
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
  Data File : BF092548.D                                          
  Acq On    : 27 Jan 2017   1:59
  Operator  : SJ/MA
  Sample    : I1452-01
  Misc      :  
  ALS Vial  : 37   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_F\METHODS\8270-BF012417.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   5.150   266  268  271 rBV   615208    694212  14.41%   1.745%
  2   5.241   274  276  279 rVB    83926     77784   1.62%   0.196%
  3   5.561   301  304  306 rBV  2437367   2192193  45.52%   5.512%
  4   6.590   391  394  396 rBV  1428526   1535987  31.89%   3.862%
  5   6.739   404  407  409 rBV  2796503   3916980  81.33%   9.848%
 
  6   6.910   419  422  424 rVB2   41511     49272   1.02%   0.124%
  7   6.967   424  427  429 rBV  1261521   1102805  22.90%   2.773%
  8   7.127   438  441  443 rBV  3599100   3534924  73.40%   8.888%
  9   7.539   473  477  479 rBV  2671295   3360489  69.77%   8.449%
 10   7.619   482  484  486 rBV2   57492     58793   1.22%   0.148%
 
 11   7.745   492  495  496 rBV2   54207     71206   1.48%   0.179%
 12   7.767   496  497  501 rVB3   46673     53724   1.12%   0.135%
 13   7.996   513  517  519 rBV    50030     58280   1.21%   0.147%
 14   8.259   537  540  543 rBV  1437716   1389975  28.86%   3.495%
 15   8.819   587  589  592 rBV    94372    120174   2.50%   0.302%
 
 16   9.173   617  620  623 rBV4   27038     90784   1.88%   0.228%
 17   9.345   631  635  638 rBV  4458517   4816212 100.00%  12.109%
 18   9.493   646  648  655 rVB4   21669     55809   1.16%   0.140%
 19   9.733   667  669  672 rVV   319965    375078   7.79%   0.943%
 20   9.813   674  676  680 rVB3   45911     98849   2.05%   0.249%
 
 21   9.916   681  685  686 rBV2   20835     49613   1.03%   0.125%
 22   9.950   686  688  692 rVB2   33679     49377   1.03%   0.124%
 23  10.031   692  695  697 rBV  1274479   1565129  32.50%   3.935%
 24  10.328   718  721  725 rBV   160132    378794   7.86%   0.952%
 25  10.453   730  732  736 rVV2  128680    275943   5.73%   0.694%
 
 26  10.533   736  739  748 rVB3   78046    253125   5.26%   0.636%
 27  10.671   748  751  754 rBV3   72297    116480   2.42%   0.293%
 28  10.739   754  757  760 rVB4   46495     91346   1.90%   0.230%
 29  10.819   761  764  766 rBV  2721372   2942797  61.10%   7.399%
 30  10.933   772  774  778 rVB   135088    176975   3.67%   0.445%
 
 31  11.116   787  790  793 rBV4   30542     85093   1.77%   0.214%
 32  11.379   811  813  815 rBV2  136467    132413   2.75%   0.333%
 33  11.516   822  825  827 rBV  1719130   1552613  32.24%   3.904%
 34  11.722   841  843  848 rBV4   26756     64978   1.35%   0.163%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
  Data File : BF092548.D                                          
  Acq On    : 27 Jan 2017   1:59
  Operator  : SJ/MA
  Sample    : I1452-01
  Misc      :  
  ALS Vial  : 37   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_F\METHODS\8270-BF012417.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  11.802   848  850  854 rVB    47814     71236   1.48%   0.179%
 
 36  12.042   869  871  876 rBV2  478905    530650  11.02%   1.334%
 37  12.831   938  940  943 rBV2  104625    125936   2.61%   0.317%
 38  12.922   946  948  949 rBV    80478     72875   1.51%   0.183%
 39  12.979   952  953  956 rBV   341924    473191   9.82%   1.190%
 40  13.105   961  964  967 rBV  3600155   4390256  91.16%  11.038%
 
 41  13.997  1040 1042 1053 rVB2  285212    419840   8.72%   1.056%
 42  14.157  1053 1056 1058 rBV  1349103   1311346  27.23%   3.297%
 43  15.631  1182 1185 1188 rBV   664926    989262  20.54%   2.487%
 
