
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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   1.690     8    9   19 rVB   242082    454319  12.15%   2.077%
  2   1.815    19   20   65 rVB  1662446   3738145 100.00%  17.087%
  3   4.902   287  290  298 rVB    65212     94023   2.52%   0.430%
  4   5.336   325  328  330 rBV  1584458   1526898  40.85%   6.979%
  5   5.587   348  350  352 rVB    62696     74954   2.01%   0.343%
 
  6   6.387   416  420  422 rBV  1207143   1671279  44.71%   7.639%
  7   6.513   428  431  432 rBV  1541047   1706642  45.65%   7.801%
  8   6.536   432  433  435 rVV2  165061    188750   5.05%   0.863%
  9   6.582   435  437  439 rVB   243428    367653   9.84%   1.681%
 10   6.742   449  451  453 rBV   660249    535443  14.32%   2.448%
 
 11   6.902   462  465  467 rVB  1237234   1309956  35.04%   5.988%
 12   7.302   497  500  503 rBV   849247    902641  24.15%   4.126%
 13   8.022   561  563  566 rBV   591789    604079  16.16%   2.761%
 14   9.108   655  658  660 rBV  1939985   1737454  46.48%   7.942%
 15   9.416   683  685  687 rVB    48930     46429   1.24%   0.212%
 
 16   9.496   691  692  695 rVB   143713    126988   3.40%   0.580%
 17   9.782   714  717  719 rBV   508288    584555  15.64%   2.672%
 18  10.559   783  785  788 rBV   762714    729318  19.51%   3.334%
 19  11.256   843  846  848 rBV   593486    504171  13.49%   2.305%
 20  11.302   848  850  856 rVB2   18140     41403   1.11%   0.189%
 
 21  11.588   871  875  877 rVB3   50386     66318   1.77%   0.303%
 22  12.674   967  970  973 rBV2   87638     91756   2.45%   0.419%
 23  12.845   982  985  987 rBV   926247   1224335  32.75%   5.596%
 24  13.314  1022 1026 1029 rBV3  281062    689225  18.44%   3.150%
 25  13.382  1029 1032 1034 rBV    57221     54032   1.45%   0.247%
 
 26  13.760  1063 1065 1069 rBV    61125    100498   2.69%   0.459%
 27  13.885  1073 1076 1078 rBV   555860    622975  16.67%   2.848%
 28  14.137  1095 1098 1100 rVB3   81699    130507   3.49%   0.597%
 29  14.274  1107 1110 1112 rBV3  354649    493628  13.21%   2.256%
 30  14.377  1116 1119 1123 rBV2   40811     91036   2.44%   0.416%
 
 31  14.971  1169 1171 1173 rBV    75831     89570   2.40%   0.409%
 32  15.268  1194 1197 1200 rBV   335554    380651  10.18%   1.740%
 33  15.714  1233 1236 1239 rBV   129200    180700   4.83%   0.826%
 34  16.686  1318 1321 1324 rBV2   31737     49547   1.33%   0.226%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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  16.926  1339 1342 1343 rBV    30792     44183   1.18%   0.202%
 
 36  17.303  1372 1375 1380 rVB4   22419     50989   1.36%   0.233%
 37  17.451  1386 1388 1390 rVB3   61900     45412   1.21%   0.208%
 38  18.034  1435 1439 1442 rBV3   29871     51451   1.38%   0.235%
 39  18.583  1486 1487 1489 rVV   177957    128608   3.44%   0.588%
 40  18.811  1504 1507 1510 rVB3   27206     50916   1.36%   0.233%
 
 41  19.040  1526 1527 1532 rVV5   41535     63436   1.70%   0.290%
 42  19.143  1532 1536 1540 rVB6   53232     85230   2.28%   0.390%
 43  19.200  1540 1541 1543 rBV    25775     48252   1.29%   0.221%
 44  19.234  1543 1544 1548 rVV2   53648     98591   2.64%   0.451%
 
 
                        Sum of corrected areas:    21876946
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.90    3.51 ng          94023   1,4-Dichlorobenzene-d4      6.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 5-Hexen-2-one                        98 C6H10O         000109-49-9 10
 3 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 4 Acetone                              58 C3H6O          000067-64-1 9 
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 

