
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   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-BM101217.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   3.169     9   14   18 rBV   155260    223961   1.59%   0.249%
  2   3.551    74   79   89 rVB   133219    188840   1.34%   0.210%
  3   3.946   140  146  168 rVB  9878806  14068895 100.00%  15.665%
  4   4.475   230  236  252 rBV  4613879   6865634  48.80%   7.645%
  5   5.269   365  371  390 rBV   612018   1007480   7.16%   1.122%
 
  6   6.881   628  645  649 rBV   320389   1052548   7.48%   1.172%
  7   6.957   649  658  676 rVB2  895471   2127607  15.12%   2.369%
  8   7.116   678  685  696 rVV   678170   1076490   7.65%   1.199%
  9   7.316   711  719  727 rBV  1052406   1922832  13.67%   2.141%
 10   7.781   792  798  813 rVB   742014   1261564   8.97%   1.405%
 
 11   8.498   913  920  934 rBV   766044   1416883  10.07%   1.578%
 12   8.951   990  997 1013 rBV   672401   1222900   8.69%   1.362%
 13   9.675  1113 1120 1130 rBV   601146   1098793   7.81%   1.223%
 14   9.957  1156 1168 1182 rBV2  326752    822928   5.85%   0.916%
 15  10.216  1205 1212 1233 rBV   932218   1768615  12.57%   1.969%
 
 16  10.380  1233 1240 1248 rVB3  111686    206551   1.47%   0.230%
 17  10.586  1268 1275 1290 rVB   911355   1593523  11.33%   1.774%
 18  10.733  1290 1300 1314 rBV   710533   1422239  10.11%   1.584%
 19  11.904  1493 1499 1510 rBV   169612    313288   2.23%   0.349%
 20  13.057  1683 1695 1706 rBV   549863    822186   5.84%   0.915%
 
 21  13.845  1819 1829 1833 rBV  2043248   2885962  20.51%   3.213%
 22  13.892  1833 1837 1851 rVB  1217397   1740317  12.37%   1.938%
 23  14.133  1871 1878 1891 rVB  2322323   3477453  24.72%   3.872%
 24  14.439  1921 1930 1938 rBV2 1532276   2362798  16.79%   2.631%
 25  14.668  1961 1969 1990 rBV   329216    852588   6.06%   0.949%
 
 26  15.098  2038 2042 2048 rVB3  106339    156203   1.11%   0.174%
 27  15.433  2092 2099 2105 rBV  3118808   4350069  30.92%   4.844%
 28  15.580  2118 2124 2133 rBV   547256    913540   6.49%   1.017%
 29  15.798  2154 2161 2171 rVB  1271911   1754365  12.47%   1.953%
 30  17.186  2391 2397 2401 rBV2 2046905   2941098  20.90%   3.275%
 
 31  17.227  2401 2404 2408 rVV   351552    496110   3.53%   0.552%
 32  17.286  2408 2414 2430 rVB  3278791   4668515  33.18%   5.198%
 33  18.062  2541 2546 2551 rBV   641112    885351   6.29%   0.986%
 34  18.115  2551 2555 2564 rVB2  164663    259749   1.85%   0.289%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   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-BM101217.M
  Title     : SVOA CALIBRATION
 
 35  18.250  2574 2578 2583 rBV2   96183    171545   1.22%   0.191%
 
 36  18.980  2697 2702 2705 rBV2  108741    164387   1.17%   0.183%
 37  19.245  2741 2747 2752 rVB   894515   1284783   9.13%   1.431%
 38  19.345  2760 2764 2769 rBV2  353010    554135   3.94%   0.617%
 39  19.580  2798 2804 2808 rBV  4733305   7013682  49.85%   7.810%
 40  20.486  2955 2958 2965 rVB   584208    675750   4.80%   0.752%
 
 41  21.056  3051 3055 3058 rBV2  437356    508882   3.62%   0.567%
 42  21.368  3102 3108 3112 rBV2 2925476   4285899  30.46%   4.772%
 43  21.403  3112 3114 3121 rVB   592704    754374   5.36%   0.840%
 44  21.927  3200 3203 3208 rBV3  301253    539455   3.83%   0.601%
 45  22.721  3337 3338 3342 rBV3  224575    342813   2.44%   0.382%
 
