
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110517\
  Data File : BM012759.D                                          
  Acq On    : 06 Nov 2017  03:24
  Operator  : SJ/JU
  Sample    : I5825-10
  Misc      :  
  ALS Vial  : 19   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-BM110417MA.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   3.299    32   36   44 rVB    24214     31706   1.04%   0.080%
  2   3.716   101  107  114 rVB    48069     66112   2.17%   0.166%
  3   3.811   118  123  131 rBV   326256    420836  13.80%   1.057%
  4   3.881   131  135  140 rBV    31366     38961   1.28%   0.098%
  5   4.028   155  160  171 rVB   349114    502841  16.48%   1.263%
 
  6   4.575   246  253  260 rVB2   36096     66249   2.17%   0.166%
  7   4.946   307  316  323 rBV2   26281     51928   1.70%   0.130%
  8   5.028   326  330  338 rBV    78124    114099   3.74%   0.286%
  9   5.463   399  404  413 rBV    16795     31585   1.04%   0.079%
 10   5.834   460  467  471 rBV4   22807     33879   1.11%   0.085%
 
 11   6.987   653  663  676 rVB2  492342    956081  31.34%   2.401%
 12   7.146   684  690  697 rBV   407265    610660  20.02%   1.533%
 13   7.346   718  724  733 rVB   552147    853996  27.99%   2.144%
 14   7.434   733  739  742 rBV    37426     58646   1.92%   0.147%
 15   7.810   793  803  810 rVB   524270    825042  27.05%   2.072%
 
 16   8.363   889  897  901 rBV6   17293     38185   1.25%   0.096%
 17   8.522   918  924  931 rBV   297608    493430  16.18%   1.239%
 18   8.904   979  989  993 rBV8   15311     40420   1.33%   0.101%
 19   8.969   993 1000 1007 rVV   517522    865227  28.36%   2.173%
 20   9.034  1007 1011 1020 rVB2   50158     78466   2.57%   0.197%
 
 21   9.687  1115 1122 1133 rVB   456796    778756  25.53%   1.955%
 22  10.228  1207 1214 1223 rBV   696989   1147925  37.63%   2.882%
 23  10.598  1267 1277 1284 rBV   712434   1258450  41.25%   3.160%
 24  10.740  1294 1301 1315 rBV    96496    228575   7.49%   0.574%
 25  11.916  1491 1501 1510 rVB    69299    127277   4.17%   0.320%
 
 26  12.263  1555 1560 1566 rVB    20456     34180   1.12%   0.086%
 27  13.269  1727 1731 1739 rVB3   24210     38681   1.27%   0.097%
 28  13.769  1811 1816 1821 rBV3   20292     31662   1.04%   0.080%
 29  13.857  1825 1831 1835 rVV  1425748   1942838  63.69%   4.878%
 30  13.904  1835 1839 1847 rVB   824216   1099564  36.04%   2.761%
 
 31  14.139  1873 1879 1893 rVB  1610983   2395416  78.52%   6.015%
 32  14.351  1910 1915 1920 rBV3   33642     49996   1.64%   0.126%
 33  14.451  1922 1932 1939 rBV2 1123744   1787978  58.61%   4.490%
 34  14.663  1963 1968 1977 rBV   357762    575642  18.87%   1.445%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110517\
  Data File : BM012759.D                                          
  Acq On    : 06 Nov 2017  03:24
  Operator  : SJ/JU
  Sample    : I5825-10
  Misc      :  
  ALS Vial  : 19   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-BM110417MA.M
  Title     : SVOA CALIBRATION
 
 35  14.810  1987 1993 1997 rBV    79085    117860   3.86%   0.296%
 
 36  14.863  1997 2002 2007 rVB6   31428     66244   2.17%   0.166%
 37  15.298  2073 2076 2082 rVB3   37637     50658   1.66%   0.127%
 38  15.445  2094 2101 2106 rBV  2109236   2985803  97.88%   7.497%
 39  15.574  2118 2123 2136 rVB   263910    395218  12.96%   0.992%
 40  15.680  2137 2141 2144 rBV2   27226     42799   1.40%   0.107%
 
 41  15.804  2156 2162 2169 rVB   391833    534518  17.52%   1.342%
 42  16.163  2218 2223 2225 rBV4   60181    100112   3.28%   0.251%
 43  16.598  2294 2297 2300 rVB5   24109     31236   1.02%   0.078%
 44  16.733  2317 2320 2323 rBV3   32272     46068   1.51%   0.116%
 45  16.851  2336 2340 2346 rBV3   35572     62908   2.06%   0.158%
 