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

5000

m/z-->

Abundance Scan 290 (4.902 min): BF088809.D (-287) (-)
43

59

101

83

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

5000

m/z-->

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

59

15 10131 8337 5325

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

5000

m/z-->

Abundance #3152: 5-Hexen-2-one
43

552715 83 9837 7149 65 77

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

5000

m/z-->

Abundance #4425: Butane, 1-ethoxy-
59

31

41

73
15 1028747 53

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   65.36%

4.60 4.80 5.00 5.20

m/z 101.10   25.78%

4.60 4.80 5.00 5.20

m/z  58.10   17.49%

4.60 4.80 5.00 5.20

m/z  41.10    9.97%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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  Cyclohexanone                   Concentration Rank 20

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.59    2.80 ng          74954   1,4-Dichlorobenzene-d4      6.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexanone                        98 C6H10O         000108-94-1 91
 2 Cyclopentanone, 2-methyl-            98 C6H10O         001120-72-5 50
 3 Bis(1-hydroxycyclohexyl) peroxide   230 C12H22O4       002407-94-5 50
 4 6-Oxa-bicyclo[3.1.0]hexan-3-one      98 C5H6O2         074017-10-0 47
 5 Cyclohexane, methyl-                 98 C7H14          000108-87-2 40
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0

5000

m/z-->

Abundance Scan 350 (5.587 min): BF088809.D (-348) (-)
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83
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5000

m/z-->

Abundance #3155: Cyclohexanone
55
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98
69

27
83

15

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #3234: Cyclopentanone, 2-methyl-
42 55 98

69

28 83

15

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #85745: Bis(1-hydroxycyclohexyl) peroxide
5542

28 98
69

83
196

5.20 5.40 5.60 5.80 6.00

m/z  55.00  100.00%

5.20 5.40 5.60 5.80 6.00

m/z  42.10   62.72%

5.20 5.40 5.60 5.80 6.00

m/z  98.10   54.49%

5.20 5.40 5.60 5.80 6.00

m/z  41.10   29.80%

5.20 5.40 5.60 5.80 6.00

m/z  69.10   26.60%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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  5  unknown6.51                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.51   63.75 ng        1706640   1,4-Dichlorobenzene-d4      6.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 25
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
 4 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 431 (6.513 min): BF088809.D (-428) (-)
132

68

96
7540 10454 6248 87 115

30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

69
104

785131 38 44

30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

67

41 97
53 117

79
8961 103 110 12434

30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132

97

70
31 6044 7751 86 105 116

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   36.94%

6.20 6.40 6.60 6.80

m/z 134.00   33.90%

6.20 6.40 6.60 6.80

m/z  66.10   23.62%

6.20 6.40 6.60 6.80

m/z  96.10   15.05%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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  unknown6.54                     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.54    7.05 ng         188750   1,4-Dichlorobenzene-d4      6.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-(2,6-Dichlorophenoxy)prop-1-yne   200 C9H6Cl2O       003598-66-1 41
 2 .alpha.-[[6-Amino-3-[p-chlorophe... 440 C20H17ClN6O2S  1000254-47-6 35
 3 3,3'-(1,3-Phenylenedioxy)bis(pht... 362 C22H10N4O2     301211-94-9 35
 4 2,5-Di-(4-nitrophenyl)-tetrazol     312 C13H8N6O4      059635-48-2 35
 5 Phenol, 4-bromo-2,5-dichloro-       240 C6H3BrCl2O     001940-42-7 30

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 433 (6.536 min): BF088809.D (-432) (-)
392166142 25738 99

362281233
62

310200 442
416

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #61701: 3-(2,6-Dichlorophenoxy)prop-1-yne
39 165133

63
200

102

13

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #224652: .alpha.-[[6-Amino-3-[p-chlorophenyl]pyrido[2,3-b]...
44064

271

106 134
36117941 231

204 331 393

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #191931: 3,3'-(1,3-Phenylenedioxy)bis(phthalonitrile)
362

