
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110615\
  Data File : BG019510.D                                          
  Acq On    :  6 Nov 2015  13:43
  Operator  : UM/NP
  Sample    : G4245-10
  Misc      :  
  ALS Vial  : 10   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_G\METHODS\SOM02.2-EPA-BG102815.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   2.932    15   16   20 rBV2    2051      2571   0.15%   0.017%
  2   3.126    43   49   58 rBV    72925    146979   8.80%   0.954%
  3   3.208    58   63   74 rVB   270821    408089  24.43%   2.650%
  4   3.849   169  172  176 rBV3    5377      7068   0.42%   0.046%
  5   4.648   303  308  313 rVB5    7457     10985   0.66%   0.071%
 
  6   5.658   478  480  487 rVB3    2435      3837   0.23%   0.025%
  7   6.187   569  570  574 rVB3    3108      3753   0.22%   0.024%
  8   6.657   647  650  653 rBV3    4292      5664   0.34%   0.037%
  9   7.256   746  752  754 rVB3    2370      3744   0.22%   0.024%
 10   7.327   754  764  772 rVB2   42106     84431   5.06%   0.548%
 
 11   7.491   786  792  801 rBV   144634    230682  13.81%   1.498%
 12   7.703   822  828  836 rBV   139449    244882  14.66%   1.590%
 13   8.179   903  909  915 rBV   140941    238816  14.30%   1.551%
 14   8.226   915  917  923 rVB2    8292     11128   0.67%   0.072%
 15   8.884  1019 1029 1035 rBV   125767    220470  13.20%   1.432%
 
 16   9.001  1046 1049 1051 rBV4    4100      5175   0.31%   0.034%
 17   9.283  1092 1097 1101 rBV    19225     28919   1.73%   0.188%
 18   9.348  1101 1108 1120 rVB   200288    363716  21.78%   2.362%
 19   9.501  1132 1134 1139 rVB3    3084      3799   0.23%   0.025%
 20   9.730  1171 1173 1181 rVB3    3215      5281   0.32%   0.034%
 
 21  10.077  1224 1232 1239 rBV2  187202    331538  19.85%   2.153%
 22  10.300  1269 1270 1275 rVB2    2381      2346   0.14%   0.015%
 23  10.347  1275 1278 1285 rBV2    1920      4339   0.26%   0.028%
 24  10.623  1318 1325 1335 rVB   248237    439691  26.33%   2.855%
 25  10.776  1349 1351 1354 rVB     3368      2621   0.16%   0.017%
 
 26  10.899  1367 1372 1379 rVB6    9203     16002   0.96%   0.104%
 27  11.011  1382 1391 1396 rBV   192030    350769  21.00%   2.278%
 28  11.058  1396 1399 1404 rVB3    8750     13814   0.83%   0.090%
 29  11.134  1407 1412 1418 rVB2    6866     12607   0.75%   0.082%
 30  11.551  1479 1483 1486 rVB     1708      2279   0.14%   0.015%
 
 31  12.027  1559 1564 1566 rVB2    1385      2412   0.14%   0.016%
 32  12.233  1594 1599 1602 rBV3   15409     23291   1.39%   0.151%
 33  12.268  1602 1605 1610 rVB2   22460     30433   1.82%   0.198%
 34  12.568  1653 1656 1657 rBV2    4650      3628   0.22%   0.024%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110615\
  Data File : BG019510.D                                          
  Acq On    :  6 Nov 2015  13:43
  Operator  : UM/NP
  Sample    : G4245-10
  Misc      :  
  ALS Vial  : 10   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_G\METHODS\SOM02.2-EPA-BG102815.M
  Title     : SVOA CALIBRATION
 
 35  12.709  1675 1680 1681 rBV     1929      2379   0.14%   0.015%
 
 36  12.873  1705 1708 1711 rVB3    2080      2513   0.15%   0.016%
 37  12.997  1727 1729 1733 rVB4    2106      3231   0.19%   0.021%
 38  13.167  1754 1758 1762 rBV3    5480      7901   0.47%   0.051%
 39  13.408  1794 1799 1805 rBV3   12551     18275   1.09%   0.119%
 40  13.502  1811 1815 1817 rBV     1733      2416   0.14%   0.016%
 
