
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
  Data File : BG028213.D                                          
  Acq On    :  9 Aug 2017   6:16
  Operator  : SJ/JU
  Sample    : I4557-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 0.1 % of largest Peak
  Start Thrs: 0.1                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 1
 
  Method    : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217.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   3.841    38   43   50 rBV4   10696     18676   0.81%   0.097%
  2   4.176    97  100  106 rVB4    2336      3409   0.15%   0.018%
  3   4.446   142  146  150 rBV4    3094      4840   0.21%   0.025%
  4   4.575   162  168  172 rVB5    2203      5228   0.23%   0.027%
  5   5.832   380  382  388 rBV6    3335      5647   0.24%   0.029%
 
  6   5.885   388  391  399 rVB5    3442      7248   0.31%   0.038%
  7   6.003   405  411  418 rBV3    7298     17163   0.74%   0.089%
  8   6.402   470  479  494 rVB3   66475    132209   5.72%   0.689%
  9   6.984   574  578  584 rVB4    2506      4844   0.21%   0.025%
 10   7.431   647  654  659 rBV2    3017      5470   0.24%   0.029%
 
 11   7.501   659  666  679 rVB2   52912    107844   4.67%   0.562%
 12   7.666   688  694  707 rVB   147447    248087  10.74%   1.293%
 13   7.765   707  711  718 rVB3    2672      4934   0.21%   0.026%
 14   7.883   722  731  740 rBV   152831    283188  12.26%   1.476%
 15   8.353   803  811  828 rBV2  138206    313016  13.55%   1.632%
 
 16   8.641   855  860  863 rVB3    2653      4162   0.18%   0.022%
 17   8.964   907  915  920 rBV3    2820      5624   0.24%   0.029%
 18   9.046   920  929  939 rVV   150213    276374  11.97%   1.441%
 19   9.111   939  940  946 rVB2    2415      3501   0.15%   0.018%
 20   9.181   946  952  960 rBV4    7926     13823   0.60%   0.072%
 
 21   9.446   990  997 1003 rBV2   44545     79573   3.44%   0.415%
 22   9.522  1003 1010 1025 rVB   203517    413406  17.90%   2.155%
 23  10.245  1125 1133 1145 rVB3  179924    340405  14.74%   1.774%
 24  10.615  1193 1196 1201 rVB3    2065      4170   0.18%   0.022%
 25  10.785  1216 1225 1241 rBV   242319    470618  20.37%   2.453%
 
 26  10.932  1247 1250 1257 rVB5    3555      7022   0.30%   0.037%
 27  11.015  1257 1264 1267 rVV5    2402      5521   0.24%   0.029%
 28  11.073  1267 1274 1284 rVV2   18482     44833   1.94%   0.234%
 29  11.173  1284 1291 1305 rVB   208167    398600  17.26%   2.078%
 30  11.661  1367 1374 1382 rBV8    6891     18701   0.81%   0.097%
 
 31  11.749  1382 1389 1394 rVB5    3261      7489   0.32%   0.039%
 32  11.831  1397 1403 1412 rVB3    8489     16491   0.71%   0.086%
 33  12.425  1498 1504 1515 rBV2   49806    100132   4.34%   0.522%
 34  12.736  1552 1557 1563 rVB4    5916      9102   0.39%   0.047%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
  Data File : BG028213.D                                          
  Acq On    :  9 Aug 2017   6:16
  Operator  : SJ/JU
  Sample    : I4557-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 0.1 % of largest Peak
  Start Thrs: 0.1                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 1
 
  Method    : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217.M
  Title     : SVOA CALIBRATION
 
 35  12.859  1575 1578 1583 rVB     2234      3406   0.15%   0.018%
 
 36  13.030  1602 1607 1610 rVB2    2550      4220   0.18%   0.022%
 37  13.230  1635 1641 1650 rVB3    3874      6866   0.30%   0.036%
 38  13.312  1650 1655 1667 rBV3    9113     18559   0.80%   0.097%
 39  13.559  1692 1697 1707 rVB2   15496     25806   1.12%   0.135%
 40  13.829  1737 1743 1746 rBV3    3837      4942   0.21%   0.026%
 