 46  23.521  3468 3474 3479 rBV2 1801694   3197711  22.73%   3.561%
 47  23.662  3493 3498 3505 rBV  1139629   2088060  14.84%   2.325%
 
 
                        Sum of corrected areas:    89809351
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.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_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  1  Methyl Isobutyl Ketone          Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.55    2.99 ng/ul      188840   1,4-Dichlorobenzene-d4      7.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methyl Isobutyl Ketone              100 C6H12O         000108-10-1 87
 2 Methyl Isobutyl Ketone              100 C6H12O         000108-10-1 83
 3 Methyl Isobutyl Ketone              100 C6H12O         000108-10-1 72
 4 2-Hexanone                          100 C6H12O         000591-78-6 72
 5 2-Hexanone                          100 C6H12O         000591-78-6 59

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

5000

m/z-->

Abundance Scan 79 (3.551 min): BM012277.D (-74) (-)
43.0

85.0

209.0 280.9147.0

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

5000

m/z-->

Abundance #3868: Methyl Isobutyl Ketone
43.0

100.0
67.0

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

5000

m/z-->

Abundance #3860: Methyl Isobutyl Ketone
43.0

85.015.0

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

5000

m/z-->

Abundance #3869: Methyl Isobutyl Ketone
43.0

100.0
15.0 67.0

3.20 3.40 3.60 3.80

m/z  43.05  100.00%

3.20 3.40 3.60 3.80

m/z  58.10   37.22%

3.20 3.40 3.60 3.80

m/z  41.10   28.90%

3.20 3.40 3.60 3.80

m/z  57.10   24.75%

3.20 3.40 3.60 3.80

m/z  85.05   18.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  4  1-Hexanol                       Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.27   15.97 ng/ul     1007480   1,4-Dichlorobenzene-d4      7.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexanol                           102 C6H14O         000111-27-3 83
 2 1-Hexanol                           102 C6H14O         000111-27-3 83
 3 1-Hexanol                           102 C6H14O         000111-27-3 83
 4 2H-Pyran-2-one, tetrahydro-5,6-d... 128 C7H12O2        024405-16-1 78
 5 Formic acid, hexyl ester            130 C7H14O2        000629-33-4 78

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 371 (5.269 min): BM012277.D (-365) (-)
56.1

43.1

69.1

84.0 106.1

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4413: 1-Hexanol
56.0

43.0

69.031.0
84.018.0 101.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4411: 1-Hexanol
56.0

43.0

31.0

69.0
84.0

101.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4414: 1-Hexanol
56.0

43.0

69.0
31.0

84.015.0 101.0

5.00 5.20 5.40 5.60

m/z  56.10  100.00%

5.00 5.20 5.40 5.60

m/z  43.10   59.59%

5.00 5.20 5.40 5.60

m/z  55.05   57.13%

5.00 5.20 5.40 5.60

m/z  41.05   56.55%

5.00 5.20 5.40 5.60

m/z  42.10   41.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  5  Hexanoic acid                   Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.88   16.69 ng/ul     1052550   1,4-Dichlorobenzene-d4      7.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid                       116 C6H12O2        000142-62-1 90
 2 Propanedioic acid, propyl-          146 C6H10O4        000616-62-6 78
 3 Hexanoic acid                       116 C6H12O2        000142-62-1 72
 4 Hexanoic acid                       116 C6H12O2        000142-62-1 64
 5 Hexanoic acid                       116 C6H12O2        000142-62-1 64

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

5000

m/z-->

Abundance Scan 645 (6.881 min): BM012277.D (-628) (-)
60.0

87.1

38.0 280.9

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

5000

m/z-->

Abundance #8070: Hexanoic acid
60.0

27.0

87.0

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

5000

m/z-->

Abundance #21817: Propanedioic acid, propyl-
60.0

29.0

87.0

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

5000

m/z-->

Abundance #8071: Hexanoic acid
60.0

87.027.0

6.60 6.80 7.00 7.20

m/z  60.00  100.00%

6.60 6.80 7.00 7.20

m/z  73.00   57.65%

6.60 6.80 7.00 7.20

m/z  41.10   36.89%

6.60 6.80 7.00 7.20

m/z  45.00   22.72%

6.60 6.80 7.00 7.20

m/z  43.10   22.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  6  Octanoic acid                   Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.96   10.33 ng/ul      822928   Naphthalene-d8             10.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octanoic acid                       144 C8H16O2        000124-07-2 91
 2 Octanoic acid                       144 C8H16O2        000124-07-2 86
 3 Octanoic acid                       144 C8H16O2        000124-07-2 83
 4 Nonanoic acid                       158 C9H18O2        000112-05-0 53
 5 Hexanoic acid                       116 C6H12O2        000142-62-1 50

