
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
  Data File : BF080122.D                                          
  Acq On    : 23 Jun 2015   6:46
  Operator  : TP/IZ
  Sample    : G2716-05
  Misc      :  
  ALS Vial  : 28   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-BF061715.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   5.533   212  214  217 rBV   294325    310499  18.80%   2.280%
  2   5.933   247  249  251 rBV  1439270   1267633  76.75%   9.309%
  3   6.333   281  284  286 rBV    26005     21741   1.32%   0.160%
  4   6.550   301  303  308 rBV    36670     41384   2.51%   0.304%
  5   6.927   333  336  338 rBV  1316556   1320090  79.93%   9.694%
 
  6   7.087   348  350  352 rBV  1696516   1378649  83.47%  10.124%
  7   7.327   368  371  373 rBV   213795    271596  16.44%   1.995%
  8   7.476   382  384  387 rBV   836450    965418  58.45%   7.090%
  9   7.876   417  419  421 rBV  1025161    813655  49.26%   5.975%
 10   8.607   481  483  486 rBV   296976    366799  22.21%   2.694%
 
 11   9.156   530  531  535 rBV    25922     23724   1.44%   0.174%
 12   9.224   535  537  539 rVV   211524    160922   9.74%   1.182%
 13   9.556   565  566  569 rBV    22937     23846   1.44%   0.175%
 14   9.693   575  578  580 rVB  1313111   1493504  90.43%  10.968%
 15  10.070   610  611  614 rBV    50802     58200   3.52%   0.427%
 
 16  10.390   637  639  641 rVB   327092    432489  26.19%   3.176%
 17  11.088   698  700  703 rVB    78806     75968   4.60%   0.558%
 18  11.179   705  708  710 rBV  1059475   1002442  60.69%   7.362%
 19  11.888   768  770  772 rBV   607800    508458  30.79%   3.734%
 20  13.545   913  915  918 rBV  1192803   1651642 100.00%  12.129%
 
 21  14.585  1004 1006 1011 rBV    60360    103546   6.27%   0.760%
 22  14.802  1022 1025 1027 rBV   489680    575582  34.85%   4.227%
 23  15.397  1074 1077 1080 rBV2   35667     60337   3.65%   0.443%
 24  15.888  1118 1120 1122 rVB    21162     24404   1.48%   0.179%
 25  16.219  1146 1149 1151 rBV    21957     37052   2.24%   0.272%
 
 26  16.654  1184 1187 1190 rBV   399460    565256  34.22%   4.151%
 27  17.260  1238 1240 1243 rBV3   21500     39723   2.41%   0.292%
 28  17.328  1244 1246 1252 rVB6    8690     22644   1.37%   0.166%
 
 
                        Sum of corrected areas:    13617203
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
  Data File : BF080122.D                                          
  Acq On    : 23 Jun 2015   6:46
  Operator  : TP/IZ
  Sample    : G2716-05
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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_F\DATA\BF062215\
  Data File : BF080122.D                                          
  Acq On    : 23 Jun 2015   6:46
  Operator  : TP/IZ
  Sample    : G2716-05
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.53   22.86 ng         310499   1,4-Dichlorobenzene-d4      7.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
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5000

m/z-->

Abundance Scan 214 (5.533 min): BF080122.D (-212) (-)
43

59

101
835337 73

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

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

59
10127 8337 53 67 9177

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8116: 2-Hexanol, 2-methyl-
59

101
4131 836915 53

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8114: 3-Hexanol, 4-methyl-
59

41
31

69 87
53 9815

5.20 5.40 5.60 5.80

m/z  43.10  100.00%

5.20 5.40 5.60 5.80

m/z  59.10   54.57%

5.20 5.40 5.60 5.80

m/z 101.10   15.65%

5.20 5.40 5.60 5.80

m/z  58.10   14.67%

5.20 5.40 5.60 5.80

m/z  41.10    9.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
  Data File : BF080122.D                                          
  Acq On    : 23 Jun 2015   6:46
  Operator  : TP/IZ
  Sample    : G2716-05
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Ethanol, 2-(2-methoxyethoxy)-   Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.55    3.05 ng          41384   1,4-Dichlorobenzene-d4      7.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-(2-methoxyethoxy)-       120 C5H12O3        000111-77-3 83
 2 Carbonic acid, dimethyl ester        90 C3H6O3         000616-38-6 38
 3 Triethylene glycol                  150 C6H14O4        000112-27-6 36
 4 Methoxyacetic acid, 2-butyl ester   146 C7H14O3        070159-90-9 25
 5 Hydrazine, (2-methoxyethyl)-         90 C3H10N2O       003044-15-3 9 
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5000