 41  13.876  1746 1751 1761 rVB    45622     86659   3.75%   0.452%
 42  14.234  1807 1812 1818 rVB5    2485      5179   0.22%   0.027%
 43  14.352  1821 1832 1847 rBV   670534   1018553  44.10%   5.309%
 44  14.657  1876 1884 1893 rBV   614880   1001823  43.37%   5.222%
 45  14.804  1907 1909 1918 rVB5    3468      6372   0.28%   0.033%
 
 46  14.963  1924 1936 1943 rBV2  390823    652184  28.24%   3.400%
 47  15.022  1943 1946 1954 rVB5    9109     13594   0.59%   0.071%
 48  15.151  1960 1968 1988 rBV3   59630    147751   6.40%   0.770%
 49  15.521  2027 2031 2034 rBV3    3421      3772   0.16%   0.020%
 50  15.615  2040 2047 2055 rVB2   17318     30805   1.33%   0.161%
 
 51  15.727  2062 2066 2068 rBV2   13334     18432   0.80%   0.096%
 52  15.950  2096 2104 2115 rBV   943702   1456513  63.06%   7.592%
 53  16.062  2115 2123 2137 rBV   430976    674437  29.20%   3.516%
 54  16.191  2140 2145 2152 rVB6   10704     15791   0.68%   0.082%
 55  16.308  2158 2165 2172 rBV5    5468     12424   0.54%   0.065%
 
 56  16.726  2232 2236 2240 rBV     2341      3753   0.16%   0.020%
 57  17.284  2326 2331 2338 rVB5    4912      7253   0.31%   0.038%
 58  17.507  2364 2369 2376 rVB5    2486      4633   0.20%   0.024%
 59  17.713  2395 2404 2412 rBV   620477    957171  41.44%   4.989%
 60  17.813  2412 2421 2437 rVB  1203726   1908542  82.63%   9.949%
 
 61  17.959  2443 2446 2451 rVB3    3926      5108   0.22%   0.027%
 62  18.106  2463 2471 2473 rVB2    2370      4373   0.19%   0.023%
 63  18.253  2492 2496 2502 rVB3    2254      4456   0.19%   0.023%
 64  18.353  2507 2513 2521 rBV   369811    467202  20.23%   2.435%
 65  18.523  2536 2542 2545 rBV4    5489      6935   0.30%   0.036%
 
 66  18.559  2545 2548 2550 rBV2    2836      3580   0.15%   0.019%
 67  18.641  2558 2562 2565 rVB     6074      7474   0.32%   0.039%
 68  18.823  2587 2593 2601 rBV3   11170     15945   0.69%   0.083%
 69  19.087  2632 2638 2642 rBV3    2854      4849   0.21%   0.025%
 70  19.716  2739 2745 2754 rBV2   14025     22952   0.99%   0.120%
 
 71  19.822  2758 2763 2771 rBV7    5475     13439   0.58%   0.070%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
  Data File : BG028213.D                                          
  Acq On    :  9 Aug 2017   6:16
  Operator  : SJ/JU
  Sample    : I4557-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 0.1 % of largest Peak
  Start Thrs: 0.1                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 1
 
  Method    : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217.M
  Title     : SVOA CALIBRATION
 
 72  19.969  2783 2788 2793 rVB2   12182     17412   0.75%   0.091%
 73  20.086  2799 2808 2819 rBV  1581292   2309827 100.00%  12.040%
 74  20.785  2924 2927 2930 rBV4    3652      4293   0.19%   0.022%
 75  21.132  2982 2986 2988 rBV5    3727      4782   0.21%   0.025%
 
 76  21.250  3004 3006 3011 rVB4    3300      4925   0.21%   0.026%
 77  21.391  3022 3030 3031 rBV7   10326     19154   0.83%   0.100%
 78  22.043  3133 3141 3151 rBV   625516   1115054  48.27%   5.812%
 79  22.125  3153 3155 3159 rBV5    4404      4099   0.18%   0.021%
 80  22.419  3203 3205 3209 rVB5    3979      3901   0.17%   0.020%
 
 81  22.454  3209 3211 3219 rVB6    3014      5385   0.23%   0.028%
 82  22.648  3241 3244 3249 rVB4    2227      3983   0.17%   0.021%
 83  22.842  3273 3277 3286 rVB9    4993     11113   0.48%   0.058%
 84  23.147  3326 3329 3333 rBV6    3205      4618   0.20%   0.024%
 85  23.594  3400 3405 3412 rBV5   14723     28572   1.24%   0.149%
 