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance Scan 1169 (9.963 min): BM012277.D (-1156) (-)
60.0 73.0

41.1

101.085.1
115.1

129.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance #20837: Octanoic acid
60.0

73.0

43.0

101.085.029.0 115.0
129.0 144.015.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance #20840: Octanoic acid
60.0

73.0

43.0

85.0 101.029.0
115.0 144.018.0 129.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance #20839: Octanoic acid
60.0

73.0
43.0

27.0

85.0 101.0
115.0 144.0129.0

9.60 9.80 10.00 10.20

m/z  60.00  100.00%

9.60 9.80 10.00 10.20

m/z  73.00   86.09%

9.60 9.80 10.00 10.20

m/z  41.10   51.16%

9.60 9.80 10.00 10.20

m/z  55.10   42.25%

9.60 9.80 10.00 10.20

m/z  43.05   39.51%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  7  Hexanoic acid, butyl ester      Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.38    2.59 ng/ul      206551   Naphthalene-d8             10.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, butyl ester          172 C10H20O2       000626-82-4 50
 2 Hexanoic acid, butyl ester          172 C10H20O2       000626-82-4 50
 3 Hexanoic acid, butyl ester          172 C10H20O2       000626-82-4 47
 4 Hexanoic acid, hexyl ester          200 C12H24O2       006378-65-0 47
 5 4H-Imidazol-4-one, 2-amino-1,5-d...  99 C3H5N3O        000503-86-6 43

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1240 (10.380 min): BM012277.D (-1233) (-)
43.0 71.1 99.1

117.1

143.1 207.1

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #39510: Hexanoic acid, butyl ester
56.0

99.0

117.0

29.0

73.0

143.0 172.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #39515: Hexanoic acid, butyl ester
56.0

99.0

117.0
29.0

73.0

143.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #39516: Hexanoic acid, butyl ester
56.0

99.0
117.0

29.0

73.0

10.00 10.20 10.40 10.60

m/z  43.05  100.00%

10.00 10.20 10.40 10.60

m/z  71.10   96.73%

10.00 10.20 10.40 10.60

m/z  56.00   84.74%

10.00 10.20 10.40 10.60

m/z  99.10   83.20%

10.00 10.20 10.40 10.60

m/z  41.10   77.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  8  2-Hydroxy-iso-butyrophenone     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.90    3.93 ng/ul      313288   Naphthalene-d8             10.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Hydroxy-iso-butyrophenone         164 C10H12O2       007473-98-5 64
 2 N-Benzoyl-d-threo-O-methylthreonine 237 C12H15NO4      131644-54-7 39
 3 Ethanone, 2-amino-1-phenyl-         135 C8H9NO         000613-89-8 35
 4 Propanedioic acid, (benzoylhydra... 282 C12H14N2O6     1000142-99-9 25
 5 Guanidine                            59 CH5N3          000113-00-8 9 

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

5000

m/z-->

Abundance Scan 1498 (11.898 min): BM012277.D (-1493) (-)
59.1

77.0
105.1

41.0
149.0131.0

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

5000

m/z-->

Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0

77.0 105.0
31.0

149.0

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

5000

m/z-->

Abundance #91297: N-Benzoyl-d-threo-O-methylthreonine
59.0

105.077.0

179.0161.0
41.0 133.0 237.0205.0

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

5000

m/z-->

Abundance #15522: Ethanone, 2-amino-1-phenyl-
30.0

77.0
105.0

51.0

135.0

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   47.37%

11.60 11.80 12.00 12.20

m/z 105.10   38.33%

11.60 11.80 12.00 12.20

m/z  51.00   24.09%

11.60 11.80 12.00 12.20

m/z 106.00   20.98%

SOM-EPA-BM101217.M Wed Oct 18 19:11:23 2017                                           Page: 9