16464

191
39 92 335140 218 308116 283244

6.20 6.40 6.60 6.80

m/z 392.50  100.00%

6.20 6.40 6.60 6.80

m/z 394.80   88.94%

6.20 6.40 6.60 6.80

m/z 166.00   88.34%

6.20 6.40 6.60 6.80

m/z 393.20   86.89%

6.20 6.40 6.60 6.80

m/z 142.10   86.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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  9  Hexadecanoic acid, 1,1-dime...  Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.67    2.95 ng          91756   Chrysene-d12               13.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 87
 2 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 80
 3 Nipecotic acid                      129 C6H11NO2       000498-95-3 50
 4 2-Methyl-n-1-tridecene              196 C14H28         018094-01-4 35
 5 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30         041977-39-3 35

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 970 (12.674 min): BF088809.D (-967) (-)
56
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Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56

29 73

129 25797 239185 213 312157113 281
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0

5000

m/z-->

Abundance #154932: Hexadecanoic acid, butyl ester
56

29 73
257129 239101 185 213 312157 283

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #12841: Nipecotic acid
57

30 84
129

101
14

12.40 12.60 12.80 13.00

m/z  56.10  100.00%

12.40 12.60 12.80 13.00

m/z  57.10   62.16%

12.40 12.60 12.80 13.00

m/z  41.10   42.89%

12.40 12.60 12.80 13.00

m/z  43.10   41.42%

12.40 12.60 12.80 13.00

m/z  55.05   34.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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 10  unknown13.31                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.31   22.13 ng         689225   Chrysene-d12               13.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 .pi.-Pentamethylcyclopentadienyl... 512 C21H25O3Re     1000287-47-5 25
 2 Silane, dimethyl(2,5-dichlorophe... 390 C19H32Cl2O2Si  1000347-37-3 25
 3 3,9,11-Trichlorobenz[c]acridine-... 375 C18H8Cl3NO2    034623-46-6 15
 4 1,7-Di(4-biphenyl)-2,2,4,4,6,6-h... 544 C30H36O4Si3    1000347-50-1 12
 5 5,6-Dihydro-2,9,11-trichloro-7-b... 375 C19H12Cl3NO    034633-81-3 11

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

5000

m/z-->

Abundance Scan 1026 (13.314 min): BF088809.D (-1022) (-)
14991

369

244 500 542207 44833141 121 408178 299272

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

5000

m/z-->

Abundance #236452: .pi.-Pentamethylcyclopentadienyl-dicarbonyl-ethox...
377

29

512349
483

42777 321105 455289196 262134 225165

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

5000

m/z-->

Abundance #207356: Silane, dimethyl(2,5-dichlorophenyloxy)undecyloxy-
375

221

75 18541
115 249143

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

5000

m/z-->

Abundance #199805: 3,9,11-Trichlorobenz[c]acridine-7-carboxylic acid
375

149113 33029622543 26186 188

13.00 13.20 13.40 13.60

m/z 149.10  100.00%

13.00 13.20 13.40 13.60

m/z  91.00   84.05%

13.00 13.20 13.40 13.60

m/z 369.60   56.00%

13.00 13.20 13.40 13.60

m/z 374.80   52.20%

13.00 13.20 13.40 13.60

m/z 385.80   45.46%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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 11  Heptadecyl trifluoroacetate     Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.76    3.23 ng         100498   Chrysene-d12               13.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 91
 2 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 91
 3 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 91
 4 Carbonic acid, isobutyl octadecy... 370 C23H46O3       1000314-61-5 91
 5 Isobutyl tetradecyl carbonate       314 C19H38O3       959275-58-2 91

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 1065 (13.760 min): BF088809.D (-1063) (-)
57

83

111

13939

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
57

97

12529
154 28323821079 182 334265

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #197885: Trichloroacetic acid, pentadecyl ester
43

83

111

13926 182 21065

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #194196: Octadecyl trifluoroacetate
57

97

125
29

154 29725222479 182 348279 328

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  43.10   81.47%

13.40 13.60 13.80 14.00

m/z  83.10   78.44%

13.40 13.60 13.80 14.00

m/z  55.10   73.32%

13.40 13.60 13.80 14.00

m/z  69.05   71.85%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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 14  Heneicosane                     Concentration Rank 19

