
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070516\
  Data File : BF088726.D                                          
  Acq On    :  6 Jul 2016   2:33
  Operator  : UM/SJ
  Sample    : H3881-11
  Misc      :  
  ALS Vial  : 21   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-BF063016.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   1.712    10   11   20 rVB   130496    210519   8.23%   0.822%
  2   1.838    20   22   35 rVB   821566   1561388  61.05%   6.099%
  3   4.947   291  294  299 rBB   108902    147351   5.76%   0.576%
  4   5.370   328  331  333 rBV  2094018   2180838  85.28%   8.518%
  5   6.410   419  422  425 rVB  1839313   2278087  89.08%   8.898%
 
  6   6.547   431  434  436 rBV  1953009   2557417 100.00%   9.989%
  7   6.776   452  454  456 rBV   715964    643144  25.15%   2.512%
  8   6.936   465  468  470 rVB  1747959   1968959  76.99%   7.691%
  9   7.336   500  503  506 rBV  1268711   1443403  56.44%   5.638%
 10   7.439   509  512  516 rBB    18105     25814   1.01%   0.101%
 
 11   8.056   564  566  569 rBV   930198    820086  32.07%   3.203%
 12   9.142   658  661  663 rBV  1836063   2547440  99.61%   9.950%
 13   9.530   693  695  697 rBV   437213    389394  15.23%   1.521%
 14   9.805   717  719  721 rVV   916046    821887  32.14%   3.210%
 15   9.839   721  722  724 rVB    55188     39760   1.55%   0.155%
 
 16  10.010   735  737  739 rVB    33006     26002   1.02%   0.102%
 17  10.250   757  758  759 rVB    54416     37302   1.46%   0.146%
 18  10.353   765  767  769 rBV    36865     40475   1.58%   0.158%
 19  10.593   785  788  790 rBV  1388236   1372420  53.66%   5.361%
 20  10.639   790  792  794 rVB    52454     56142   2.20%   0.219%
 
 21  10.719   797  799  803 rVB    63867     67833   2.65%   0.265%
 22  10.913   810  816  820 rBV4   13153     42487   1.66%   0.166%
 23  11.165   837  838  844 rVB    88018    111673   4.37%   0.436%
 24  11.279   846  848  852 rVV2  648079   1026839  40.15%   4.011%
 25  11.359   852  855  856 rVB    96408    108907   4.26%   0.425%
 
 26  11.508   866  868  870 rVB    28961     27172   1.06%   0.106%
 27  11.588   873  875  879 rVB    43683     52811   2.07%   0.206%
 28  11.782   890  892  893 rBV    41853     32583   1.27%   0.127%
 29  11.805   893  894  897 rVB    40599     46999   1.84%   0.184%
 30  11.896   900  902  906 rVB    52150     83399   3.26%   0.326%
 
 31  12.079   916  918  922 rVB    28206     38711   1.51%   0.151%
 32  12.491   952  954  956 rBV   288575    305052  11.93%   1.192%
 33  12.708   970  973  976 rBV2  226168    309244  12.09%   1.208%
 34  12.776   976  979  981 rVB3   16141     27401   1.07%   0.107%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070516\
  Data File : BF088726.D                                          
  Acq On    :  6 Jul 2016   2:33
  Operator  : UM/SJ
  Sample    : H3881-11
  Misc      :  
  ALS Vial  : 21   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-BF063016.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  12.868   985  987  989 rVB  1889265   1756645  68.69%   6.861%
 
 36  12.936   989  993  997 rVB2   16526     26377   1.03%   0.103%
 37  13.039   999 1002 1004 rVB    34164     50594   1.98%   0.198%
 38  13.108  1006 1008 1010 rBV    37734     37714   1.47%   0.147%
 39  13.542  1043 1046 1051 rBV3   15095     31313   1.22%   0.122%
 40  13.657  1053 1056 1057 rBV2   20644     26273   1.03%   0.103%
 
 41  13.702  1057 1060 1063 rBV2   10751     29232   1.14%   0.114%
 42  13.782  1065 1067 1074 rVB3   47290     94262   3.69%   0.368%
 43  13.908  1075 1078 1079 rBV2  656158    734721  28.73%   2.870%
 44  14.388  1117 1120 1121 rBV3   17725     26220   1.03%   0.102%
 45  14.754  1150 1152 1155 rVB    30854     36458   1.43%   0.142%
 
 46  14.902  1162 1165 1170 rBV   112148    238171   9.31%   0.930%
 47  15.005  1172 1174 1176 rVB    31506     38636   1.51%   0.151%
 48  15.177  1187 1189 1192 rVB    64978     88090   3.44%   0.344%
 49  15.234  1192 1194 1197 rBV    91965    113387   4.43%   0.443%
 50  15.302  1197 1200 1202 rBV   355743    568405  22.23%   2.220%
 
 51  15.748  1236 1239 1241 rBV2   18973     36133   1.41%   0.141%
 52  15.942  1255 1256 1262 rVB5   19431     41889   1.64%   0.164%
 53  16.205  1277 1279 1285 rVB4   14281     31192   1.22%   0.122%
 54  16.617  1312 1315 1319 rVB2   38754     77050   3.01%   0.301%
 55  17.017  1347 1350 1356 rVB    29183     70352   2.75%   0.275%
 
