
                                     LSC Area Percent Report
 
  Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101918\
  Data File : BM017244.D                                          
  Acq On    : 19 Oct 2018  23:41
  Operator  : MJ/SJ
  Sample    : J5575-10
  Misc      :  
  ALS Vial  : 14   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-BM101718.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   4.834   309  314  325 rBV   201658    281902   2.83%   0.279%
  2   5.281   383  390  399 rBV  3465674   4982380  50.01%   4.938%
  3   6.846   648  656  672 rBV  3618997   6102021  61.25%   6.048%
  4   7.199   709  716  728 rBV  3604251   5593026  56.14%   5.543%
  5   7.664   788  795  802 rBV  1044547   1617750  16.24%   1.603%
 
  6   7.981   839  849  856 rBV  2579327   4084493  41.00%   4.048%
  7   8.816   983  991 1006 rBV  2178994   3488830  35.02%   3.458%
  8  10.440  1259 1267 1271 rBV  1392711   2345267  23.54%   2.324%
  9  10.487  1271 1275 1284 rVB   737071   1238754  12.43%   1.228%
 10  12.104  1543 1550 1561 rBV   289740    466336   4.68%   0.462%
 
 11  12.328  1579 1588 1597 rBV   156798    252540   2.53%   0.250%
 12  12.922  1682 1689 1697 rBV  5415690   7800270  78.30%   7.731%
 13  13.134  1720 1725 1733 rVB   130723    189086   1.90%   0.187%
 14  13.475  1775 1783 1790 rBV4   49123    136066   1.37%   0.135%
 15  13.622  1803 1808 1814 rBV2   79005    140017   1.41%   0.139%
 
 16  13.769  1826 1833 1841 rBV   389126    564511   5.67%   0.559%
 17  14.028  1869 1877 1882 rVB    69736    102692   1.03%   0.102%
 18  14.304  1913 1924 1930 rBV2 2122221   3308168  33.21%   3.279%
 19  14.369  1930 1935 1944 rVB  1096311   1563552  15.69%   1.550%
 20  14.704  1986 1992 2001 rBV   603082    874643   8.78%   0.867%
 
 21  15.357  2097 2103 2114 rBV   942080   1363515  13.69%   1.351%
 22  15.481  2121 2124 2128 rVV    91791    115944   1.16%   0.115%
 23  15.522  2128 2131 2135 rVB   127765    162139   1.63%   0.161%
 24  15.610  2142 2146 2149 rVV2   76770    100111   1.00%   0.099%
 25  15.657  2149 2154 2163 rVB   143231    219621   2.20%   0.218%
 
 26  15.798  2171 2178 2188 rBV  4671269   6688868  67.14%   6.629%
 27  16.363  2262 2274 2279 rBV3   94221    235465   2.36%   0.233%
 28  16.710  2329 2333 2341 rVB   112081    177652   1.78%   0.176%
 29  16.875  2356 2361 2370 rVB   224861    337527   3.39%   0.335%
 30  17.057  2385 2392 2395 rBV  2651894   3804455  38.19%   3.770%
 
 31  17.098  2395 2399 2405 rVV  4303835   5831339  58.53%   5.779%
 32  17.186  2405 2414 2420 rVB   827494   1259358  12.64%   1.248%
 33  17.463  2451 2461 2470 rBV   436339    713510   7.16%   0.707%
 34  17.934  2534 2541 2543 rBV   241035    362390   3.64%   0.359%
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                                     LSC Area Percent Report
 
  Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101918\
  Data File : BM017244.D                                          
  Acq On    : 19 Oct 2018  23:41
  Operator  : MJ/SJ
  Sample    : J5575-10
  Misc      :  
  ALS Vial  : 14   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-BM101718.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  17.981  2543 2549 2555 rVV2  386684    761119   7.64%   0.754%
 
 36  18.057  2555 2562 2568 rVV2  101907    192365   1.93%   0.191%
 37  18.128  2568 2574 2578 rVV4  459298    789464   7.92%   0.782%
 38  18.163  2578 2580 2588 rVB   139802    168950   1.70%   0.167%
 39  18.439  2622 2627 2630 rBV   183614    257965   2.59%   0.256%
 40  18.481  2630 2634 2639 rVB   105868    140566   1.41%   0.139%
 
 41  18.857  2692 2698 2701 rBV    58317    105281   1.06%   0.104%
 42  18.992  2717 2721 2730 rBV4   50963    100640   1.01%   0.100%
 43  19.116  2736 2742 2750 rBV  3033369   4145149  41.61%   4.108%
 44  19.480  2800 2804 2809 rVB  1993925   2734513  27.45%   2.710%
 45  19.557  2813 2817 2823 rVB    99690    155787   1.56%   0.154%
 
