
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % 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\8270-BG102516.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   5.341   420  426  434 rBV   217009    364129   3.27%   0.665%
  2   5.805   498  505  514 rBV   712989   1215511  10.92%   2.219%
  3   6.310   585  591  600 rBV3   60252    115610   1.04%   0.211%
  4   7.403   771  777  788 rBV2  448904    869784   7.81%   1.588%
  5   7.797   835  844  851 rBV  1367117   2407740  21.63%   4.396%
 
  6   8.273   917  925  928 rBV2  503807    895168   8.04%   1.634%
  7   8.308   928  931  940 rVB2  310323    525218   4.72%   0.959%
  8   8.602   971  981  994 rVB  2196997   4059799  36.47%   7.412%
  9   8.954  1033 1041 1049 rBV6   60491    138364   1.24%   0.253%
 10   9.095  1059 1065 1074 rVB   186462    339159   3.05%   0.619%
 
 11   9.295  1093 1099 1105 rBV4   98121    190950   1.72%   0.349%
 12   9.389  1105 1115 1119 rVV4  158805    418549   3.76%   0.764%
 13   9.448  1119 1125 1132 rVV  1966559   3647317  32.76%   6.659%
 14   9.536  1132 1140 1147 rVB3  204887    450363   4.05%   0.822%
 15   9.918  1198 1205 1209 rBV3   86502    218416   1.96%   0.399%
 
 16  10.323  1269 1274 1281 rBV2   66725    113476   1.02%   0.207%
 17  10.576  1306 1317 1322 rBV4  220890    541111   4.86%   0.988%
 18  10.652  1323 1330 1336 rVB4  181289    348946   3.13%   0.637%
 19  10.946  1374 1380 1381 rBV4   82513    129112   1.16%   0.236%
 20  11.099  1400 1406 1420 rVB   641475   1379996  12.40%   2.520%
 
 21  11.222  1420 1427 1428 rBV3  219969    338171   3.04%   0.617%
 22  11.722  1504 1512 1520 rBV3  162081    384252   3.45%   0.702%
 23  12.027  1557 1564 1568 rBV8   48161    113128   1.02%   0.207%
 24  12.274  1597 1606 1613 rBV   521135    988882   8.88%   1.806%
 25  12.397  1621 1627 1632 rBV6   74020    130680   1.17%   0.239%
 
 26  13.514  1809 1817 1828 rVB  4709186   7460340  67.02%  13.621%
 27  13.713  1847 1851 1856 rBV2   81285    133332   1.20%   0.243%
 28  14.324  1950 1955 1961 rBV   128151    181840   1.63%   0.332%
 29  14.888  2043 2051 2059 rVB   976016   1657342  14.89%   3.026%
 30  16.369  2296 2303 2311 rBV  2265528   3508651  31.52%   6.406%
 
 31  16.545  2329 2333 2340 rBV3   67699    121593   1.09%   0.222%
 32  17.626  2511 2517 2523 rBV  1246760   2002126  17.99%   3.656%
 33  18.472  2657 2661 2668 rBV7   85174    141733   1.27%   0.259%
 34  20.018  2919 2924 2933 rBV  1729922   2543387  22.85%   4.644%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % 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\8270-BG102516.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  20.212  2951 2957 2963 rBV  8519405  11132198 100.00%  20.325%
 
 36  21.921  3242 3248 3258 rVB  1483276   2665844  23.95%   4.867%
 37  22.250  3301 3304 3311 rVB10   70272    131854   1.18%   0.241%
 38  25.364  3822 3834 3845 rVB2  911875   2765701  24.84%   5.050%
 
 
                        Sum of corrected areas:    54769772
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT 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\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.34    8.14 ng         364129   1,4-Dichlorobenzene-d4      8.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Hydrazine, 1,1-bis(1-methylethyl)-  116 C6H16N2        000921-14-2 38
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 35
 4 3-Hexanol                           102 C6H14O         000623-37-0 23
 5 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 17

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 426 (5.341 min): BG024531.D (-420) (-)
43

101

225 426188 355312 518157 48728325675 458

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

15 101

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59

101

27

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43

101
15 69

5.00 5.20 5.40 5.60

m/z  43.10  100.00%

5.00 5.20 5.40 5.60

m/z  59.10   67.67%

5.00 5.20 5.40 5.60

m/z 101.10   21.58%

5.00 5.20 5.40 5.60

m/z  58.05   14.19%

5.00 5.20 5.40 5.60

m/z  41.05    7.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Ethanol, 2-butoxy-              Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.31    2.58 ng         115610   1,4-Dichlorobenzene-d4      8.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-butoxy-                  118 C6H14O2        000111-76-2 59
 2 Butane, 1-(2-methoxyethoxy)-        132 C7H16O2        013343-98-1 45
 3 Ethylene glycol monoisobutyl ether  118 C6H14O2        004439-24-1 42
 4 2-Pentanol, 4,4-dimethyl-           116 C7H16O         006144-93-0 40
 5 Butanoic acid, 2-oxo-               102 C4H6O3         000600-18-0 40

