3145   0.13%   0.011%
 15   9.528  1156 1163 1172 rBV   354867    583392  24.49%   2.078%
 
 16  10.063  1247 1254 1264 rBV   559000    928155  38.97%   3.307%
 17  10.439  1311 1318 1327 rBV   485803    776198  32.59%   2.765%
 18  10.586  1335 1343 1354 rBV   476156    838609  35.21%   2.988%
 19  12.651  1691 1694 1696 rVB     2506      2542   0.11%   0.009%
 20  12.898  1732 1736 1741 rBV2    4694      6164   0.26%   0.022%
 
 21  13.722  1870 1876 1880 rBV   969304   1330171  55.85%   4.739%
 22  13.769  1880 1884 1890 rVB   459821    603377  25.33%   2.150%
 23  13.998  1916 1923 1930 rBV  1096584   1610978  67.64%   5.739%
 24  14.204  1954 1958 1961 rVB     7580      8587   0.36%   0.031%
 25  14.310  1969 1976 1983 rVB2  728837   1076273  45.19%   3.834%
 
 26  14.516  2005 2011 2024 rBV   456817    648327  27.22%   2.310%
 27  14.669  2034 2037 2040 rVB3    2936      3432   0.14%   0.012%
 28  15.104  2107 2111 2115 rBV     5576      7228   0.30%   0.026%
 29  15.157  2115 2120 2125 rVB2   19844     24426   1.03%   0.087%
 30  15.304  2139 2145 2153 rVB  1433281   1982409  83.24%   7.063%
 
 31  15.427  2161 2166 2173 rVB   284957    397860  16.70%   1.417%
 32  15.545  2181 2186 2194 rBV4    8514     16489   0.69%   0.059%
 33  15.716  2211 2215 2220 rVB2    1878      2523   0.11%   0.009%
 34  15.774  2222 2225 2230 rBV2    1997      2678   0.11%   0.010%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM071615\
  Data File : BM001956.D                                          
  Acq On    : 16 Jul 2015  21:08
  Operator  : TP/UM
  Sample    : G2998-03
  Misc      :  
  ALS Vial  : 14   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:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM071315.M
  Title     : SVOA CALIBRATION
 
 35  16.021  2263 2267 2275 rBV2   27958     45960   1.93%   0.164%
 
 36  16.363  2321 2325 2329 rBV3    3330      5564   0.23%   0.020%
 37  16.451  2338 2340 2344 rVV     3092      4614   0.19%   0.016%
 38  16.533  2347 2354 2356 rBV3    2494      3910   0.16%   0.014%
 39  16.598  2361 2365 2367 rBV3    2118      2708   0.11%   0.010%
 40  16.627  2367 2370 2375 rVB     1797      2613   0.11%   0.009%
 
 41  16.815  2396 2402 2405 rBV    25352     33863   1.42%   0.121%
 42  16.862  2405 2410 2414 rVB4    6686     12972   0.54%   0.046%
 43  16.951  2420 2425 2430 rBV3    2065      2867   0.12%   0.010%
 44  17.057  2437 2443 2449 rBV   936604   1298762  54.53%   4.627%
 45  17.157  2453 2460 2466 rVV  1471508   2076170  87.17%   7.397%
 
 46  17.227  2467 2472 2479 rVB3    3847      6550   0.28%   0.023%
 47  17.280  2479 2481 2485 rBV2    1841      2597   0.11%   0.009%
 48  17.345  2490 2492 2501 rVB3    2604      4621   0.19%   0.016%
 49  17.445  2505 2509 2510 rVV2    2626      3158   0.13%   0.011%
 50  17.462  2510 2512 2516 rVB2    3128      4169   0.18%   0.015%
 
 51  17.551  2523 2527 2532 rBV    21817     25420   1.07%   0.091%
 52  17.727  2552 2557 2562 rVB4    4395      5742   0.24%   0.020%
 53  17.827  2570 2574 2578 rBV4    3609      6123   0.26%   0.022%
 54  17.951  2589 2595 2610 rBV   223208    313323  13.16%   1.116%
 55  18.245  2641 2645 2650 rVB3    5809      8704   0.37%   0.031%
 
