
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071216\
  Data File : BG023062.D                                          
  Acq On    : 13 Jul 2016   8:49
  Operator  : UM/SJ
  Sample    : H3980-13
  Misc      :  
  ALS Vial  : 26   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_G\METHODS\8270-BG070816.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   5.222   397  406  413 rBV   303449    481743   5.31%   0.903%
  2   5.698   480  487  497 rBV  1913381   3148334  34.69%   5.904%
  3   7.308   753  761  774 rVB  2322203   4089919  45.07%   7.669%
  4   7.684   817  825  836 rBV  2079370   3616318  39.85%   6.781%
  5   8.154   898  905  912 rVB   360605    618404   6.81%   1.160%
 
  6   8.477   951  960  973 rVB  1442788   2531105  27.89%   4.746%
  7   9.323  1095 1104 1114 rBV  1403652   2623368  28.91%   4.919%
  8  10.980  1378 1386 1396 rBV   583014   1066751  11.75%   2.000%
  9  12.426  1624 1632 1642 rBV2  528398    855288   9.42%   1.604%
 10  13.419  1792 1801 1811 rBV  4083897   6446796  71.04%  12.089%
 
 11  14.241  1934 1941 1948 rBV  1125075   1659618  18.29%   3.112%
 12  14.799  2023 2036 2045 rBV2 1047843   1856745  20.46%   3.482%
 13  15.622  2172 2176 2181 rVB    77185    102038   1.12%   0.191%
 14  16.127  2258 2262 2268 rBV5   85067    125930   1.39%   0.236%
 15  16.298  2284 2291 2300 rBV  3558509   5697806  62.78%  10.685%
 
 16  16.486  2319 2323 2330 rBV    80431    136409   1.50%   0.256%
 17  17.285  2455 2459 2464 rBV2  153923    204620   2.25%   0.384%
 18  17.561  2500 2506 2513 rBV  1409513   2139058  23.57%   4.011%
 19  18.031  2581 2586 2591 rBV2  104979    136178   1.50%   0.255%
 20  18.430  2649 2654 2662 rBV2  246284    364252   4.01%   0.683%
 
 21  19.694  2865 2869 2875 rBV5   89531    125119   1.38%   0.235%
 22  20.164  2943 2949 2956 rBV  6761808   9075284 100.00%  17.018%
 23  21.480  3168 3173 3183 rBV5  157744    354297   3.90%   0.664%
 24  21.867  3232 3239 3248 rBV2 1462497   2470536  27.22%   4.633%
 25  23.401  3493 3500 3505 rBV2   46104    105058   1.16%   0.197%
 
 26  23.607  3529 3535 3542 rVB   242517    459273   5.06%   0.861%
 27  25.258  3804 3816 3828 rBV2  774119   2414314  26.60%   4.527%
 28  26.439  4008 4017 4026 rVB6  137432    422629   4.66%   0.793%
 
 
                        Sum of corrected areas:    53327190
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071216\
  Data File : BG023062.D                                          
  Acq On    : 13 Jul 2016   8:49
  Operator  : UM/SJ
  Sample    : H3980-13
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.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_G\DATA\BG071216\
  Data File : BG023062.D                                          
  Acq On    : 13 Jul 2016   8:49
  Operator  : UM/SJ
  Sample    : H3980-13
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown5.22                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.22   15.58 ng         481743   1,4-Dichlorobenzene-d4      8.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hydrazine, 1,1-bis(1-methylethyl)-  116 C6H16N2        000921-14-2 40
 2 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 33
 3 3-Octanol                           130 C8H18O         020296-29-1 28
 4 Acetic acid, 10,11-dihydroxy-3,7... 298 C17H30O4       1000194-28-5 23
 5 3-Pentanol, 2-methyl-               102 C6H14O         000565-67-3 23

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

5000

m/z-->

Abundance Scan 406 (5.222 min): BG023062.D (-397) (-)
43

101

72 213 282174 517319 444 548

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

5000

m/z-->

Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59

101

27

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

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

15 101

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

5000

m/z-->

Abundance #13175: 3-Octanol
59

101

129

4.80 5.00 5.20 5.40 5.60

m/z  43.10  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.10   71.14%

4.80 5.00 5.20 5.40 5.60

m/z 101.10   23.29%

4.80 5.00 5.20 5.40 5.60

m/z  58.10   15.25%

4.80 5.00 5.20 5.40 5.60

m/z  41.10    9.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071216\
  Data File : BG023062.D                                          
  Acq On    : 13 Jul 2016   8:49
  Operator  : UM/SJ
  Sample    : H3980-13
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.68                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.68  116.96 ng        3616320   1,4-Dichlorobenzene-d4      8.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 22
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 5 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 10

