
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082919\
  Data File : BM022428.D                                          
  Acq On    : 30 Aug 2019  03:27
  Operator  : HP/JU
  Sample    : K4596-01
  Misc      :  
  ALS Vial  : 18   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:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.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   5.146   361  367  379 rBV   222514    333336  29.41%   5.005%
  2   6.722   629  635  653 rBV   212854    367043  32.38%   5.511%
  3   7.057   686  692  704 rBB   259110    393716  34.74%   5.912%
  4   7.522   765  771  777 rBB    66002     99124   8.75%   1.488%
  5   7.828   817  823  832 rBB   197349    311898  27.52%   4.683%
 
  6   8.693   965  970  990 rBV   113845    217807  19.22%   3.271%
  7  10.298  1236 1243 1256 rBB    61276    114924  10.14%   1.726%
  8  12.786  1660 1666 1686 rBV   347173    522923  46.14%   7.852%
  9  13.669  1811 1816 1823 rBB    15100     21494   1.90%   0.323%
 10  14.116  1888 1892 1897 rBB2   47862     59442   5.24%   0.893%
 
 11  14.186  1897 1904 1910 rBV   101597    150258  13.26%   2.256%
 12  15.698  2155 2161 2173 rVB   344635    494242  43.61%   7.421%
 13  16.951  2369 2374 2379 rBV2  130034    191317  16.88%   2.873%
 14  16.998  2379 2382 2389 rVB    26490     34539   3.05%   0.519%
 15  17.845  2521 2526 2530 rBV3   51297     67064   5.92%   1.007%
 
 16  19.021  2722 2726 2738 rVB   124334    175364  15.47%   2.633%
 17  19.139  2742 2746 2754 rBV3   20617     27457   2.42%   0.412%
 18  19.362  2780 2784 2785 rBV    13392     14756   1.30%   0.222%
 19  19.392  2785 2789 2796 rVB    87050    110148   9.72%   1.654%
 20  19.598  2818 2824 2830 rBV   992338   1133435 100.00%  17.019%
 
 21  19.904  2872 2876 2880 rVB3   10229     14935   1.32%   0.224%
 22  20.198  2921 2926 2930 rBV5    5073     11988   1.06%   0.180%
 23  20.298  2940 2943 2950 rVB2   19406     22124   1.95%   0.332%
 24  20.727  3011 3016 3022 rBV   403787    470039  41.47%   7.058%
 25  20.809  3028 3030 3033 rVB    11723     12474   1.10%   0.187%
 
 26  20.862  3034 3039 3042 rBV5   36474     58949   5.20%   0.885%
 27  21.168  3084 3091 3095 rBV2  289756    464445  40.98%   6.974%
 28  21.203  3095 3097 3103 rVB    68183     77348   6.82%   1.161%
 29  21.315  3114 3116 3120 rBV3   15125     14361   1.27%   0.216%
 30  22.703  3347 3352 3357 rBV   109967    214301  18.91%   3.218%
 
 31  23.262  3443 3447 3452 rVB2   55475     91645   8.09%   1.376%
 32  23.350  3457 3462 3468 rBV   209742    366776  32.36%   5.507%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082919\
  Data File : BM022428.D                                          
  Acq On    : 30 Aug 2019  03:27
  Operator  : HP/JU
  Sample    : K4596-01
  Misc      :  
  ALS Vial  : 18   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:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:     6659672
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082919\
  Data File : BM022428.D                                          
  Acq On    : 30 Aug 2019  03:27
  Operator  : HP/JU
  Sample    : K4596-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.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:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082919\
  Data File : BM022428.D                                          
  Acq On    : 30 Aug 2019  03:27
  Operator  : HP/JU
  Sample    : K4596-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown7.06                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.06   79.44 ng         393716   1,4-Dichlorobenzene-d4      7.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 22
 2 3H-1,2-Dithiol-3-one, 5-methyl-     132 C4H4OS2        003620-08-4 14
 3 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 14
 4 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 14
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 14

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

5000

m/z-->

Abundance Scan 692 (7.057 min): BM022428.D (-686) (-)
132

68

9640 54 1037647 61 85

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

5000

m/z-->

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132

6957
39 76 89 10347 115

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

5000

m/z-->

Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl-
132

67

5944 76 103

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

5000

m/z-->

Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
13256

6427 42 76 91 9915 34

6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.80 7.00 7.20 7.40

m/z  68.10   43.10%

6.80 7.00 7.20 7.40

m/z  66.10   40.97%

6.80 7.00 7.20 7.40

m/z 134.00   31.64%

6.80 7.00 7.20 7.40

m/z  69.10   22.23%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082919\
  Data File : BM022428.D                                          
  Acq On    : 30 Aug 2019  03:27
  Operator  : HP/JU
  Sample    : K4596-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  1,6-Cyclodecadiene, 1-methy...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.12    7.91 ng          59442   Acenaphthene-d10           14.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,6-Cyclodecadiene, 1-methyl-5-m... 204 C15H24         023986-74-5 98
 2 .beta.-copaene                      204 C15H24         1000374-18-9 96
 3 1H-Cyclopenta[1,3]cyclopropa[1,2... 204 C15H24         013744-15-5 93
 4 .alpha.-Cubebene                    204 C15H24         017699-14-8 60
 5 (+)-epi-Bicyclosesquiphellandrene   204 C15H24         054274-73-6 60

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1893 (14.122 min): BM022428.D (-1888) (-)
16191

105

7741
119

55 67 133 204
147

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #64463: 1,6-Cyclodecadiene, 1-methyl-5-methylene-8-(1-meth...
161