 46  16.951  2354 2357 2360 rVV2   39044     40031   1.31%   0.101%
 47  17.010  2364 2367 2374 rVB6   55619     92585   3.04%   0.232%
 48  17.192  2393 2398 2403 rBV2 1353365   1918578  62.89%   4.817%
 49  17.233  2403 2405 2409 rVV   158127    181954   5.96%   0.457%
 50  17.292  2409 2415 2424 rVB2 2126202   2972212  97.43%   7.463%
 
 51  17.686  2480 2482 2486 rVB2   36062     36507   1.20%   0.092%
 52  18.027  2537 2540 2543 rBV    69052     81063   2.66%   0.204%
 53  18.092  2544 2551 2559 rVV2  800579   1273509  41.75%   3.198%
 54  18.157  2559 2562 2566 rVB   147741    170175   5.58%   0.427%
 55  18.257  2576 2579 2583 rVB2   75312     98227   3.22%   0.247%
 
 56  18.380  2597 2600 2603 rBV3   72212     93392   3.06%   0.235%
 57  18.986  2700 2703 2706 rBV   104516    150415   4.93%   0.378%
 58  19.251  2744 2748 2755 rVB   469897    656386  21.52%   1.648%
 59  19.368  2764 2768 2777 rBV3  478741    755374  24.76%   1.897%
 60  19.586  2800 2805 2809 rBV  2156929   3050556 100.00%   7.660%
 
 61  20.509  2959 2962 2965 rVB   376502    409295  13.42%   1.028%
 62  21.374  3104 3109 3113 rBV  1436721   1981958  64.97%   4.977%
 63  23.521  3469 3474 3479 rBV2 1343398   2439526  79.97%   6.126%
 64  23.662  3495 3498 3504 rVB   841034   1315182  43.11%   3.302%
 
 
                        Sum of corrected areas:    39825638
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110517\
  Data File : BM012759.D                                          
  Acq On    : 06 Nov 2017  03:24
  Operator  : SJ/JU
  Sample    : I5825-10
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA.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\BM110517\
  Data File : BM012759.D                                          
  Acq On    : 06 Nov 2017  03:24
  Operator  : SJ/JU
  Sample    : I5825-10
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  1  unknown-01                      Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.81   10.20 ng/ul      420836   1,4-Dichlorobenzene-d4      7.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pyrrolidinone                      85 C4H7NO         000616-45-5 42
 2 Methacrylamide                       85 C4H7NO         000079-39-0 36
 3 2-Pyrrolidinone                      85 C4H7NO         000616-45-5 9 
 4 2(3H)-Furanone, 5-ethyldihydro-     114 C6H10O2        000695-06-7 9 
 5 Methacrylamide                       85 C4H7NO         000079-39-0 9 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 123 (3.811 min): BM012759.D (-118) (-)
85

41

60

71 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #1519: 2-Pyrrolidinone
85

41

56
69
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5000

m/z-->

Abundance #1516: Methacrylamide
85

41

69

522714
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0

5000

m/z-->

Abundance #1517: 2-Pyrrolidinone
85

4230

56
15 67

3.40 3.60 3.80 4.00 4.20

m/z  85.00  100.00%

3.40 3.60 3.80 4.00 4.20

m/z  41.05   57.42%

3.40 3.60 3.80 4.00 4.20

m/z  43.05   40.23%

3.40 3.60 3.80 4.00 4.20

m/z  39.05   27.36%

3.40 3.60 3.80 4.00 4.20

m/z  60.00   19.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110517\
  Data File : BM012759.D                                          
  Acq On    : 06 Nov 2017  03:24
  Operator  : SJ/JU
  Sample    : I5825-10
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  3  Oxirane, tetramethyl-           Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.03    2.77 ng/ul      114099   1,4-Dichlorobenzene-d4      7.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Oxirane, tetramethyl-               100 C6H12O         005076-20-0 64
 2 4-O-Acetyl-2,5-di-O-methyl-3,6-d... 215 C10H17NO4      1000101-80-3 50
 3 Guanidine, monothiocyanate          116 C2H4N4S        056960-89-5 45
 4 Oxirane, tetramethyl-               100 C6H12O         005076-20-0 39
 5 Silane, dimethyl-                    60 C2H8Si         001111-74-6 38

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 330 (5.028 min): BM012759.D (-326) (-)
59

43
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0

5000

m/z-->

Abundance #3779: Oxirane, tetramethyl-
59
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31
15 85 10071
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0

5000

m/z-->

Abundance #66093: 4-O-Acetyl-2,5-di-O-methyl-3,6-dideoxy-d-gluconitrile
59

43

8571 97 113 156129 141 173184

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #7703: Guanidine, monothiocyanate
59