Instrument :
BNA_M
ClientSampleId :
B-23(1-3)-100517



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  9  Hexanoic acid, hexyl ester      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.06    6.96 ng/ul      822186   Acenaphthene-d10           14.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, hexyl ester          200 C12H24O2       006378-65-0 72
 2 Hexanoic acid, hexyl ester          200 C12H24O2       006378-65-0 58
 3 Hexanoic acid, hexyl ester          200 C12H24O2       006378-65-0 58
 4 Hexanoic acid, pentyl ester         186 C11H22O2       000540-07-8 50
 5 Hexanoic acid, butyl ester          172 C10H20O2       000626-82-4 50

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1696 (13.063 min): BM012277.D (-1683) (-)
43.0 117.199.1

84.1

69.1

157.0 207.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #61143: Hexanoic acid, hexyl ester
43.0

84.0 117.099.0

69.0

27.0
144.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #61147: Hexanoic acid, hexyl ester
43.0

117.0
99.084.0

61.027.0
144.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #61138: Hexanoic acid, hexyl ester
43.0

117.099.084.0

69.027.0
144.0 171.0 200.0

12.80 13.00 13.20 13.40

m/z  43.05  100.00%

12.80 13.00 13.20 13.40

m/z 117.10   99.10%

12.80 13.00 13.20 13.40

m/z  99.10   91.47%

12.80 13.00 13.20 13.40

m/z  41.10   58.64%

12.80 13.00 13.20 13.40

m/z  56.10   54.82%
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Instrument :
BNA_M
ClientSampleId :
B-23(1-3)-100517



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 10  Benzophenone                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.80   14.85 ng/ul     1754370   Acenaphthene-d10           14.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzophenone                        182 C13H10O        000119-61-9 96
 2 Benzophenone                        182 C13H10O        000119-61-9 95
 3 Benzophenone                        182 C13H10O        000119-61-9 95
 4 Benzophenone                        182 C13H10O        000119-61-9 95
 5 Benzophenone                        182 C13H10O        000119-61-9 91

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

5000

m/z-->

Abundance Scan 2161 (15.798 min): BM012277.D (-2154) (-)
105.0

77.0 182.1

51.0

152.0126.0 207.1 281.0

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

5000

m/z-->

Abundance #47243: Benzophenone
105.0

77.0 182.0

51.0

152.027.0 126.0

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

5000

m/z-->

Abundance #47241: Benzophenone
105.0

77.0

182.0
51.0

152.027.0 126.0

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

5000

m/z-->

Abundance #47246: Benzophenone
105.0

182.077.0

51.0
152.0126.0

15.40 15.60 15.80 16.00 16.20

m/z 104.95  100.00%

15.40 15.60 15.80 16.00 16.20

m/z  77.00   69.79%

15.40 15.60 15.80 16.00 16.20

m/z 182.10   68.06%

15.40 15.60 15.80 16.00 16.20

m/z  51.00   26.44%

15.40 15.60 15.80 16.00 16.20

m/z 181.10   11.07%
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BNA_M
ClientSampleId :
B-23(1-3)-100517



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 11  n-Hexadecanoic acid             Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.06    6.02 ng/ul      885351   Phenanthrene-d10           17.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 97
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 91
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 90
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 78

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

5000

m/z-->

Abundance Scan 2546 (18.062 min): BM012277.D (-2541) (-)
73.0

43.1

192.1

129.1
213.2

97.0 171.1 256.3
150.0 281.0

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

109.0

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

5000

m/z-->

Abundance #107548: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.097.0
157.0 185.0

236.0

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

5000

m/z-->

Abundance #84453: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

17.80 18.00 18.20 18.40

m/z  73.00  100.00%

17.80 18.00 18.20 18.40

m/z  60.00   77.02%

17.80 18.00 18.20 18.40

m/z  43.10   76.07%

17.80 18.00 18.20 18.40

m/z  41.10   70.41%

17.80 18.00 18.20 18.40

m/z  55.10   64.85%
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ClientSampleId :
B-23(1-3)-100517