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 591 (6.310 min): BG024531.D (-585) (-)
57

87
340118 429238192 281308 540385 472
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m/z-->

Abundance #8822: Ethanol, 2-butoxy-
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Abundance #14441: Butane, 1-(2-methoxyethoxy)-
57

29

87
132
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Abundance #8872: Ethylene glycol monoisobutyl ether
57
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87

6.00 6.20 6.40 6.60

m/z  57.10  100.00%

6.00 6.20 6.40 6.60

m/z  45.10   44.66%

6.00 6.20 6.40 6.60

m/z  41.10   41.54%

6.00 6.20 6.40 6.60

m/z  87.10   15.92%

6.00 6.20 6.40 6.60

m/z  44.05   11.43%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.80                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.80   53.79 ng        2407740   1,4-Dichlorobenzene-d4      8.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 Imidazole, 4,5-dicyano-1-methyl-    132 C6H4N4         019485-35-9 25
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 22
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 5 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 22

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance Scan 845 (7.803 min): BG024531.D (-835) (-)
132
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9640
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5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

31
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5000

m/z-->

Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132

67

106

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

98

189160

7.40 7.60 7.80 8.00 8.20

m/z 132.00  100.00%

7.40 7.60 7.80 8.00 8.20

m/z  68.10   53.09%

7.40 7.60 7.80 8.00 8.20

m/z  66.10   35.72%

7.40 7.60 7.80 8.00 8.20

m/z 134.00   32.58%

7.40 7.60 7.80 8.00 8.20

m/z  69.10   26.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Benzenemethanol, .alpha.-me...  Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.95    3.09 ng         138364   1,4-Dichlorobenzene-d4      8.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenemethanol, .alpha.-methyl-    122 C8H10O         000098-85-1 90
 2 Benzenemethanol, .alpha.-methyl-... 122 C8H10O         001445-91-6 86
 3 Benzenemethanol, .alpha.-methyl-... 122 C8H10O         001517-69-7 86
 4 (R)-(+)-1-Phenyl-1-propanol         136 C9H12O         001565-74-8 72
 5 1-Hydroxy,1-phenyl-2-propanone      150 C9H10O2        1000222-86-8 72

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

5000

m/z-->

Abundance Scan 1040 (8.948 min): BG024531.D (-1033) (-)
79

107
43
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0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #9983: Benzenemethanol, .alpha.-methyl-
107
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43
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5000

m/z-->

Abundance #9995: Benzenemethanol, .alpha.-methyl-, (S)-
10779

43
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5000

m/z-->

Abundance #9992: Benzenemethanol, .alpha.-methyl-, (R)-
10779

43

8.60 8.80 9.00 9.20

m/z  79.05  100.00%

8.60 8.80 9.00 9.20

m/z 107.10   57.65%

8.60 8.80 9.00 9.20

m/z  77.10   53.08%

8.60 8.80 9.00 9.20

m/z  43.10   45.50%

8.60 8.80 9.00 9.20

m/z  51.00   32.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Cyclopentane, ethyl-            Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.30    4.27 ng         190950   1,4-Dichlorobenzene-d4      8.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, ethyl-                 98 C7H14          001640-89-7 74
 2 1-Hexene, 3-methyl-                  98 C7H14          003404-61-3 72
 3 1-Hexene, 3,3,5-trimethyl-          126 C9H18          013427-43-5 58
 4 3-Methyl-2-hexene                    98 C7H14          017618-77-8 53
 5 1-Pentene, 2,3-dimethyl-             98 C7H14          003404-72-6 50