 56  18.380  2663 2668 2671 rVB     7175      7331   0.31%   0.026%
 57  18.621  2706 2709 2712 rBV4    2002      2505   0.11%   0.009%
 58  18.709  2721 2724 2726 rBV3    2344      2444   0.10%   0.009%
 59  19.086  2785 2788 2789 rBV2    2856      2922   0.12%   0.010%
 60  19.115  2789 2793 2801 rVB5    5175     10763   0.45%   0.038%
 
 61  19.233  2808 2813 2818 rBV    44441     61106   2.57%   0.218%
 62  19.345  2828 2832 2835 rVB    12073     12036   0.51%   0.043%
 63  19.386  2835 2839 2844 rVB3   10955     12655   0.53%   0.045%
 64  19.456  2844 2851 2857 rBV  1780313   2381692 100.00%   8.485%
 65  19.733  2896 2898 2901 rVB4    2825      2871   0.12%   0.010%
 
 66  19.986  2936 2941 2946 rBV7   10279     21960   0.92%   0.078%
 67  20.362  3003 3005 3006 rBV2    3095      2662   0.11%   0.009%
 68  20.380  3006 3008 3013 rVB4   10233     11852   0.50%   0.042%
 69  20.433  3015 3017 3024 rVB7   10290     12361   0.52%   0.044%
 70  20.498  3024 3028 3031 rBV4   10121     15308   0.64%   0.055%
 
 71  20.603  3042 3046 3051 rBV4    7909     11981   0.50%   0.043%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM071615\
  Data File : BM001956.D                                          
  Acq On    : 16 Jul 2015  21:08
  Operator  : TP/UM
  Sample    : G2998-03
  Misc      :  
  ALS Vial  : 14   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:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM071315.M
  Title     : SVOA CALIBRATION
 
 72  20.962  3102 3107 3118 rBV   361820    592660  24.88%   2.111%
 73  21.045  3118 3121 3125 rVB3   18653     24962   1.05%   0.089%
 74  21.162  3139 3141 3147 rVB4   10796     14959   0.63%   0.053%
 75  21.250  3147 3156 3162 rBV  1305336   1637970  68.77%   5.836%
 
 76  21.362  3172 3175 3178 rBV4   12726     16308   0.68%   0.058%
 77  21.639  3220 3222 3223 rBV2    7872      4768   0.20%   0.017%
 78  22.409  3349 3353 3359 rVB    90655    123632   5.19%   0.440%
 79  23.333  3502 3510 3523 rVB2 1041463   2040432  85.67%   7.269%
 80  23.474  3527 3534 3542 rVB   739736   1382383  58.04%   4.925%
 
 81  24.080  3631 3637 3648 rBV6   53817    159873   6.71%   0.570%
 
 
                        Sum of corrected areas:    28068845
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM071615\
  Data File : BM001956.D                                          
  Acq On    : 16 Jul 2015  21:08
  Operator  : TP/UM
  Sample    : G2998-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM071315.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\BM071615\
  Data File : BM001956.D                                          
  Acq On    : 16 Jul 2015  21:08
  Operator  : TP/UM
  Sample    : G2998-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM071315.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  2  Butane, 2-methoxy-2-methyl-     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.87   20.11 ng/ul      518057   1,4-Dichlorobenzene-d4      7.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 86
 2 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 74
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 17
 4 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 5 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 

20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance Scan 31 (2.869 min): BM001956.D (-27) (-)
73

43
8755

38 50 67

20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #4386: Butane, 2-methoxy-2-methyl-
73

43 55 87
29

675035 80

20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #4391: Butane, 2-methoxy-2-methyl-
73

5543
87

27
32 38 50 6762 101

20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #4342: Pentane, 3-methoxy-
73

45

29 5539 10150 67

2.80 2.90 3.00 3.10 3.20 3.30

m/z  73.10  100.00%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  43.05   33.70%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  87.10   26.01%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  55.05   24.66%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  41.05   11.23%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM071615\
  Data File : BM001956.D                                          
  Acq On    : 16 Jul 2015  21:08
  Operator  : TP/UM
  Sample    : G2998-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM071315.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  3  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.95    4.82 ng/ul      313323   Phenanthrene-d10           17.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 94
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 93
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 89
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 87