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 12  Octadecanoic acid               Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.34    2.59 ng/ul      554135   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 96
 3 Octadecanoic acid                   284 C18H36O2       000057-11-4 96
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 94
 5 Octadecanoic acid                   284 C18H36O2       000057-11-4 91

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2763 (19.339 min): BM012277.D (-2760) (-)
73.043.1

129.0
241.2185.1

284.3
99.0 213.1155.0 347.2312.9

50 100 150 200 250 300 350

5000

m/z-->

Abundance #131258: Octadecanoic acid
43.0 73.0

129.0

284.0185.0 241.0
99.0 157.0 213.015.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #131262: Octadecanoic acid
73.0

43.0
129.0 284.0

241.0185.0

99.0 157.0 213.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #131261: Octadecanoic acid
73.043.0

129.0

185.0 241.0 284.099.0
157.0 213.0

19.00 19.20 19.40 19.60

m/z  73.00  100.00%

19.00 19.20 19.40 19.60

m/z  43.10   96.23%

19.00 19.20 19.40 19.60

m/z  60.00   81.67%

19.00 19.20 19.40 19.60

m/z  55.10   80.18%

19.00 19.20 19.40 19.60

m/z  41.10   77.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 13  9-Octadecenamide, (Z)-          Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.49    3.15 ng/ul      675750   Chrysene-d12               21.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 99
 2 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 97
 3 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 97
 4 Tetradecanamide                     227 C14H29NO       000638-58-4 72
 5 7-Nonenamide                        155 C9H17NO        090949-53-4 59

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance Scan 2959 (20.491 min): BM012277.D (-2955) (-)
59.1

112.1154.1 238.1281.1196.1 334.2 489.2399.0 549.2

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #128445: 9-Octadecenamide, (Z)-
59.0

126.0 281.0184.0 238.016.0

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #128447: 9-Octadecenamide, (Z)-
59.0

126.0
281.0238.0184.0

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #128446: 9-Octadecenamide, (Z)-
59.0

126.0
281.0238.0184.0

20.20 20.40 20.60 20.80

m/z  59.10  100.00%

20.20 20.40 20.60 20.80

m/z  72.10   79.79%

20.20 20.40 20.60 20.80

m/z  55.10   42.05%

20.20 20.40 20.60 20.80

m/z  41.10   37.21%

20.20 20.40 20.60 20.80

m/z  43.10   31.96%
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ClientSampleId :
B-23(1-3)-100517



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 14  Hexadecanoic acid, 2-hydrox...  Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.06    2.37 ng/ul      508882   Chrysene-d12               21.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H34O3       016742-51-1 50
 2 Hexadecane-1,2-diol                 258 C16H34O2       006920-24-7 49
 3 Hexadecane-1,2-diol                 258 C16H34O2       006920-24-7 38
 4 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F3O2     053800-02-5 30
 5 erythro-9,10-Dibromopentacosane     508 C25H50Br2      059907-02-7 25

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 3056 (21.062 min): BM012277.D (-3051) (-)
55.0 97.1

228.1

147.0 281.0 346.2 503.1396.2 460.6

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #132969: Hexadecanoic acid, 2-hydroxy-, methyl ester
55.0

97.0

227.0139.0 286.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #109266: Hexadecane-1,2-diol
83.0

41.0

227.0

125.0

167.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #109265: Hexadecane-1,2-diol
69.0

227.0111.0

27.0 153.0

20.80 21.00 21.20 21.40

m/z  55.05  100.00%

20.80 21.00 21.20 21.40

m/z  43.10   98.70%

20.80 21.00 21.20 21.40

m/z  83.10   87.35%

20.80 21.00 21.20 21.40

m/z  57.10   85.03%

20.80 21.00 21.20 21.40

m/z  97.10   82.06%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 15  Chrysene, 1-methyl-             Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.93    2.52 ng/ul      539455   Chrysene-d12               21.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Chrysene, 1-methyl-                 242 C19H14         003351-28-8 84
 2 2-Methylchrysene                    242 C19H14         003351-32-4 83
 3 Chrysene, 6-methyl-                 242 C19H14         001705-85-7 59
 4 Benz[a]anthracene, 7-methyl-        242 C19H14         002541-69-7 46
 5 Benz[a]anthracene, 7-methyl-        242 C19H14         002541-69-7 46