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 1100 (9.301 min): BG024531.D (-1093) (-)
41 69
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Abundance #3341: Cyclopentane, ethyl-
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Abundance #3328: 1-Hexene, 3-methyl-
55
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Abundance #11567: 1-Hexene, 3,3,5-trimethyl-
69
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9.00 9.20 9.40 9.60

m/z  41.10  100.00%

9.00 9.20 9.40 9.60

m/z  69.10   87.89%

9.00 9.20 9.40 9.60

m/z  43.10   62.46%

9.00 9.20 9.40 9.60

m/z  55.10   61.42%

9.00 9.20 9.40 9.60

m/z  56.15   61.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Cyclopentane, 1,3-dimethyl-...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.39    9.35 ng         418549   1,4-Dichlorobenzene-d4      8.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, 1,3-dimethyl-, cis-    98 C7H14          002532-58-3 52
 2 Cyclopentane, 1,3-dimethyl-, trans-  98 C7H14          001759-58-6 52
 3 Cyclopentane, 1,3-dimethyl-          98 C7H14          002453-00-1 52
 4 1-Hexene, 3-methyl-                  98 C7H14          003404-61-3 50
 5 Cyclopropane, 1-methyl-2-(3-meth... 140 C10H20         062238-07-7 47

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

5000

m/z-->

Abundance Scan 1115 (9.389 min): BG024531.D (-1105) (-)
55

97
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m/z-->

Abundance #3407: Cyclopentane, 1,3-dimethyl-, cis-
56
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Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
56
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5000

m/z-->

Abundance #3394: Cyclopentane, 1,3-dimethyl-
70
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99
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m/z  55.10  100.00%

9.00 9.20 9.40 9.60 9.80

m/z  57.10   96.33%

9.00 9.20 9.40 9.60 9.80

m/z  41.10   87.12%

9.00 9.20 9.40 9.60 9.80

m/z  43.10   77.93%

9.00 9.20 9.40 9.60 9.80

m/z  56.10   75.69%

8270-BG102516.M Fri Oct 28 11:33:56 2016                                              Page: 9

Instrument :
BNA_G
ClientSampleId :
GW-1



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Hexanoic acid, 2-ethyl-         Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.54   10.06 ng         450363   1,4-Dichlorobenzene-d4      8.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 2-ethyl-             144 C8H16O2        000149-57-5 56
 2 Heptanoic acid, 2-ethyl-            158 C9H18O2        003274-29-1 53
 3 Methyl 3-[methoxy(methyl)amino]b... 161 C7H15NO3       959080-02-5 36
 4 Acetic acid, diethyl-               116 C6H12O2        000088-09-5 33
 5 .alpha.-Ethyl aspartate             161 C6H11NO4       1000132-78-1 23

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 1141 (9.542 min): BG024531.D (-1132) (-)
73

41

101
485 523221 328153 431265 380

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #20867: Hexanoic acid, 2-ethyl-
88

57

29
116

144

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #30204: Heptanoic acid, 2-ethyl-
88

41

158

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #31740: Methyl 3-[methoxy(methyl)amino]butanoate
88

14656
115

9.20 9.40 9.60 9.80

m/z  73.05  100.00%

9.20 9.40 9.60 9.80

m/z  88.10   70.02%

9.20 9.40 9.60 9.80

m/z  41.10   37.99%

9.20 9.40 9.60 9.80

m/z  55.10   28.65%

9.20 9.40 9.60 9.80

m/z  57.05   28.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  1-Pentene, 2,3-dimethyl-        Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.92    3.17 ng         218416   Naphthalene-d8             11.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Pentene, 2,3-dimethyl-             98 C7H14          003404-72-6 64
 2 3-Methyl-2-hexene                    98 C7H14          017618-77-8 59
 3 2-Propenoic acid, 2-methyl-, 1-m... 128 C7H12O2        004655-34-9 45
 4 (Z)-4-Methyl-2-hexene                98 C7H14          003683-19-0 45
 5 6-Dodecene, (E)-                    168 C12H24         007206-17-9 45

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

5000

m/z-->

Abundance Scan 1205 (9.918 min): BG024531.D (-1198) (-)
55

83

344190 531125 278240 435 500

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

5000

m/z-->

Abundance #3350: 1-Pentene, 2,3-dimethyl-
41 69

98

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

5000

m/z-->

Abundance #3314: 3-Methyl-2-hexene
41

69

98

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

5000

m/z-->

Abundance #12341: 2-Propenoic acid, 2-methyl-, 1-methylethyl ester
69

41

113

9.60 9.80 10.00 10.20

m/z  55.10  100.00%

9.60 9.80 10.00 10.20

m/z  69.10   81.95%

9.60 9.80 10.00 10.20

m/z  41.10   76.05%

9.60 9.80 10.00 10.20

m/z  43.10   41.95%

9.60 9.80 10.00 10.20

m/z  57.10   41.80%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Decanoic acid, 3-methyl-        Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.58    7.84 ng         541111   Naphthalene-d8             11.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decanoic acid, 3-methyl-            186 C11H22O2       060308-82-9 50
 2 .alpha.-Aminooxy-propionic acid,... 119 C4H9NO3        091666-48-7 32
 3 Propanedioic acid, bis(1-methylp... 216 C11H20O4       032260-07-4 32
 4 Thiophene, tetrahydro-2-methyl-     102 C5H10S         001795-09-1 27
 5 2,7-Dimethyl-4,6-dioxanonane        160 C9H20O2        1000334-82-5 27