 46  19.692  2831 2840 2845 rBV  7945747   9962435 100.00%   9.873%
 47  19.810  2854 2860 2866 rBV3  111199    280834   2.82%   0.278%
 48  19.945  2878 2883 2885 rBV6   88011    149894   1.50%   0.149%
 49  19.980  2885 2889 2893 rVB   264105    357748   3.59%   0.355%
 50  20.080  2902 2906 2910 rBV   257803    333503   3.35%   0.331%
 
 51  20.139  2910 2916 2919 rVV2  151368    267430   2.68%   0.265%
 52  20.175  2919 2922 2927 rVB   109590    135407   1.36%   0.134%
 53  20.392  2956 2959 2962 rBV3   80579    107023   1.07%   0.106%
 54  20.510  2975 2979 2983 rBV2  137489    177329   1.78%   0.176%
 55  20.727  3014 3016 3022 rVB    90191    114585   1.15%   0.114%
 
 56  20.892  3041 3044 3048 rBV   123161    172934   1.74%   0.171%
 57  20.933  3048 3051 3054 rBV   156441    179641   1.80%   0.178%
 58  20.974  3054 3058 3063 rBV3  460024    693615   6.96%   0.687%
 59  21.245  3098 3104 3108 rBV2 3284248   5289803  53.10%   5.243%
 60  21.286  3108 3111 3118 rVB   721078    960311   9.64%   0.952%
 
 61  21.410  3127 3132 3139 rBV3  252923    428244   4.30%   0.424%
 62  21.845  3203 3206 3210 rBV4  166268    200299   2.01%   0.199%
 63  22.798  3364 3368 3373 rBV   471976    916122   9.20%   0.908%
 64  23.363  3460 3464 3470 rVB2  312483    545201   5.47%   0.540%
 65  23.463  3474 3481 3488 rBV  1829433   3572541  35.86%   3.541%
 
 
 
                        Sum of corrected areas:   100900896
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101918\
  Data File : BM017244.D                                          
  Acq On    : 19 Oct 2018  23:41
  Operator  : MJ/SJ
  Sample    : J5575-10
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718.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:\svoasrv\HPCHEM1\BNA_M\Data\BM101918\
  Data File : BM017244.D                                          
  Acq On    : 19 Oct 2018  23:41
  Operator  : MJ/SJ
  Sample    : J5575-10
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.83    3.49 ng         281902   1,4-Dichlorobenzene-d4      7.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 50
 3 Dimethadione                        129 C5H7NO3        000695-53-4 25
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 5 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 23

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

5000

m/z-->

Abundance Scan 313 (4.828 min): BM017244.D (-309) (-)
43

59

101

83 281133 208

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

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 83

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

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59

41
10127

73

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

5000

m/z-->

Abundance #12397: Dimethadione
43

59

129
15

29 11486

4.40 4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.40 4.60 4.80 5.00 5.20

m/z  59.10   61.14%

4.40 4.60 4.80 5.00 5.20

m/z 101.10   20.03%

4.40 4.60 4.80 5.00 5.20

m/z  58.00   14.07%

4.40 4.60 4.80 5.00 5.20

m/z  41.05    9.46%
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                                 Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101918\
  Data File : BM017244.D                                          
  Acq On    : 19 Oct 2018  23:41
  Operator  : MJ/SJ
  Sample    : J5575-10
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.20                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.20   69.15 ng        5593030   1,4-Dichlorobenzene-d4      7.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 716 (7.199 min): BM017244.D (-709) (-)
132

68

96
40 54 85 115 208

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

5131

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132

10533 44
70

8656

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775139 11527 8914

6.80 7.00 7.20 7.40 7.60

m/z 132.00  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  68.10   41.29%

6.80 7.00 7.20 7.40 7.60

m/z 134.00   32.47%

6.80 7.00 7.20 7.40 7.60

m/z  66.10   27.06%

6.80 7.00 7.20 7.40 7.60

m/z  69.10   17.26%
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                                 Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101918\
  Data File : BM017244.D                                          
  Acq On    : 19 Oct 2018  23:41
  Operator  : MJ/SJ
  Sample    : J5575-10
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Phenanthrene, 2-methyl-         Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.98    4.00 ng         761119   Phenanthrene-d10           17.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenanthrene, 2-methyl-             192 C15H12         002531-84-2 93
 2 Phenanthrene, 1-methyl-             192 C15H12         000832-69-9 93
 3 Anthracene, 1-methyl-               192 C15H12         000610-48-0 93
 4 Anthracene, 9-methyl-               192 C15H12         000779-02-2 90
 5 Anthracene, 2-methyl-               192 C15H12         000613-12-7 89