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 3204 (21.933 min): BM012277.D (-3200) (-)
242.1

57.1

147.0 302.1193.0105.0 358.2 450.2 498.4408.2

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #96039: Chrysene, 1-methyl-
242.0

120.0
187.063.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #96032: 2-Methylchrysene
242.0

120.0
28.0 187.075.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #96036: Chrysene, 6-methyl-
242.0

120.0
187.028.0 74.0

21.60 21.80 22.00 22.20

m/z 242.10  100.00%

21.60 21.80 22.00 22.20

m/z 207.00   83.41%

21.60 21.80 22.00 22.20

m/z  57.10   53.26%

21.60 21.80 22.00 22.20

m/z  43.10   39.72%

21.60 21.80 22.00 22.20

m/z 241.10   30.95%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 16  Trimethyl[4-(1,1,3,3,-tetra...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.72    3.28 ng/ul      342813   Perylene-d12               23.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trimethyl[4-(1,1,3,3,-tetramethy... 278 C17H30OSi      078721-87-6 72
 2 1,4-Phthalazinedione, 2,3-dihydr... 207 C8H5N3O4       003682-19-7 60
 3 4-Methyl-2-trimethylsilyloxy-ace... 222 C12H18O2Si     097389-70-3 53
 4 1,2-Benzisothiazol-3-amine tbdms    264 C13H20N2SSi    1000332-57-2 53
 5 1H-Benzo[4,5]furo[3,2-f]indole      207 C14H9NO        000242-97-7 52

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance Scan 3338 (22.721 min): BM012277.D (-3337) (-)
207.0

73.1
281.0133.0

355.1 402.2 474.2 549.3

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #126052: Trimethyl[4-(1,1,3,3,-tetramethylbutyl)phenoxy]silan
207.0

73.0
278.0151.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #67099: 1,4-Phthalazinedione, 2,3-dihydro-6-nitro-
207.075.0

149.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #78904: 4-Methyl-2-trimethylsilyloxy-acetophenone
207.0

165.043.0

22.40 22.60 22.80 23.00

m/z 207.00  100.00%

22.40 22.60 22.80 23.00

m/z  73.10   26.37%

22.40 22.60 22.80 23.00

m/z 208.00   20.41%

22.40 22.60 22.80 23.00

m/z 281.00   17.94%

22.40 22.60 22.80 23.00

m/z  55.10   16.27%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101717\
  Data File : BM012277.D                                          
  Acq On    : 18 Oct 2017  08:20
  Operator  : SJ/JU
  Sample    : I5747-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217.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|
----------------------------------------------------------------------------
Methyl Isobutyl K...   3.55     3.0 ng/ul   188840  1   7.78 1261560  20.0
1-Hexanol              5.27    16.0 ng/ul  1007480  1   7.78 1261560  20.0
Hexanoic acid          6.88    16.7 ng/ul  1052550  1   7.78 1261560  20.0
Octanoic acid          9.96    10.3 ng/ul   822928  2  10.59 1593520  20.0
Hexanoic acid, bu...  10.38     2.6 ng/ul   206551  2  10.59 1593520  20.0
2-Hydroxy-iso-but...  11.90     3.9 ng/ul   313288  2  10.59 1593520  20.0
Hexanoic acid, he...  13.06     7.0 ng/ul   822186  3  14.44 2362800  20.0
Benzophenone          15.80    14.9 ng/ul  1754370  3  14.44 2362800  20.0
n-Hexadecanoic acid   18.06     6.0 ng/ul   885351  4  17.19 2941100  20.0
Octadecanoic acid     19.34     2.6 ng/ul   554135  5  21.37 4285900  20.0
9-Octadecenamide,...  20.49     3.1 ng/ul   675750  5  21.37 4285900  20.0
Hexadecanoic acid...  21.06     2.4 ng/ul   508882  5  21.37 4285900  20.0
Chrysene, 1-methyl-   21.93     2.5 ng/ul   539455  5  21.37 4285900  20.0
Trimethyl[4-(1,1,...  22.72     3.3 ng/ul   342813  6  23.66 2088060  20.0
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