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

5000

m/z-->

Abundance Scan 1318 (10.582 min): BG024531.D (-1306) (-)
57

87

115 147 357224 478179 284 399 548253

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

5000

m/z-->

Abundance #50074: Decanoic acid, 3-methyl-
87

41

143
115 171

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

5000

m/z-->

Abundance #9062: .alpha.-Aminooxy-propionic acid, methyl ester
60 87

119

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

5000

m/z-->

Abundance #73895: Propanedioic acid, bis(1-methylpropyl) ester
57

87

125

187

10.20 10.40 10.60 10.80

m/z  57.10  100.00%

10.20 10.40 10.60 10.80

m/z  41.15   71.43%

10.20 10.40 10.60 10.80

m/z  87.10   67.85%

10.20 10.40 10.60 10.80

m/z  60.05   60.26%

10.20 10.40 10.60 10.80

m/z  43.10   51.21%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown10.65                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.65    5.06 ng         348946   Naphthalene-d8             11.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,4,4-Trimethyl-1-pentanol          130 C8H18O         016325-63-6 43
 2 Formic acid, neopentyl ester        116 C6H12O2        1000367-90-3 35
 3 Acetic acid n-octadecyl ester       312 C20H40O2       000822-23-1 22
 4 Hexane, 4-ethyl-2-methyl-           128 C9H20          003074-75-7 22
 5 Sulfurous acid, butyl 2-propyl e... 180 C7H16O3S       1000309-11-4 22

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 1330 (10.652 min): BG024531.D (-1323) (-)
57

97
125 281177 208 482234 510425329 400

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #13741: 2,4,4-Trimethyl-1-pentanol
57
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29

129

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #8158: Formic acid, neopentyl ester
57

29 101

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #154927: Acetic acid n-octadecyl ester
43

83

111

139 252224167 196 283

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  43.10   56.28%

10.40 10.60 10.80 11.00

m/z  41.10   48.77%

10.40 10.60 10.80 11.00

m/z  55.10   47.27%

10.40 10.60 10.80 11.00

m/z  73.10   38.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  1-Hexacosene                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.22    4.90 ng         338171   Naphthalene-d8             11.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexacosene                        364 C26H52         018835-33-1 60
 2 Dodecane, 2,6,10-trimethyl-         212 C15H32         003891-98-3 50
 3 1-Heptanol, 2-propyl-               158 C10H22O        010042-59-8 47
 4 1-Decanol, 2-hexyl-                 242 C16H34O        002425-77-6 47
 5 Tetradecane, 2,6,10-trimethyl-      240 C17H36         014905-56-7 46

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

5000

m/z-->

Abundance Scan 1427 (11.222 min): BG024531.D (-1420) (-)
43

71

115
424193147 364 463251 546396221 503279
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5000

m/z-->

Abundance #193365: 1-Hexacosene
57 97
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29 364

153181209237 336278307
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5000

m/z-->

Abundance #71409: Dodecane, 2,6,10-trimethyl-
57
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127
183155 212

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

5000

m/z-->

Abundance #29632: 1-Heptanol, 2-propyl-
43

71

11114015

11.00 11.20 11.40 11.60

m/z  43.05  100.00%

11.00 11.20 11.40 11.60

m/z  57.10   74.77%

11.00 11.20 11.40 11.60

m/z  55.10   71.13%

11.00 11.20 11.40 11.60

m/z  41.10   66.08%

11.00 11.20 11.40 11.60

m/z  71.10   54.08%

8270-BG102516.M Fri Oct 28 11:34:01 2016                                              Page: 14

Instrument :
BNA_G
ClientSampleId :
GW-1



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown11.72                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.72    5.57 ng         384252   Naphthalene-d8             11.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Heptanol, 3,6-dimethyl-           144 C9H20O         001573-28-0 27
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 16
 3 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 14
 4 3,4-Dimethyl-5-hexen-3-ol           128 C8H16O         001569-45-5 10
 5 3,4,4-Trimethyl-3-pentanol          130 C8H18O         007294-05-5 10