 41  13.719  1847 1852 1861 rVB    75144    121166   7.25%   0.787%
 42  14.201  1927 1934 1941 rBV   555820    783993  46.94%   5.090%
 43  14.260  1941 1944 1948 rVB     3019      3597   0.22%   0.023%
 44  14.460  1972 1978 1979 rBV2    1781      2727   0.16%   0.018%
 45  14.507  1979 1986 1993 rVB   558247    853086  51.08%   5.539%
 
 46  14.812  2029 2038 2045 rBV2  354437    589181  35.28%   3.826%
 47  14.871  2045 2048 2056 rVB4   17783     25035   1.50%   0.163%
 48  14.994  2064 2069 2076 rBV2   56239     85381   5.11%   0.554%
 49  15.200  2103 2104 2106 rBV2    3082      2647   0.16%   0.017%
 50  15.464  2142 2149 2156 rVB    19000     30726   1.84%   0.200%
 
 51  15.576  2164 2168 2170 rBV2    3574      4689   0.28%   0.030%
 52  15.799  2199 2206 2213 rVB   739894   1151475  68.94%   7.476%
 53  15.905  2215 2224 2231 rBV   313606    450193  26.95%   2.923%
 54  15.976  2233 2236 2240 rVV     2513      3760   0.23%   0.024%
 55  16.034  2241 2246 2250 rVB2   10194     12266   0.73%   0.080%
 
 56  16.152  2260 2266 2270 rVB2   10540     16049   0.96%   0.104%
 57  16.469  2315 2320 2323 rBV     2164      4182   0.25%   0.027%
 58  16.628  2341 2347 2349 rBV3    1337      2360   0.14%   0.015%
 59  16.751  2362 2368 2371 rBV4    1879      3537   0.21%   0.023%
 60  16.781  2371 2373 2377 rVB2    1936      2586   0.15%   0.017%
 
 61  16.998  2406 2410 2412 rBV2    3076      3117   0.19%   0.020%
 62  17.127  2428 2432 2436 rBV3    4436      6448   0.39%   0.042%
 63  17.274  2454 2457 2460 rBV4    3761      4026   0.24%   0.026%
 64  17.333  2464 2467 2468 rBV2    2910      2369   0.14%   0.015%
 65  17.550  2497 2504 2511 rVB   560777    826543  49.49%   5.367%
 
 66  17.650  2514 2521 2532 rVB   900987   1348278  80.73%   8.754%
 67  17.809  2544 2548 2552 rBV2   10112     13689   0.82%   0.089%
 68  18.197  2609 2614 2620 rBV2  158027    214750  12.86%   1.394%
 69  18.367  2641 2643 2649 rVB4    3757      5399   0.32%   0.035%
 70  18.490  2660 2664 2667 rBV     8441      9399   0.56%   0.061%
 
 71  18.526  2667 2670 2673 rBV3    7458      8095   0.48%   0.053%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110615\
  Data File : BG019510.D                                          
  Acq On    :  6 Nov 2015  13:43
  Operator  : UM/NP
  Sample    : G4245-10
  Misc      :  
  ALS Vial  : 10   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_G\METHODS\SOM02.2-EPA-BG102815.M
  Title     : SVOA CALIBRATION
 
 72  18.678  2690 2696 2698 rBV4   12398     13065   0.78%   0.085%
 73  18.825  2717 2721 2723 rBV     1865      3206   0.19%   0.021%
 74  19.007  2747 2752 2755 rBV4    8867     12609   0.75%   0.082%
 75  19.495  2831 2835 2837 rVB3    3643      4074   0.24%   0.026%
 
 76  19.560  2842 2846 2852 rBV2   11560     18404   1.10%   0.119%
 77  19.618  2854 2856 2858 rBV3    3321      3005   0.18%   0.020%
 78  19.759  2878 2880 2882 rVB3    2812      2422   0.15%   0.016%
 79  19.812  2886 2889 2894 rVB2   11389     13118   0.79%   0.085%
 80  19.924  2901 2908 2917 rBV  1190573   1646435  98.58%  10.690%
 