 
                        Sum of corrected areas:    39772798
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
  Data File : BF092548.D                                          
  Acq On    : 27 Jan 2017   1:59
  Operator  : SJ/MA
  Sample    : I1452-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT 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_F\DATA\BF012617\
  Data File : BF092548.D                                          
  Acq On    : 27 Jan 2017   1:59
  Operator  : SJ/MA
  Sample    : I1452-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.15   12.59 ng         694212   1,4-Dichlorobenzene-d4      6.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 5 N,N'-Bis(2-methyl-2-nitrosopenta... 258 C12H22N2O4     094514-30-4 9 

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance Scan 268 (5.150 min): BF092548.D (-266) (-)
43

59

101
835337 67

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 833725 93

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 51 7337 83 95

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #8114: 3-Hexanol, 4-methyl-
59

41
31

69 87
53 9815

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   58.13%

4.80 5.00 5.20 5.40

m/z 101.10   17.13%

4.80 5.00 5.20 5.40

m/z  58.10   15.08%

4.80 5.00 5.20 5.40

m/z  41.10    8.67%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
  Data File : BF092548.D                                          
  Acq On    : 27 Jan 2017   1:59
  Operator  : SJ/MA
  Sample    : I1452-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.74                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.74   71.04 ng        3916980   1,4-Dichlorobenzene-d4      6.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 16
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
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m/z-->

Abundance Scan 407 (6.739 min): BF092548.D (-404) (-)
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79
10688
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0

5000
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Abundance #48639: Tranylcypromine-propionyl
13257
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6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.40 6.60 6.80 7.00

m/z 134.10   34.01%

6.40 6.60 6.80 7.00

m/z  68.10   33.36%

6.40 6.60 6.80 7.00

m/z  66.10   21.27%

6.40 6.60 6.80 7.00

m/z  96.10   13.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
  Data File : BF092548.D                                          
  Acq On    : 27 Jan 2017   1:59
  Operator  : SJ/MA
  Sample    : I1452-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  4,4-Dimethylcyclooctene         Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.45    3.53 ng         275943   Acenaphthene-d10           10.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4,4-Dimethylcyclooctene             138 C10H18         1000113-56-7 50
 2 Decane, 2,2,3-trimethyl-            184 C13H28         062338-09-4 43
 3 3-Hexanone, 2,5-dimethyl-           128 C8H16O         001888-57-9 43
 4 Hexane, 3-ethyl-2,5-dimethyl-       142 C10H22         052897-04-8 35
 5 Pentadecane                         212 C15H32         000629-62-9 35
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0

5000

m/z-->

Abundance Scan 732 (10.453 min): BF092548.D (-730) (-)
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5000

m/z-->

Abundance #16279: 4,4-Dimethylcyclooctene
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9929 71
12715
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5000

m/z-->

Abundance #45608: Decane, 2,2,3-trimethyl-
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0

5000

m/z-->

Abundance #12186: 3-Hexanone, 2,5-dimethyl-
57

85
43

71
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11315

10.20 10.40 10.60 10.80

m/z  57.10  100.00%

10.20 10.40 10.60 10.80

m/z  43.10   51.00%

10.20 10.40 10.60 10.80

m/z  85.05   33.43%

10.20 10.40 10.60 10.80

m/z  41.10   29.82%

10.20 10.40 10.60 10.80

m/z  55.10   19.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
  Data File : BF092548.D                                          
  Acq On    : 27 Jan 2017   1:59
  Operator  : SJ/MA
  Sample    : I1452-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown10.53                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.53    3.23 ng         253125   Acenaphthene-d10           10.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Silane, diethylmethyl-              102 C5H14Si        000760-32-7 32
 2 Isoxazolidine                        73 C3H7NO         000504-72-3 27
 3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H18O4        000112-50-5 25
 4 Tetraethylene glycol diethyl ether  250 C12H26O5       004353-28-0 22
 5 Octaethylene glycol monododecyl ... 538 C28H58O9       003055-98-9 17
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0

5000

m/z-->

Abundance Scan 739 (10.533 min): BF092548.D (-736) (-)
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m/z-->

Abundance #4304: Silane, diethylmethyl-
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m/z-->