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 1512 (11.722 min): BG024531.D (-1504) (-)
73
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0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #21156: 3-Heptanol, 3,6-dimethyl-
73
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0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73

41

112

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #7506: 2-Methyl-5-hexen-3-ol
73

43

15

11.40 11.60 11.80 12.00

m/z  73.05  100.00%

11.40 11.60 11.80 12.00

m/z  55.05   45.21%

11.40 11.60 11.80 12.00

m/z 102.10   34.83%

11.40 11.60 11.80 12.00

m/z  41.05   34.72%

11.40 11.60 11.80 12.00

m/z  43.10   33.39%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Valproic Acid                   Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.27   14.33 ng         988882   Naphthalene-d8             11.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Valproic Acid                       144 C8H16O2        000099-66-1 53
 2 di-n-Propylmalonic acid             188 C9H16O4        001636-27-7 42
 3 2-Propyloctanoic acid               186 C11H22O2       031080-41-8 40
 4 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 10
 5 l-Inositol                          180 C6H12O6        1000007-49-1 9 

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 1605 (12.268 min): BG024531.D (-1597) (-)
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5000

m/z-->

Abundance #20843: Valproic Acid
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0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #52053: di-n-Propylmalonic acid
73
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5000

m/z-->

Abundance #50065: 2-Propyloctanoic acid
73
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41

144
14

12.00 12.20 12.40 12.60

m/z  73.10  100.00%

12.00 12.20 12.40 12.60

m/z 102.10   44.07%

12.00 12.20 12.40 12.60

m/z  43.15   29.07%

12.00 12.20 12.40 12.60

m/z  41.10   27.66%

12.00 12.20 12.40 12.60

m/z  55.10   24.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Phenol, 4,4'-(1-methylethyl...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.02   19.08 ng        2543390   Chrysene-d12               21.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4,4'-(1-methylethylidene... 228 C15H16O2       000080-05-7 96
 2 Carbanilic acid, p-phenyl-          213 C13H11NO2      004474-53-7 50
 3 2H,8H-Benzo[1,2-b:3,4-b']dipyran... 228 C14H12O3       000523-59-1 45
 4 2,5-bis(Trimethylsilyl)thiophene    228 C10H20SSi2     017906-71-7 42
 5 Indole,6-methyl-2-(2-thienyl)-      213 C13H11NS       296245-70-0 40

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 2924 (20.018 min): BG024531.D (-2919) (-)
213
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5000

m/z-->

Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
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9165 165

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #71890: Carbanilic acid, p-phenyl-
213

167
51 77 115139

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #84389: 2H,8H-Benzo[1,2-b:3,4-b']dipyran-2-one, 8,8-dimethyl-
213

185
12863 101

19.80 20.00 20.20 20.40

m/z 213.10  100.00%

19.80 20.00 20.20 20.40

m/z 214.10   18.19%

19.80 20.00 20.20 20.40

m/z 119.05   17.26%

19.80 20.00 20.20 20.40

m/z 228.05   17.07%

19.80 20.00 20.20 20.40

m/z  91.10   12.51%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
  Data File : BG024531.D                                          
  Acq On    : 27 Oct 2016  21:30
  Operator  : UM/SJ
  Sample    : H5432-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT 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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.34     8.1 ng     364129  1   8.27  895168  20.0
Ethanol, 2-butoxy-     6.31     2.6 ng     115610  1   8.27  895168  20.0
unknown7.80            7.80    53.8 ng    2407740  1   8.27  895168  20.0
Benzenemethanol, ...   8.95     3.1 ng     138364  1   8.27  895168  20.0
Cyclopentane, ethyl-   9.30     4.3 ng     190950  1   8.27  895168  20.0
Cyclopentane, 1,3...   9.39     9.3 ng     418549  1   8.27  895168  20.0
Hexanoic acid, 2-...   9.54    10.1 ng     450363  1   8.27  895168  20.0
1-Pentene, 2,3-di...   9.92     3.2 ng     218416  2  11.10 1380000  20.0
Decanoic acid, 3-...  10.58     7.8 ng     541111  2  11.10 1380000  20.0
unknown10.65          10.65     5.1 ng     348946  2  11.10 1380000  20.0
1-Hexacosene          11.22     4.9 ng     338171  2  11.10 1380000  20.0
unknown11.72          11.72     5.6 ng     384252  2  11.10 1380000  20.0
Valproic Acid         12.27    14.3 ng     988882  2  11.10 1380000  20.0
Phenol, 4,4'-(1-m...  20.02    19.1 ng    2543390  5  21.92 2665840  20.0
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