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.38    2.92 ng          91036   Chrysene-d12               13.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 90
 3 Hexacosane                          366 C26H54         000630-01-3 87
 4 Heptadecane                         240 C17H36         000629-78-7 87
 5 Tetracosane                         338 C24H50         000646-31-1 86

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1119 (14.377 min): BF088809.D (-1116) (-)
57

85

113
141

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

85

11329 141 169 365197 393225 267 295

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

14.00 14.20 14.40 14.60

m/z  57.10  100.00%

14.00 14.20 14.40 14.60

m/z  71.10   79.74%

14.00 14.20 14.40 14.60

m/z  85.10   62.94%

14.00 14.20 14.40 14.60

m/z  43.10   59.66%

14.00 14.20 14.40 14.60

m/z  55.10   25.15%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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 15  Hexacosane                      Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.97    4.71 ng          89570   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 91
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Triacontane                         422 C30H62         000638-68-6 91
 5 Hexatriacontane                     507 C36H74         000630-06-8 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1171 (14.971 min): BF088809.D (-1169) (-)
57

85

113 141 252169 209

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

14.60 14.80 15.00 15.20

m/z  57.10  100.00%

14.60 14.80 15.00 15.20

m/z  71.10   76.12%

14.60 14.80 15.00 15.20

m/z  43.10   58.74%

14.60 14.80 15.00 15.20

m/z  85.10   50.13%

14.60 14.80 15.00 15.20

m/z  55.10   21.82%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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 16  Octacosane                      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.71    9.49 ng         180700   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 91
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 3 Triacontane                         422 C30H62         000638-68-6 91
 4 Heneicosane                         296 C21H44         000629-94-7 91
 5 Hexacosane                          366 C26H54         000630-01-3 90

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1236 (15.714 min): BF088809.D (-1233) (-)
57

85

113
141 169 197 225

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #209565: Octacosane
57

85

29 113 141 169 197 225 281253 309 337 394365

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

85

11329 141 169 365197 393225 267 295

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #219831: Triacontane
57

85

113 141 169 42219729 225 253 281 309 337 365 393

15.40 15.60 15.80 16.00

m/z  57.10  100.00%

15.40 15.60 15.80 16.00

m/z  71.10   73.42%

15.40 15.60 15.80 16.00

m/z  43.10   56.33%

15.40 15.60 15.80 16.00

m/z  85.10   53.90%

15.40 15.60 15.80 16.00

m/z  55.10   21.18%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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 17  1,5-Hexadiene, 2,3,3,4,4,5-...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.58    6.76 ng         128608   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,5-Hexadiene, 2,3,3,4,4,5-hexac... 286 C6H4Cl6        108562-66-9 55
 2 Acetamide, 2-chloro-N-1H-purin-6... 211 C7H6ClN5O      010082-95-8 38
 3 Benzamide, 2,2'-sulfinylbis[N-(1... 372 C20H24N2O3S    065838-71-3 30
 4 6-Amino-5,8-dimethoxy-4-methylqu... 218 C12H14N2O2     058868-47-6 25
 5 4-Imidazolidinone, 5-(5-chlorope... 274 C14H27ClN2O    123053-11-2 22

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 1487 (18.583 min): BF088809.D (-1486) (-)
293195 229

32979
49 145 366

535457115

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #133227: 1,5-Hexadiene, 2,3,3,4,4,5-hexachloro-
18085

217
51

145

119 288

253

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #70423: Acetamide, 2-chloro-N-1H-purin-6-yl-
211

50 135

77 176

108

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #198047: Benzamide, 2,2'-sulfinylbis[N-(1-methylethyl)-
19449 151