 86  24.469  3546 3554 3561 rBV4   20684     46521   2.01%   0.242%
 87  24.593  3572 3575 3576 rBV3    4852      4670   0.20%   0.024%
 88  24.728  3596 3598 3608 rVB8    8566     16150   0.70%   0.084%
 89  24.945  3633 3635 3638 rBV4    3635      4186   0.18%   0.022%
 90  25.310  3683 3697 3715 rVB2  685940   2081519  90.12%  10.850%
 
 91  25.545  3719 3737 3751 rBV   330683   1132563  49.03%   5.904%
 92  26.726  3929 3938 3954 rVB5   29179     98236   4.25%   0.512%
 93  27.060  3992 3995 4000 rBV6    4102      6414   0.28%   0.033%
 94  27.413  4054 4055 4058 rBV3    3687      3371   0.15%   0.018%
 95  28.206  4179 4190 4201 rVB5   26566     93464   4.05%   0.487%
 
 96  28.958  4313 4318 4320 rBV4    5590      7081   0.31%   0.037%
 97  29.334  4379 4382 4391 rVB7    3497      6674   0.29%   0.035%
 98  29.975  4483 4491 4492 rBV6   17987     32113   1.39%   0.167%
 99  31.514  4750 4753 4755 rBV3    2760      3959   0.17%   0.021%
100  32.143  4848 4860 4874 rVB10   15719     82946   3.59%   0.432%
 
 
 
                        Sum of corrected areas:    19184088
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
  Data File : BG028213.D                                          
  Acq On    :  9 Aug 2017   6:16
  Operator  : SJ/JU
  Sample    : I4557-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217.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_G\DATA\BG080817\
  Data File : BG028213.D                                          
  Acq On    :  9 Aug 2017   6:16
  Operator  : SJ/JU
  Sample    : I4557-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  Cyclopentanone, 2-methyl-       Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.40    8.45 ng/ul      132209   1,4-Dichlorobenzene-d4      8.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentanone, 2-methyl-            98 C6H10O         001120-72-5 64
 2 Cyclohexanone                        98 C6H10O         000108-94-1 58
 3 Cyclohexanone                        98 C6H10O         000108-94-1 50
 4 Diethylcyanamide                     98 C5H10N2        000617-83-4 49
 5 Cyclohexanone                        98 C6H10O         000108-94-1 45
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5000
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Abundance Scan 479 (6.402 min): BG028213.D (-470) (-)
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Abundance #3235: Cyclopentanone, 2-methyl-
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55

98

27
80

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #3166: Cyclohexanone
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m/z  39.10   17.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
  Data File : BG028213.D                                          
  Acq On    :  9 Aug 2017   6:16
  Operator  : SJ/JU
  Sample    : I4557-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  Phenol, 2-methoxy-              Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.45    5.08 ng/ul       79573   1,4-Dichlorobenzene-d4      8.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 2-methoxy-                  124 C7H8O2         000090-05-1 87
 2 Phenol, 2-methoxy-                  124 C7H8O2         000090-05-1 78
 3 Ethanone, 1-(2-methyl-1-cyclopen... 124 C8H12O         003168-90-9 64
 4 Mequinol                            124 C7H8O2         000150-76-5 50
 5 5-Ethyl-2-furaldehyde               124 C7H8O2         023074-10-4 47
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9.20 9.40 9.60 9.80

m/z  51.10   20.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
  Data File : BG028213.D                                          
  Acq On    :  9 Aug 2017   6:16
  Operator  : SJ/JU
  Sample    : I4557-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  Thiophene, 2-methyl-5-propyl-   Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.07    2.25 ng/ul       44833   Naphthalene-d8             11.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Thiophene, 2-methyl-5-propyl-       140 C8H12S         033933-73-2 72
 2 1-(2-Thienyl)-1-propanone           140 C7H8OS         013679-75-9 64
 3 1-(2-Thienyl)-1-propanone           140 C7H8OS         013679-75-9 59
 4 .gamma.-Chloro-2-butyrothienone     188 C8H9ClOS       043076-59-1 50
 5 2-Thiophenecarboxylic acid, 4-fo... 262 C13H10O4S      1000338-38-0 50
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Abundance #18386: 1-(2-Thienyl)-1-propanone
111