m/z-->

Abundance Scan 303 (6.550 min): BF080122.D (-301) (-)
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5000

m/z-->

Abundance #8974: Ethanol, 2-(2-methoxyethoxy)-
45

59

31
9075

10218 121
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5000

m/z-->

Abundance #2230: Carbonic acid, dimethyl ester
15 45

31 59

9075
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5000

m/z-->

Abundance #23105: Triethylene glycol
45

31 58 897519 119100 131

6.20 6.40 6.60 6.80

m/z  45.10  100.00%

6.20 6.40 6.60 6.80

m/z  59.10   45.97%

6.20 6.40 6.60 6.80

m/z  58.10   24.37%

6.20 6.40 6.60 6.80

m/z  90.10   14.68%

6.20 6.40 6.60 6.80

m/z  43.10   13.33%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
  Data File : BF080122.D                                          
  Acq On    : 23 Jun 2015   6:46
  Operator  : TP/IZ
  Sample    : G2716-05
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.09                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.09  101.52 ng        1378650   1,4-Dichlorobenzene-d4      7.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
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5000

m/z-->

Abundance Scan 350 (7.087 min): BF080122.D (-348) (-)
132

68

9640 7554 10447 61 87 115

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

5000

m/z-->

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

69
104

785131 38
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5000

m/z-->

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

1059733 44
70 786051 86 115

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

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

6.80 7.00 7.20 7.40

m/z 132.10  100.00%

6.80 7.00 7.20 7.40

m/z  68.10   42.95%

6.80 7.00 7.20 7.40

m/z 134.10   32.66%

6.80 7.00 7.20 7.40

m/z  66.10   27.17%

6.80 7.00 7.20 7.40

m/z  69.10   17.27%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
  Data File : BF080122.D                                          
  Acq On    : 23 Jun 2015   6:46
  Operator  : TP/IZ
  Sample    : G2716-05
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1,3-Benzodioxole, 5-(2-prop...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.22    8.77 ng         160922   Naphthalene-d8              8.61

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Benzodioxole, 5-(2-propenyl)-   162 C10H10O2       000094-59-7 98
 2 1,3-Benzodioxole, 5-(1-propenyl)-   162 C10H10O2       000120-58-1 97
 3 Benzene, 1,2-(methylenedioxy)-4-... 162 C10H10O2       004043-71-4 93
 4 1,3-Benzodioxole, 5-(1-propenyl)... 162 C10H10O2       017627-76-8 93
 5 1H-Isoindole-1,3(2H)-dione, 2-am... 162 C8H6N2O2       001875-48-5 46

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance Scan 537 (9.224 min): BF080122.D (-535) (-)
162

104 131
77

51

6339 91 119 147

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #30384: 1,3-Benzodioxole, 5-(2-propenyl)-
162

104 131
77

51

6339 9127 119 14715

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

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

104 131
775139 63 9127 115 147

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

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

104

13177
51

63
91

11941 147

8.80 9.00 9.20 9.40 9.60

m/z 162.10  100.00%

8.80 9.00 9.20 9.40 9.60

m/z 104.10   50.22%

8.80 9.00 9.20 9.40 9.60

m/z 131.10   45.61%

8.80 9.00 9.20 9.40 9.60

m/z 103.10   41.03%

8.80 9.00 9.20 9.40 9.60

m/z  77.10   38.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
  Data File : BF080122.D                                          
  Acq On    : 23 Jun 2015   6:46
  Operator  : TP/IZ
  Sample    : G2716-05
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Benzophenone                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.09    3.51 ng          75968   Acenaphthene-d10           10.39