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

5000

m/z-->

Abundance Scan 824 (7.678 min): BG023062.D (-817) (-)
132

68

96
40

288196 520254223 548347 460

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

5000

m/z-->

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

69
104

31
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m/z-->

Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132

92
39

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

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

63 10428

7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.40 7.60 7.80 8.00

m/z  68.10   60.16%

7.40 7.60 7.80 8.00

m/z  66.10   41.24%

7.40 7.60 7.80 8.00

m/z 134.00   33.37%

7.40 7.60 7.80 8.00

m/z  69.10   27.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071216\
  Data File : BG023062.D                                          
  Acq On    : 13 Jul 2016   8:49
  Operator  : UM/SJ
  Sample    : H3980-13
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Benzene, 1,2-(methylenediox...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.43   16.04 ng         855288   Naphthalene-d8             10.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2-(methylenedioxy)-4-... 162 C10H10O2       004043-71-4 96
 2 1,3-Benzodioxole, 5-(1-propenyl)-   162 C10H10O2       000120-58-1 96
 3 1,3-Benzodioxole, 5-(1-propenyl)... 162 C10H10O2       017627-76-8 94
 4 1,3-Benzodioxole, 5-(2-propenyl)-   162 C10H10O2       000094-59-7 93
 5 Sydnone, 3-phenyl-                  162 C8H6N2O2       000120-06-9 58

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance Scan 1633 (12.431 min): BG023062.D (-1624) (-)
162

104

77 131

50
276215 248 514317 550

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #30439: Benzene, 1,2-(methylenedioxy)-4-propenyl-, (E)-
162

104

13177

50
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m/z-->

Abundance #30379: 1,3-Benzodioxole, 5-(1-propenyl)-
162

104131
77

39
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m/z-->

Abundance #30417: 1,3-Benzodioxole, 5-(1-propenyl)-, (Z)-
162

104

13177

50

12.20 12.40 12.60 12.80

m/z 162.00  100.00%

12.20 12.40 12.60 12.80

m/z 104.00   67.46%

12.20 12.40 12.60 12.80

m/z 103.10   54.20%

12.20 12.40 12.60 12.80

m/z  77.05   50.84%

12.20 12.40 12.60 12.80

m/z 131.00   45.93%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071216\
  Data File : BG023062.D                                          
  Acq On    : 13 Jul 2016   8:49
  Operator  : UM/SJ
  Sample    : H3980-13
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.43    3.41 ng         364252   Phenanthrene-d10           17.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 76
 2 Dodecanoic acid                     200 C12H24O2       000143-07-7 62
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 62
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 58
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 56

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance Scan 2654 (18.430 min): BG023062.D (-2649) (-)
73

43

129
213

185157 256
101 325 538373 446287

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43 73

256
129

213
157101 185

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #56043: Dodecanoic acid
73

43

129
200157

101

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #65562: Tridecanoic acid
73

43

129
214171

101

18.20 18.40 18.60 18.80

m/z  73.10  100.00%

18.20 18.40 18.60 18.80

m/z  60.05   84.71%

18.20 18.40 18.60 18.80

m/z  55.05   65.00%

18.20 18.40 18.60 18.80

m/z  57.10   64.51%

18.20 18.40 18.60 18.80

m/z  43.10   62.95%

8270-BG070816.M Wed Jul 13 17:56:57 2016                                              Page: 6

Instrument :
BNA_G
ClientSampleId :
C4.1-05



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071216\
  Data File : BG023062.D                                          
  Acq On    : 13 Jul 2016   8:49
  Operator  : UM/SJ
  Sample    : H3980-13
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Trichloroacetic acid, hexad...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.48    2.87 ng         354297   Chrysene-d12               21.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 90
 2 17-Pentatriacontene                 491 C35H70         006971-40-0 83
 3 Trifluoroacetic acid, n-octadecy... 366 C20H37F3O2     079392-43-1 80
 4 8-Heptadecene                       238 C17H34         054290-12-9 74
 5 7-Hexadecene, (Z)-                  224 C16H32         035507-09-6 74