 
 
                        Sum of corrected areas:    25602053
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070516\
  Data File : BF088726.D                                          
  Acq On    :  6 Jul 2016   2:33
  Operator  : UM/SJ
  Sample    : H3881-11
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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_F\DATA\BF070516\
  Data File : BF088726.D                                          
  Acq On    :  6 Jul 2016   2:33
  Operator  : UM/SJ
  Sample    : H3881-11
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.95    4.58 ng         147351   1,4-Dichlorobenzene-d4      6.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

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

5000

m/z-->

Abundance Scan 294 (4.947 min): BF088726.D (-291) (-)
43

59

101

8351

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

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 83 93

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

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

5000

m/z-->

Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43

101
28 59

70 84
15 51

4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   60.77%

4.60 4.80 5.00 5.20

m/z 101.10   21.32%

4.60 4.80 5.00 5.20

m/z  58.10   16.80%

4.60 4.80 5.00 5.20

m/z  41.10    9.58%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070516\
  Data File : BF088726.D                                          
  Acq On    :  6 Jul 2016   2:33
  Operator  : UM/SJ
  Sample    : H3881-11
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown6.55                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.55   79.53 ng        2557420   1,4-Dichlorobenzene-d4      6.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 2 1H-Indazole, 7-methyl-              132 C8H8N2         1000316-00-7 12
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 9 
 4 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

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

5000

m/z-->

Abundance Scan 434 (6.547 min): BF088726.D (-431) (-)
132

68

96
7540 1045447 8761 115

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

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79 89 105 1246034
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5000

m/z-->

Abundance #14500: 1H-Indazole, 7-methyl-
132

1047751
39 63 11587 97
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5000

m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   36.25%

6.20 6.40 6.60 6.80

m/z 134.00   33.95%

6.20 6.40 6.60 6.80

m/z  66.10   23.03%

6.20 6.40 6.60 6.80

m/z  96.10   14.86%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070516\
  Data File : BF088726.D                                          
  Acq On    :  6 Jul 2016   2:33
  Operator  : UM/SJ
  Sample    : H3881-11
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tetradecane                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.16    2.18 ng         111673   Phenanthrene-d10           11.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecane                         198 C14H30         000629-59-4 91
 2 Pentadecane                         212 C15H32         000629-62-9 86
 3 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 86
 4 Tridecane                           184 C13H28         000629-50-5 81
 5 Heptadecane                         240 C17H36         000629-78-7 72

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

5000

m/z-->

Abundance Scan 838 (11.165 min): BF088726.D (-837) (-)
57

85
41

113 192141

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

5000

m/z-->

Abundance #59880: Tetradecane
57

85
41

113 198141 16915

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

5000

m/z-->

Abundance #71393: Pentadecane
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85
41

113 141 21216918418

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

5000

m/z-->

Abundance #152416: Tridecane, 1-iodo-
57

85
41

183113 155 310129

10.80 11.00 11.20 11.40

m/z  57.10  100.00%

10.80 11.00 11.20 11.40

m/z  71.10   69.48%

10.80 11.00 11.20 11.40

m/z  43.10   68.58%

10.80 11.00 11.20 11.40

m/z  85.10   47.95%

10.80 11.00 11.20 11.40

m/z  41.10   32.07%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070516\
  Data File : BF088726.D                                          
  Acq On    :  6 Jul 2016   2:33
  Operator  : UM/SJ
  Sample    : H3881-11
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Trichloroacetic acid, hexad...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.78    2.57 ng          94262   Chrysene-d12               13.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 93
 2 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 93
 3 Behenic alcohol                     326 C22H46O        000661-19-8 91
 4 1-Heptacosanol                      396 C27H56O        002004-39-9 91
 5 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91

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

5000

m/z-->

Abundance Scan 1067 (13.782 min): BF088726.D (-1065) (-)
57 83

41

111

139 191
163

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

5000

m/z-->

Abundance #205392: Trichloroacetic acid, hexadecyl ester
43

69
97

12527
153 196181 224

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

5000

m/z-->

Abundance #197885: Trichloroacetic acid, pentadecyl ester
43

83

111
68

27 126 153 182 210

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

5000

m/z-->

Abundance #166292: Behenic alcohol
8355

111

29 139
167 280182 308210 238 264

13.40 13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  43.10   87.38%

13.40 13.60 13.80 14.00 14.20

m/z  55.10   87.06%

13.40 13.60 13.80 14.00 14.20

m/z  83.10   86.40%

13.40 13.60 13.80 14.00 14.20

m/z  69.10   84.57%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070516\
  Data File : BF088726.D                                          
  Acq On    :  6 Jul 2016   2:33
  Operator  : UM/SJ
  Sample    : H3881-11
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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...   4.95     4.6 ng     147351  1   6.78  643144  20.0
unknown6.55            6.55    79.5 ng    2557420  1   6.78  643144  20.0
Tetradecane           11.16     2.2 ng     111673  4  11.28 1026840  20.0
Trichloroacetic a...  13.78     2.6 ng      94262  5  13.91  734721  20.0
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