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzophenone                        182 C13H10O        000119-61-9 97
 2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H20O4       016204-36-7 83
 3 Benzenebutanoic acid, .gamma.-oxo-  178 C10H10O3       002051-95-8 53
 4 Vinyl benzoate                      148 C9H8O2         000769-78-8 53
 5 Butanenitrile, 2,3-bis(benzoylox... 335 C18H13N3O4     1000269-66-6 53
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5000

m/z-->

Abundance Scan 700 (11.088 min): BF080122.D (-698) (-)
105
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5000

m/z-->

Abundance #44107: Benzophenone
105
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51

152 16327 6339 12686 139
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5000

m/z-->

Abundance #155579: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
10577

182
51

32 150

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #40840: Benzenebutanoic acid, .gamma.-oxo-
105

77

51
17827 39 16113365 91 115124 144

10.80 11.00 11.20 11.40

m/z 105.10  100.00%

10.80 11.00 11.20 11.40

m/z  77.10   73.40%

10.80 11.00 11.20 11.40

m/z 182.10   40.03%

10.80 11.00 11.20 11.40

m/z  51.10   29.04%

10.80 11.00 11.20 11.40

m/z  50.10    9.18%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
  Data File : BF080122.D                                          
  Acq On    : 23 Jun 2015   6:46
  Operator  : TP/IZ
  Sample    : G2716-05
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Trichloroacetic acid, hexad...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.59    3.60 ng         103546   Chrysene-d12               14.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 2 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 91
 3 11-Tricosene                        322 C23H46         052078-56-5 91
 4 1-Nonadecene                        266 C19H38         018435-45-5 91
 5 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91

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

5000

m/z-->

Abundance Scan 1006 (14.585 min): BF080122.D (-1004) (-)
57

83

41
111

139
208

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

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
43

69
97

12527
153 196168 224

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

5000

m/z-->

Abundance #148859: Trichloroacetic acid, pentadecyl ester
43

83

111

6727 126 153 182 210

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

5000

m/z-->

Abundance #129062: 11-Tricosene
43

83

111
126 322154 183 294210 238 266

14.20 14.40 14.60 14.80 15.00

m/z  57.10  100.00%

14.20 14.40 14.60 14.80 15.00

m/z  43.10   88.21%

14.20 14.40 14.60 14.80 15.00

m/z  55.10   81.92%

14.20 14.40 14.60 14.80 15.00

m/z  83.10   79.73%

14.20 14.40 14.60 14.80 15.00

m/z  97.10   79.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
  Data File : BF080122.D                                          
  Acq On    : 23 Jun 2015   6:46
  Operator  : TP/IZ
  Sample    : G2716-05
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown15.40                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.40    2.10 ng          60337   Chrysene-d12               14.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexacosanol                       382 C26H54O        000506-52-5 35
 2 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 30
 3 1-Hexadecanesulfonyl chloride       324 C16H33ClO2S    038775-38-1 30
 4 1-Hentetracontanol                  593 C41H84O        040710-42-7 30
 5 1-Pentadecanol                      228 C15H32O        000629-76-5 30

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1077 (15.397 min): BF080122.D (-1074) (-)
57

12983

397

185105 207 281

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #152038: 1-Hexacosanol
43

83

18
111

364139 168 196 336224 252 27863 308

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57

83

111

29 238169139 210 283

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #129672: 1-Hexadecanesulfonyl chloride
57

83

111

29 139 224196 271167 307

15.00 15.20 15.40 15.60 15.80

m/z  57.05  100.00%

15.00 15.20 15.40 15.60 15.80

m/z  55.10   90.63%

15.00 15.20 15.40 15.60 15.80

m/z  43.10   83.91%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
  Data File : BF080122.D                                          
  Acq On    : 23 Jun 2015   6:46
  Operator  : TP/IZ
  Sample    : G2716-05
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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...   5.53    22.9 ng     310499  1   7.33  271596  20.0
Ethanol, 2-(2-met...   6.55     3.0 ng      41384  1   7.33  271596  20.0
unknown7.09            7.09   101.5 ng    1378650  1   7.33  271596  20.0
1,3-Benzodioxole,...   9.22     8.8 ng     160922  2   8.61  366799  20.0
Benzophenone          11.09     3.5 ng      75968  3  10.39  432489  20.0
Trichloroacetic a...  14.59     3.6 ng     103546  5  14.80  575582  20.0
unknown15.40          15.40     2.1 ng      60337  5  14.80  575582  20.0
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