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance Scan 3173 (21.480 min): BG023062.D (-3168) (-)
8355

111

139 208 401257 365166 329 430298 549473

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
43

83

111

139 196167 224

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #168066: 17-Pentatriacontene
43

83

111
139167196224 267 490462294321

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #146922: Trifluoroacetic acid, n-octadecyl ester
43

83

111
252139168 224195

21.20 21.40 21.60 21.80

m/z  83.10  100.00%

21.20 21.40 21.60 21.80

m/z  55.05   82.52%

21.20 21.40 21.60 21.80

m/z  69.10   74.25%

21.20 21.40 21.60 21.80

m/z  57.10   71.93%

21.20 21.40 21.60 21.80

m/z  97.05   71.41%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071216\
  Data File : BG023062.D                                          
  Acq On    : 13 Jul 2016   8:49
  Operator  : UM/SJ
  Sample    : H3980-13
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1,5,9-Undecatriene, 2,6,10-...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.61    3.80 ng         459273   Perylene-d12               25.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24         062951-96-6 74
 2 Squalene                            410 C30H50         007683-64-9 74
 3 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N        006006-01-5 64
 4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H28O        066408-55-7 64
 5 4-Methyl-1,5-Heptadiene             110 C8H14          000998-94-7 64

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3536 (23.613 min): BG023062.D (-3529) (-)
69

41
95 121

149 221 341295189 257 415 472369

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (Z)-
69

41

95 123149 177

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #158503: Squalene
69

41
13795

191 341163 410217 273 367299245

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #76960: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl-
69

41

136
95 231175

23.20 23.40 23.60 23.80 24.00

m/z  69.10  100.00%

23.20 23.40 23.60 23.80 24.00

m/z  81.10   46.13%

23.20 23.40 23.60 23.80 24.00

m/z  41.10   18.07%

23.20 23.40 23.60 23.80 24.00

m/z  67.10   12.14%

23.20 23.40 23.60 23.80 24.00

m/z  95.05   11.53%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071216\
  Data File : BG023062.D                                          
  Acq On    : 13 Jul 2016   8:49
  Operator  : UM/SJ
  Sample    : H3980-13
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Nonacosane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 26.44    3.50 ng         422629   Perylene-d12               25.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonacosane                          408 C29H60         000630-03-5 86
 2 Tetracosane, 11-decyl-              479 C34H70         055429-84-0 72
 3 Hexadecane                          226 C16H34         000544-76-3 64
 4 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 64
 5 Hydroxylamine, O-decyl-             173 C10H23NO       029812-79-1 64

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 4017 (26.439 min): BG023062.D (-4008) (-)
57

85

113
141 208 253183 356 422293 324 457

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #158131: Nonacosane
57

85

11329 141 169 197 225 253 281 408309 337 365

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #167081: Tetracosane, 11-decyl-
57

85

113 141 337169 295197 225 253 364 393 420

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #73963: Hexadecane
57

85

29
113 141 226169 197

26.20 26.40 26.60 26.80

m/z  57.10  100.00%

26.20 26.40 26.60 26.80

m/z  71.05   78.04%

26.20 26.40 26.60 26.80

m/z  85.10   73.55%

26.20 26.40 26.60 26.80

m/z  43.10   61.82%

26.20 26.40 26.60 26.80

m/z  55.05   26.08%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071216\
  Data File : BG023062.D                                          
  Acq On    : 13 Jul 2016   8:49
  Operator  : UM/SJ
  Sample    : H3980-13
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.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|
----------------------------------------------------------------------------
unknown5.22            5.22    15.6 ng     481743  1   8.15  618404  20.0
unknown7.68            7.68   117.0 ng    3616320  1   8.15  618404  20.0
Benzene, 1,2-(met...  12.43    16.0 ng     855288  2  10.98 1066750  20.0
n-Hexadecanoic acid   18.43     3.4 ng     364252  4  17.56 2139060  20.0
Trichloroacetic a...  21.48     2.9 ng     354297  5  21.87 2470540  20.0
1,5,9-Undecatrien...  23.61     3.8 ng     459273  6  25.26 2414310  20.0
Nonacosane            26.44     3.5 ng     422629  6  25.26 2414310  20.0
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