 81  20.094  2935 2937 2940 rBV3    2746      2348   0.14%   0.015%
 82  20.165  2947 2949 2951 rVB3    3878      2720   0.16%   0.018%
 83  20.746  3046 3048 3049 rBV2    7643      7355   0.44%   0.048%
 84  21.828  3226 3232 3239 rBV   667182   1102054  65.98%   7.156%
 85  24.947  3753 3763 3774 rVB2  584449   1670174 100.00%  10.844%
 
 86  25.182  3792 3803 3814 rBV   352717   1003998  60.11%   6.519%
 87  28.332  4337 4339 4340 rBV2    5366      3101   0.19%   0.020%
 
 
                        Sum of corrected areas:    15401311
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110615\
  Data File : BG019510.D                                          
  Acq On    :  6 Nov 2015  13:43
  Operator  : UM/NP
  Sample    : G4245-10
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM02.2-EPA-BG102815.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_G\DATA\BG110615\
  Data File : BG019510.D                                          
  Acq On    :  6 Nov 2015  13:43
  Operator  : UM/NP
  Sample    : G4245-10
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM02.2-EPA-BG102815.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.
---------------------------------------------------------------------
  3.21   34.18 ng/ul      408089   1,4-Dichlorobenzene-d4      8.18

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 39
 3 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 
 4 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 5 3-Hexanol, 2-methyl-                116 C7H16O         000617-29-8 9 

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 63 (3.208 min): BG019510.D (-58) (-)
73.0

43.0

221.0 397.2

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0

43.0

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #4391: Butane, 2-methoxy-2-methyl-
73.0

43.0

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #1852: Acetamide, N-ethyl-
30.0

87.0

3.00 3.20 3.40 3.60

m/z  73.00  100.00%

3.00 3.20 3.40 3.60

m/z  87.00   24.47%

3.00 3.20 3.40 3.60

m/z  43.00   22.28%

3.00 3.20 3.40 3.60

m/z  55.00   19.06%

3.00 3.20 3.40 3.60

m/z  71.00    9.59%

SOM02.2-EPA-BG102815.M Mon Nov 09 17:59:15 2015                                       Page: 5

Instrument :
BNA_G
ClientSampleId :
BCY66

Instrument :
BNA_G
ClientSampleId :
BCY66

Instrument :
BNA_G
ClientSampleId :
BCY66



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110615\
  Data File : BG019510.D                                          
  Acq On    :  6 Nov 2015  13:43
  Operator  : UM/NP
  Sample    : G4245-10
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM02.2-EPA-BG102815.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  3  Mequinol                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.28    2.42 ng/ul       28919   1,4-Dichlorobenzene-d4      8.18

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Mequinol                            124 C7H8O2         000150-76-5 86
 2 Mequinol                            124 C7H8O2         000150-76-5 58
 3 Phenol, 2-methoxy-                  124 C7H8O2         000090-05-1 52
 4 2-Oxo-2,3-dihydro-1H-imidazole-4... 109 C4H3N3O        1000294-08-6 50
 5 Mequinol                            124 C7H8O2         000150-76-5 49