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

5000

m/z-->

Abundance Scan 2595 (17.951 min): BM001956.D (-2589) (-)
736043

129
213

97 157 171 185115 256199 227143

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

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43 7360

29 256
129

21397 115 157 171 185 227143 199 240

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
7360

43

129
29 228185

87 11599 143 171 199157 213

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

5000

m/z-->

Abundance #92227: n-Hexadecanoic acid
43

60 73

129 25687 115 213101 171157 185143 199 227 242

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   82.30%

17.60 17.80 18.00 18.20

m/z  43.10   81.89%

17.60 17.80 18.00 18.20

m/z  41.10   77.87%

17.60 17.80 18.00 18.20

m/z  55.05   65.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM071615\
  Data File : BM001956.D                                          
  Acq On    : 16 Jul 2015  21:08
  Operator  : TP/UM
  Sample    : G2998-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM071315.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  4  E-15-Heptadecenal               Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.96    7.24 ng/ul      592660   Chrysene-d12               21.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 E-15-Heptadecenal                   252 C17H32O        1000130-97-9 99
 2 3-Eicosene, (E)-                    280 C20H40         074685-33-9 95
 3 1-Nonadecene                        266 C19H38         018435-45-5 94
 4 1-Nonadecanol                       284 C19H40O        001454-84-8 93
 5 1-Tricosene                         322 C23H46         018835-32-0 93

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3107 (20.962 min): BM001956.D (-3102) (-)
55 83

111

139 167 195 222 280252 355300

50 100 150 200 250 300 350

5000

m/z-->

Abundance #89757: E-15-Heptadecenal
43

83

111

252139 22416866 196

50 100 150 200 250 300 350

5000

m/z-->

Abundance #106400: 3-Eicosene, (E)-
57

83

11129

139 280167 196 252224

50 100 150 200 250 300 350

5000

m/z-->

Abundance #98171: 1-Nonadecene
9743

69

125

154 266238182 21025

20.60 20.80 21.00 21.20

m/z  55.05  100.00%

20.60 20.80 21.00 21.20

m/z  83.10   96.76%

20.60 20.80 21.00 21.20

m/z  57.05   96.39%

20.60 20.80 21.00 21.20

m/z  43.10   93.35%

20.60 20.80 21.00 21.20

m/z  97.10   92.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM071615\
  Data File : BM001956.D                                          
  Acq On    : 16 Jul 2015  21:08
  Operator  : TP/UM
  Sample    : G2998-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM071315.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  5  Heptafluorobutanoic acid, h...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.08    2.31 ng/ul      159873   Perylene-d12               23.47

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 91
 2 2- Chloropropionic acid, hexadec... 332 C19H37ClO2     086711-81-1 87
 3 1-Heneicosyl formate                340 C22H44O2       077899-03-7 81
 4 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 81
 5 1-Nonadecanol                       284 C19H40O        001454-84-8 76

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3637 (24.080 min): BM001956.D (-3631) (-)
9757

125
207153 34122577 25140 181 282

50 100 150 200 250 300 350

5000

m/z-->

Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57

83

111

29 238169139 210 283191 265

50 100 150 200 250 300 350

5000

m/z-->

Abundance #133740: 2- Chloropropionic acid, hexadecyl ester
57 83

111

29 196 222139 269168 332

50 100 150 200 250 300 350

5000

m/z-->

Abundance #137330: 1-Heneicosyl formate
57 83

111

139 294167 266196 222 322340

23.80 24.00 24.20 24.40

m/z  97.05  100.00%

23.80 24.00 24.20 24.40

m/z  57.10   91.25%

23.80 24.00 24.20 24.40

m/z  83.10   90.03%

23.80 24.00 24.20 24.40

m/z  43.05   85.92%

23.80 24.00 24.20 24.40

m/z  55.05   84.23%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM071615\
  Data File : BM001956.D                                          
  Acq On    : 16 Jul 2015  21:08
  Operator  : TP/UM
  Sample    : G2998-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM071315.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.87    20.1 ng/ul   518057  1   7.65  515331  20.0
n-Hexadecanoic acid   17.95     4.8 ng/ul   313323  4  17.06 1298760  20.0
E-15-Heptadecenal     20.96     7.2 ng/ul   592660  5  21.25 1637970  20.0
Heptafluorobutano...  24.08     2.3 ng/ul   159873  6  23.47 1382380  20.0
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