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2549 (17.981 min): BM017244.D (-2543) (-)
192

165
9463 13911539 355281213

50 100 150 200 250 300 350

5000

m/z-->

Abundance #50627: Phenanthrene, 2-methyl-
192

16594
13963 11539

50 100 150 200 250 300 350

5000

m/z-->

Abundance #50623: Phenanthrene, 1-methyl-
192

165
9663 13939 115

50 100 150 200 250 300 350

5000

m/z-->

Abundance #50617: Anthracene, 1-methyl-
192

16582
63 13939 11518

17.60 17.80 18.00 18.20

m/z 192.10  100.00%

17.60 17.80 18.00 18.20

m/z 191.10   56.86%

17.60 17.80 18.00 18.20

m/z 189.10   26.39%

17.60 17.80 18.00 18.20

m/z 193.10   16.80%

17.60 17.80 18.00 18.20

m/z 165.10   14.07%

8270-BM101718.M Mon Oct 29 05:36:35 2018                                              Page: 6

Instrument :
BNA_M
ClientSampleId :
SSSI-1015-S-DH-25A-B



                                 Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101918\
  Data File : BM017244.D                                          
  Acq On    : 19 Oct 2018  23:41
  Operator  : MJ/SJ
  Sample    : J5575-10
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  4H-Cyclopenta[def]phenanthrene  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.13    4.15 ng         789464   Phenanthrene-d10           17.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4H-Cyclopenta[def]phenanthrene      190 C15H10         000203-64-5 91
 2 6H-Cyclobuta[jk]phenanthrene        190 C15H10         083469-43-6 56
 3 2,3,5,6-Tetramethylterephthalald... 190 C12H14O2       007072-01-7 50
 4 2,2'-Bis(4,5-dimethylimidazole)     190 C10H14N4       069286-06-2 45
 5 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BClO3S     036155-87-0 40

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 2574 (18.128 min): BM017244.D (-2568) (-)
190

94
1638163 13950 15011039 127 204176 218

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190

94

81 1636339 110 13750 178122 15027

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #49336: 6H-Cyclobuta[jk]phenanthrene
189

94

81 163

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #49127: 2,3,5,6-Tetramethylterephthalaldehyde
19039

51 91
77

11565 133 161

103
147 175

17.80 18.00 18.20 18.40

m/z 190.10  100.00%

17.80 18.00 18.20 18.40

m/z 189.05   93.55%

17.80 18.00 18.20 18.40

m/z 191.05   23.19%

17.80 18.00 18.20 18.40

m/z  94.50   20.58%

17.80 18.00 18.20 18.40

m/z 187.10   19.42%
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                                 Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101918\
  Data File : BM017244.D                                          
  Acq On    : 19 Oct 2018  23:41
  Operator  : MJ/SJ
  Sample    : J5575-10
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Cyclopentadecane                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.97    2.62 ng         693615   Chrysene-d12               21.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentadecane                    210 C15H30         000295-48-7 53
 2 Ethanol, 2-(hexadecyloxy)-          286 C18H38O2       002136-71-2 52
 3 Chloroacetic acid, 4-hexadecyl e... 318 C18H35ClO2     1000282-93-2 49
 4 7-Hexadecene, (Z)-                  224 C16H32         035507-09-6 46
 5 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 46

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3057 (20.969 min): BM017244.D (-3054) (-)
226

57

85

111
282165 198140 257 341 415

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #63051: Cyclopentadecane
55

83

11129
210139 182

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57

85

31 111
196 255224141 169 281

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #127048: Chloroacetic acid, 4-hexadecyl ester
55

97

77

12529 224149
196169 269

20.60 20.80 21.00 21.20

m/z 226.10  100.00%

20.60 20.80 21.00 21.20

m/z  57.10   78.16%

20.60 20.80 21.00 21.20

m/z  43.05   58.06%

20.60 20.80 21.00 21.20

m/z  71.10   45.48%

20.60 20.80 21.00 21.20

m/z  55.00   40.81%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101918\
  Data File : BM017244.D                                          
  Acq On    : 19 Oct 2018  23:41
  Operator  : MJ/SJ
  Sample    : J5575-10
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718.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...   4.83     3.5 ng     281902  1   7.66 1617750  20.0
unknown7.20            7.20    69.2 ng    5593030  1   7.66 1617750  20.0
Phenanthrene, 2-m...  17.98     4.0 ng     761119  4  17.06 3804460  20.0
4H-Cyclopenta[def...  18.13     4.2 ng     789464  4  17.06 3804460  20.0
Cyclopentadecane      20.97     2.6 ng     693615  5  21.25 5289800  20.0
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