Abundance #718: Isoxazolidine
45
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5000

m/z-->

Abundance #41639: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45

59 7231 89
10315 119 148

10.20 10.40 10.60 10.80

m/z  45.10  100.00%

10.20 10.40 10.60 10.80

m/z  73.10   61.82%

10.20 10.40 10.60 10.80

m/z 135.05   40.48%

10.20 10.40 10.60 10.80

m/z  72.00   33.39%

10.20 10.40 10.60 10.80

m/z  41.10   28.27%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
  Data File : BF092548.D                                          
  Acq On    : 27 Jan 2017   1:59
  Operator  : SJ/MA
  Sample    : I1452-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Dodecane, 2-methyl-6-propyl-    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.93    2.28 ng         176975   Phenanthrene-d10           11.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 93
 2 Eicosane                            282 C20H42         000112-95-8 91
 3 Tridecane, 5-propyl-                226 C16H34         055045-11-9 90
 4 Pentadecane                         212 C15H32         000629-62-9 86
 5 Tetradecane                         198 C14H30         000629-59-4 86
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5000

m/z-->

Abundance Scan 774 (10.933 min): BF092548.D (-772) (-)
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Abundance #73991: Dodecane, 2-methyl-6-propyl-
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Abundance #107652: Eicosane
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Abundance #73971: Tridecane, 5-propyl-
57

43 71

85

112 18316812798 141 226197

10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.60 10.80 11.00 11.20

m/z  43.05   62.70%

10.60 10.80 11.00 11.20

m/z  71.10   56.80%

10.60 10.80 11.00 11.20

m/z  85.05   35.38%

10.60 10.80 11.00 11.20

m/z  41.10   28.43%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
  Data File : BF092548.D                                          
  Acq On    : 27 Jan 2017   1:59
  Operator  : SJ/MA
  Sample    : I1452-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.04    6.84 ng         530650   Phenanthrene-d10           11.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 93
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 86
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 72

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance Scan 871 (12.042 min): BF092548.D (-869) (-)
43 7360
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0

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43 7360
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5000

m/z-->

Abundance #65565: Tridecanoic acid
7360
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21418599 143 157
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0

5000

m/z-->

Abundance #83683: Pentadecanoic acid
43 7360

29

242129
87 199115 143101 185171157 213225

11.80 12.00 12.20 12.40

m/z  43.10  100.00%

11.80 12.00 12.20 12.40

m/z  73.00   88.28%

11.80 12.00 12.20 12.40

m/z  60.00   85.25%

11.80 12.00 12.20 12.40

m/z  57.10   77.67%

11.80 12.00 12.20 12.40

m/z  55.10   68.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
  Data File : BF092548.D                                          
  Acq On    : 27 Jan 2017   1:59
  Operator  : SJ/MA
  Sample    : I1452-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Phenol, 4,4'-(1-methylethyl...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.98    7.22 ng         473191   Chrysene-d12               14.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4,4'-(1-methylethylidene... 228 C15H16O2       000080-05-7 94
 2 2H,8H-Benzo[1,2-b:3,4-b']dipyran... 228 C14H12O3       000523-59-1 58
 3 Trimethyl[5-(trimethylsilyl)-2-t... 228 C10H20SSi2     017906-71-7 53
 4 Carbanilic acid, p-phenyl-          213 C13H11NO2      004474-53-7 52
 5 Indole,6-methyl-2-(2-thienyl)-      213 C13H11NS       296245-70-0 50
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
  Data File : BF092548.D                                          
  Acq On    : 27 Jan 2017   1:59
  Operator  : SJ/MA
  Sample    : I1452-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  5-Eicosene, (E)-                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.00    6.40 ng         419840   Chrysene-d12               14.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 91
 2 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 87
 3 11-Tricosene                        322 C23H46         052078-56-5 83
 4 1-Nonadecene                        266 C19H38         018435-45-5 83
 5 Cycloeicosane                       280 C20H40         000296-56-0 83
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
  Data File : BF092548.D                                          
  Acq On    : 27 Jan 2017   1:59
  Operator  : SJ/MA
  Sample    : I1452-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT 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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.15    12.6 ng     694212  1   6.97 1102810  20.0
unknown6.74            6.74    71.0 ng    3916980  1   6.97 1102810  20.0
4,4-Dimethylcyclo...  10.45     3.5 ng     275943  3  10.03 1565130  20.0
unknown10.53          10.53     3.2 ng     253125  3  10.03 1565130  20.0
Dodecane, 2-methy...  10.93     2.3 ng     176975  4  11.52 1552610  20.0
n-Hexadecanoic acid   12.04     6.8 ng     530650  4  11.52 1552610  20.0
Phenol, 4,4'-(1-m...  12.98     7.2 ng     473191  5  14.16 1311350  20.0
5-Eicosene, (E)-      14.00     6.4 ng     419840  5  14.16 1311350  20.0
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