84

355314
254

18.20 18.40 18.60 18.80

m/z 293.20  100.00%

18.20 18.40 18.60 18.80

m/z 284.00   99.45%

18.20 18.40 18.60 18.80

m/z 282.90   98.63%

18.20 18.40 18.60 18.80

m/z 284.80   97.54%

18.20 18.40 18.60 18.80

m/z 195.20   91.73%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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 18  unknown19.04                    Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.04    3.33 ng          63436   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tungsten,methyltricarbonyl-.pi.-... 348 C9H8O3W        012082-27-8 27
 2 3-Octyn-1-ol                        126 C8H14O         014916-80-4 14
 3 Phenol, 2-bromo-4,6-dinitro-        262 C6H3BrN2O5     002316-50-9 14
 4 2(5H)-Oxepinone, 6,7-dihydro-       112 C6H8O2         057205-07-9 11
 5 Pentaborane(11)                      66 B5H11          018433-84-6 10

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1527 (19.040 min): BF088809.D (-1526) (-)
6339

84

262
119

387

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #183036: Tungsten,methyltricarbonyl-.pi.-cyclopentadienyl
262

292
221 320

348
66

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #11308: 3-Octyn-1-ol
54

84

27

111

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #112701: Phenol, 2-bromo-4,6-dinitro-
62

26230
91

171 232
141111 201

18.80 19.00 19.20 19.40

m/z  63.10  100.00%

18.80 19.00 19.20 19.40

m/z  60.90   97.66%

18.80 19.00 19.20 19.40

m/z  39.00   83.57%

18.80 19.00 19.20 19.40

m/z  40.30   82.37%

18.80 19.00 19.20 19.40

m/z  59.90   80.74%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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 19  unknown19.14                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.14    4.48 ng          85230   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetamide, N-[4-(chlorodifluorom... 352 C16H11ClF2N2O3 1000303-63-7 25
 2 3,4-Thiophenedicarboxylic acid, ... 348 C17H16O4S2     066927-68-2 11
 3 Griseofulvin                        352 C17H17ClO6     000126-07-8 11
 4 Tungsten,benzoyltricarbonyl-.pi.... 438 C15H10O4W      041308-20-7 11
 5 Tungsten, tris(.eta.-4-3-methyl-... 436 C15H24O3W      1000162-96-7 10

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 1536 (19.143 min): BF088809.D (-1532) (-)
388

316
349

291259
429

103
462

135

69
208

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #184906: Acetamide, N-[4-(chlorodifluoromethoxy)phenyl]-2-...
352

206
132104

251

63 160 31739 294

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #182364: 3,4-Thiophenedicarboxylic acid, 2-phenyl-5-(2-pro...
348

307

121

284245145
190 218

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #184993: Griseofulvin
352310138

215

69 284
254

17141 9515

18.80 19.00 19.20 19.40

m/z 388.20  100.00%

18.80 19.00 19.20 19.40

m/z 387.20   88.98%

18.80 19.00 19.20 19.40

m/z 315.80   80.79%

18.80 19.00 19.20 19.40

m/z 349.40   71.18%

18.80 19.00 19.20 19.40

m/z 350.60   69.76%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
  Data File : BF088809.D                                          
  Acq On    :  8 Jul 2016   6:25
  Operator  : UM/SJ
  Sample    : H3897-08
  Misc      :  
  ALS Vial  : 36   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...   4.90     3.5 ng      94023  1   6.74  535443  20.0
Cyclohexanone          5.59     2.8 ng      74954  1   6.74  535443  20.0
unknown6.51            6.51    63.8 ng    1706640  1   6.74  535443  20.0
unknown6.54            6.54     7.0 ng     188750  1   6.74  535443  20.0
Hexadecanoic acid...  12.67     3.0 ng      91756  5  13.89  622975  20.0
unknown13.31          13.31    22.1 ng     689225  5  13.89  622975  20.0
Heptadecyl triflu...  13.76     3.2 ng     100498  5  13.89  622975  20.0
Heneicosane           14.38     2.9 ng      91036  5  13.89  622975  20.0
Hexacosane            14.97     4.7 ng      89570  6  15.27  380651  20.0
Octacosane            15.71     9.5 ng     180700  6  15.27  380651  20.0
1,5-Hexadiene, 2,...  18.58     6.8 ng     128608  6  15.27  380651  20.0
unknown19.04          19.04     3.3 ng      63436  6  15.27  380651  20.0
unknown19.14          19.14     4.5 ng      85230  6  15.27  380651  20.0
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