105
91

41 119

79
27

13355 67 204
14715

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #64281: .beta.-copaene
161

10591
41

11979
55 13367 204147 189176

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #64587: 1H-Cyclopenta[1,3]cyclopropa[1,2]benzene, octahydr...
161

9141 105

11979
5529 13367 204

147 189

13.80 14.00 14.20 14.40

m/z 161.10  100.00%

13.80 14.00 14.20 14.40

m/z  91.10   85.89%

13.80 14.00 14.20 14.40

m/z 105.00   72.74%

13.80 14.00 14.20 14.40

m/z  77.10   52.11%

13.80 14.00 14.20 14.40

m/z  41.00   48.51%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082919\
  Data File : BM022428.D                                          
  Acq On    : 30 Aug 2019  03:27
  Operator  : HP/JU
  Sample    : K4596-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.84    7.01 ng          67064   Phenanthrene-d10           16.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 86
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 62
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 52
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 43
 5 Undecanoic acid, 10-bromo-          264 C11H21BrO2     018294-93-4 38

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

5000

m/z-->

Abundance Scan 2525 (17.839 min): BM022428.D (-2521) (-)
43 7360

129 21397
171 191157 256111 227

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343

129

97 115 213 256157 171185143 199 227241

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343 60

129

29 87 199143 242115 185101 157 171 21315 226

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

5000

m/z-->

Abundance #84455: Tetradecanoic acid
73

60

43 129

185
87 228115 143 171101 199157

17.60 17.80 18.00 18.20

m/z  43.10  100.00%

17.60 17.80 18.00 18.20

m/z  73.00   92.16%

17.60 17.80 18.00 18.20

m/z  60.00   87.14%

17.60 17.80 18.00 18.20

m/z  41.10   83.32%

17.60 17.80 18.00 18.20

m/z  55.05   66.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082919\
  Data File : BM022428.D                                          
  Acq On    : 30 Aug 2019  03:27
  Operator  : HP/JU
  Sample    : K4596-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown20.73                    Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.73   20.24 ng         470039   Chrysene-d12               21.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Bis(cinnamoyloxymethyl)adama... 456 C30H32O4       303797-58-2 47
 2 Cinnamoylglycine, methyl ester      219 C12H13NO3      040778-04-9 43
 3 3-Butenoic acid, 2-oxo-4-phenyl-... 190 C11H10O3       1000142-22-4 43
 4 1-(2-Vinylphenyl)propan-1-one       160 C11H12O        052095-41-7 43
 5 4-Methylcoumarine-7-cinnamate       306 C19H14O4       300829-05-4 43

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3016 (20.727 min): BM022428.D (-3011) (-)
131

77 103

219
51

173 264 342194

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #228521: 1,3-Bis(cinnamoyloxymethyl)adamantane
131

10377

41
160 308262193 456217

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #76403: Cinnamoylglycine, methyl ester
131

103
77

21851
160 188

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #52862: 3-Butenoic acid, 2-oxo-4-phenyl-, methyl ester
131

103

77

51
190162

20.40 20.60 20.80 21.00

m/z 131.00  100.00%

20.40 20.60 20.80 21.00

m/z 115.05   51.62%

20.40 20.60 20.80 21.00

m/z  77.05   47.31%

20.40 20.60 20.80 21.00

m/z 102.95   45.81%

20.40 20.60 20.80 21.00

m/z 117.05   40.95%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082919\
  Data File : BM022428.D                                          
  Acq On    : 30 Aug 2019  03:27
  Operator  : HP/JU
  Sample    : K4596-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Cyclopentadecane                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.86    2.54 ng          58949   Chrysene-d12               21.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentadecane                    210 C15H30         000295-48-7 96
 2 1-Octadecanol                       270 C18H38O        000112-92-5 64
 3 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 62
 4 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 58
 5 Eicosyl trifluoroacetate            394 C22H41F3O2     1000351-75-2 58

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3039 (20.862 min): BM022428.D (-3034) (-)
43

69 97

207
125 227 295251177 355147

50 100 150 200 250 300 350

5000

m/z-->

Abundance #69584: Cyclopentadecane
55

83

11129
210139 182

50 100 150 200 250 300 350

5000

m/z-->

Abundance #119524: 1-Octadecanol
55 83

111

29

139 252224167 196

50 100 150 200 250 300 350

5000

m/z-->

Abundance #205392: Trichloroacetic acid, hexadecyl ester
43

69
97

125
153 19626 224

20.60 20.80 21.00 21.20

m/z  43.10  100.00%

20.60 20.80 21.00 21.20

m/z  57.05   80.95%

20.60 20.80 21.00 21.20

m/z  55.10   77.57%

20.60 20.80 21.00 21.20

m/z  41.00   65.45%

20.60 20.80 21.00 21.20

m/z  69.10   62.98%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082919\
  Data File : BM022428.D                                          
  Acq On    : 30 Aug 2019  03:27
  Operator  : HP/JU
  Sample    : K4596-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.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|
----------------------------------------------------------------------------
unknown7.06            7.06    79.4 ng     393716  1   7.52   99124  20.0
1,6-Cyclodecadien...  14.12     7.9 ng      59442  3  14.19  150258  20.0
n-Hexadecanoic acid   17.84     7.0 ng      67064  4  16.95  191317  20.0
unknown20.73          20.73    20.2 ng     470039  5  21.17  464445  20.0
Cyclopentadecane      20.86     2.5 ng      58949  5  21.17  464445  20.0
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