10 20 30 40 50 60 70 80 90 100 110 120 130

5000

m/z-->

Abundance Scan 1096 (9.278 min): BG019510.D (-1092) (-)
109.081.0

124.0

52.9
65.039.9

95.0

10 20 30 40 50 60 70 80 90 100 110 120 130

5000

m/z-->

Abundance #10071: Mequinol
124.0109.0

81.0

53.027.0 39.0 65.0 95.015.0

10 20 30 40 50 60 70 80 90 100 110 120 130

5000

m/z-->

Abundance #10069: Mequinol
109.0

124.081.0

53.0

65.039.027.0 95.015.0

10 20 30 40 50 60 70 80 90 100 110 120 130

5000

m/z-->

Abundance #10079: Phenol, 2-methoxy-
109.0

124.0
81.0

53.0
39.0 63.027.0 95.015.0

9.00 9.20 9.40 9.60

m/z 109.00  100.00%

9.00 9.20 9.40 9.60

m/z  81.00   92.35%

9.00 9.20 9.40 9.60

m/z 124.00   74.01%

9.00 9.20 9.40 9.60

m/z  52.90   24.73%

9.00 9.20 9.40 9.60

m/z  65.00   16.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110615\
  Data File : BG019510.D                                          
  Acq On    :  6 Nov 2015  13:43
  Operator  : UM/NP
  Sample    : G4245-10
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM02.2-EPA-BG102815.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  4  Vanillin                        Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.72    4.11 ng/ul      121166   Acenaphthene-d10           14.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Vanillin                            152 C8H8O3         000121-33-5 97
 2 Vanillin                            152 C8H8O3         000121-33-5 97
 3 Vanillin                            152 C8H8O3         000121-33-5 96
 4 Vanillin                            152 C8H8O3         000121-33-5 95
 5 Benzaldehyde, 3-hydroxy-4-methoxy-  152 C8H8O3         000621-59-0 94

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1852 (13.719 min): BG019510.D (-1847) (-)
150.9

81.0

109.052.9

37.0 207.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #24646: Vanillin
151.0

81.0
109.0

53.0
29.0 135.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #24644: Vanillin
151.0

81.0
109.0

51.0
27.0

125.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #24647: Vanillin
152.0

81.0 123.0
53.027.0 105.0

13.40 13.60 13.80 14.00

m/z 150.95  100.00%

13.40 13.60 13.80 14.00

m/z 152.00   95.93%

13.40 13.60 13.80 14.00

m/z  81.00   61.86%

13.40 13.60 13.80 14.00

m/z 109.00   21.06%

13.40 13.60 13.80 14.00

m/z 123.00   20.35%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110615\
  Data File : BG019510.D                                          
  Acq On    :  6 Nov 2015  13:43
  Operator  : UM/NP
  Sample    : G4245-10
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM02.2-EPA-BG102815.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  5  7,9-Di-tert-butyl-1-oxaspir...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.20    5.20 ng/ul      214750   Phenanthrene-d10           17.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H24O3       082304-66-3 76
 2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H24O3       082304-66-3 60
 3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H24O3       082304-66-3 47
 4 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H20O2       071596-88-8 42
 5 1,3-Pentadiene, 1,1-diphenyl-, (Z)- 220 C17H16         015295-31-5 30

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

5000

m/z-->

Abundance Scan 2615 (18.202 min): BG019510.D (-2609) (-)
205.0

57.0

175.0

91.0
232.1 261.0115.0135.0

154.9 281.0

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

5000

m/z-->

Abundance #104143: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0

205.0

175.0
91.0

135.0 232.0115.0 261.0

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

5000

m/z-->

Abundance #104142: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0

205.0

177.0
91.0

232.0135.0 261.0111.0

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

5000

m/z-->

Abundance #104141: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0

205.0
175.091.0

232.0135.0115.0 261.034.0 155.0

17.80 18.00 18.20 18.40 18.60

m/z 205.00  100.00%

17.80 18.00 18.20 18.40 18.60

m/z  57.00   80.14%

17.80 18.00 18.20 18.40 18.60

m/z 217.10   75.97%

17.80 18.00 18.20 18.40 18.60

m/z 175.00   51.45%

17.80 18.00 18.20 18.40 18.60

m/z 177.00   49.85%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110615\
  Data File : BG019510.D                                          
  Acq On    :  6 Nov 2015  13:43
  Operator  : UM/NP
  Sample    : G4245-10
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM02.2-EPA-BG102815.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...   3.21    34.2 ng/ul   408089  1   8.18  238816  20.0
Mequinol               9.28     2.4 ng/ul    28919  1   8.18  238816  20.0
Vanillin              13.72     4.1 ng/ul   121166  3  14.81  589181  20.0
7,9-Di-tert-butyl...  18.20     5.2 ng/ul   214750  4  17.55  826543  20.0
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