140
39

8329 57 69 974915

10.80 11.00 11.20 11.40

m/z 111.00  100.00%

10.80 11.00 11.20 11.40

m/z 140.00   21.13%

10.80 11.00 11.20 11.40

m/z  39.10   18.97%

10.80 11.00 11.20 11.40
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
  Data File : BG028213.D                                          
  Acq On    :  9 Aug 2017   6:16
  Operator  : SJ/JU
  Sample    : I4557-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.88    2.66 ng/ul       86659   Acenaphthene-d10           14.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Vanillin                            152 C8H8O3         000121-33-5 97
 2 Benzaldehyde, 3-hydroxy-4-methoxy-  152 C8H8O3         000621-59-0 95
 3 Vanillin, acetate                   194 C10H10O4       000881-68-5 90
 4 Benzaldehyde, 3-hydroxy-4-methoxy-  152 C8H8O3         000621-59-0 83
 5 Vanillin                            152 C8H8O3         000121-33-5 64

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

5000

m/z-->

Abundance Scan 1752 (13.882 min): BG028213.D (-1746) (-)
151

81
109

51 12365
1379537 275

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

5000

m/z-->

Abundance #25795: Vanillin
151

81
10953

12339 13767 95

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

5000

m/z-->

Abundance #25874: Benzaldehyde, 3-hydroxy-4-methoxy-
151

81
109

53 1232915 13767 95

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

5000

m/z-->

Abundance #55701: Vanillin, acetate
152

43

81 109

12465 19495 166138 180

13.60 13.80 14.00 14.20

m/z 151.00  100.00%

13.60 13.80 14.00 14.20

m/z 152.00   95.98%

13.60 13.80 14.00 14.20

m/z  81.10   45.90%

13.60 13.80 14.00 14.20

m/z 109.10   36.36%

13.60 13.80 14.00 14.20

m/z  51.10   22.94%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
  Data File : BG028213.D                                          
  Acq On    :  9 Aug 2017   6:16
  Operator  : SJ/JU
  Sample    : I4557-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.35    9.76 ng/ul      467202   Phenanthrene-d10           17.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H24O3       082304-66-3 90
 2 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H20O2       071596-88-8 64
 3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H24O3       082304-66-3 46
 4 Butylated Hydroxytoluene            220 C15H24O        000128-37-0 42
 5 Butylated Hydroxytoluene            220 C15H24O        000128-37-0 27

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

5000

m/z-->

Abundance Scan 2512 (18.347 min): BG028213.D (-2507) (-)
57

205

17741
91 22077 109 161 191133 261233147 276

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

5000

m/z-->

Abundance #124431: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57

41

205
17591 22018977 109 135 161 261233 276122 248

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

5000

m/z-->

Abundance #77432: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4H...
20543

177
163 220

121 14991 1351057729 57 191

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

5000

m/z-->

Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57

205

175
189 22091 10977 135 161 261233 276122

18.00 18.20 18.40 18.60

m/z  57.10  100.00%

18.00 18.20 18.40 18.60

m/z 205.10   73.81%

18.00 18.20 18.40 18.60

m/z  55.10   56.60%

18.00 18.20 18.40 18.60

m/z 217.10   50.99%

18.00 18.20 18.40 18.60

m/z 177.10   42.16%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080817\
  Data File : BG028213.D                                          
  Acq On    :  9 Aug 2017   6:16
  Operator  : SJ/JU
  Sample    : I4557-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217.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|
----------------------------------------------------------------------------
Cyclopentanone, 2...   6.40     8.4 ng/ul   132209  1   8.35  313016  20.0
Phenol, 2-methoxy-     9.45     5.1 ng/ul    79573  1   8.35  313016  20.0
Thiophene, 2-meth...  11.07     2.3 ng/ul    44833  2  11.17  398600  20.0
Vanillin              13.88     2.7 ng/ul    86659  3  14.96  652184  20.0
7,9-Di-tert-butyl...  18.35     9.8 ng/ul   467202  4  17.71  957171  20.0
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