43

100 1168471

4.60 4.80 5.00 5.20 5.40

m/z  59.10  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  43.10   53.91%

4.60 4.80 5.00 5.20 5.40

m/z  40.95   50.70%

4.60 4.80 5.00 5.20 5.40

m/z  39.00   28.00%

4.60 4.80 5.00 5.20 5.40

m/z  42.00   23.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110517\
  Data File : BM012759.D                                          
  Acq On    : 06 Nov 2017  03:24
  Operator  : SJ/JU
  Sample    : I5825-10
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  4  unknown-02                      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.92    2.02 ng/ul      127277   Naphthalene-d8             10.60

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propanedioic acid, (benzoylhydra... 282 C12H14N2O6     1000142-99-9 25
 2 2-Butanol, 2,3-dimethyl-            102 C6H14O         000594-60-5 12
 3 2-Butanol, 2,3-dimethyl-            102 C6H14O         000594-60-5 12
 4 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4        006118-50-9 9 
 5 Amylene Hydrate                      88 C5H12O         000075-85-4 9 
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5000

m/z-->

Abundance Scan 1502 (11.922 min): BM012759.D (-1491) (-)
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Abundance #107037: Propanedioic acid, (benzoylhydrazino)hydroxy-, di...
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5000
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Abundance #4374: 2-Butanol, 2,3-dimethyl-
59
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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   43.42%

11.60 11.80 12.00 12.20

m/z 105.00   40.72%

11.60 11.80 12.00 12.20

m/z 106.00   25.69%

11.60 11.80 12.00 12.20

m/z  51.10   21.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110517\
  Data File : BM012759.D                                          
  Acq On    : 06 Nov 2017  03:24
  Operator  : SJ/JU
  Sample    : I5825-10
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  5  Benzophenone                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.80    5.98 ng/ul      534518   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 96
 3 Benzophenone                        182 C13H10O        000119-61-9 95
 4 Benzophenone                        182 C13H10O        000119-61-9 91
 5 Benzophenone                        182 C13H10O        000119-61-9 87
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5000
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Abundance Scan 2161 (15.798 min): BM012759.D (-2156) (-)
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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  77.00   68.27%

15.40 15.60 15.80 16.00 16.20

m/z 182.10   61.16%

15.40 15.60 15.80 16.00 16.20

m/z  51.00   24.67%

15.40 15.60 15.80 16.00 16.20

m/z 181.10   12.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110517\
  Data File : BM012759.D                                          
  Acq On    : 06 Nov 2017  03:24
  Operator  : SJ/JU
  Sample    : I5825-10
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  6  n-Hexadecanoic acid             Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.09   13.28 ng/ul     1273510   Phenanthrene-d10           17.19

 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 94
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 78
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 64
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m/z  43.10   68.47%
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m/z  55.10   62.92%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110517\
  Data File : BM012759.D                                          
  Acq On    : 06 Nov 2017  03:24
  Operator  : SJ/JU
  Sample    : I5825-10
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  7  Octadecanoic acid               Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.37    7.62 ng/ul      755374   Chrysene-d12               21.37

 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 Pentadecanoic acid                  242 C15H30O2       001002-84-2 86
 4 Octadecanoic acid                   284 C18H36O2       000057-11-4 83
 5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 78
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110517\
  Data File : BM012759.D                                          
  Acq On    : 06 Nov 2017  03:24
  Operator  : SJ/JU
  Sample    : I5825-10
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  8  9-Octadecenamide, (Z)-          Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.51    4.13 ng/ul      409295   Chrysene-d12               21.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 58
 2 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 55
 3 Pentadecanamide, 15-bromo-          319 C15H30BrNO     1000163-86-1 47
 4 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 46
 5 Dodecanamide                        199 C12H25NO       001120-16-7 45
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110517\
  Data File : BM012759.D                                          
  Acq On    : 06 Nov 2017  03:24
  Operator  : SJ/JU
  Sample    : I5825-10
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM110417MA.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|
----------------------------------------------------------------------------
unknown-01             3.81    10.2 ng/ul   420836  1   7.81  825042  20.0
Oxirane, tetramet...   5.03     2.8 ng/ul   114099  1   7.81  825042  20.0
unknown-02            11.92     2.0 ng/ul   127277  2  10.60 1258450  20.0
Benzophenone          15.80     6.0 ng/ul   534518  3  14.45 1787980  20.0
n-Hexadecanoic acid   18.09    13.3 ng/ul  1273510  4  17.19 1918580  20.0
Octadecanoic acid     19.37     7.6 ng/ul   755374  5  21.37 1981960  20.0
9-Octadecenamide,...  20.51     4.1 ng/ul   409295  5  21.37 1981960  20.0
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