
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   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-BF081715.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   3.956   178  181  186 rBV    55463     96413   4.01%   0.433%
  2   4.710   243  247  256 rBV  1195223   2162106  90.03%   9.713%
  3   5.156   283  286  288 rBV  1954424   2127007  88.57%   9.555%
  4   5.567   320  322  325 rVB    92184     80385   3.35%   0.361%
  5   6.230   376  380  382 rBV  2052431   2401598 100.00%  10.789%
 
  6   6.344   387  390  392 rBV  2243755   2303451  95.91%  10.348%
  7   6.573   408  410  412 rBV   579136    476360  19.84%   2.140%
  8   6.733   421  424  426 rBV  1703873   1625999  67.70%   7.305%
  9   7.144   457  460  463 rBV  1347714   1418306  59.06%   6.372%
 10   7.784   514  516  520 rBV    42349     43993   1.83%   0.198%
 
 11   7.864   520  523  525 rVB   558796    621029  25.86%   2.790%
 12   7.956   529  531  533 rBV    17168     25631   1.07%   0.115%
 13   8.939   614  617  620 rBV  1647145   1932102  80.45%   8.680%
 14   9.339   650  652  654 rBV   423613    355727  14.81%   1.598%
 15   9.385   654  656  660 rVV    75821     99203   4.13%   0.446%
 
 16   9.602   673  675  678 rVB   498633    655313  27.29%   2.944%
 17  10.059   714  715  717 rVB    33250     24836   1.03%   0.112%
 18  10.390   741  744  747 rVB  1236936   1177543  49.03%   5.290%
 19  10.528   755  756  761 rVB    52421     60368   2.51%   0.271%
 20  10.733   771  774  777 rBV    31792     45872   1.91%   0.206%
 
 21  10.848   780  784  787 rBV3   14939     30311   1.26%   0.136%
 22  10.973   793  795  796 rBV    49643     39632   1.65%   0.178%
 23  11.076   802  804  806 rVB   766357    657262  27.37%   2.953%
 24  11.396   830  832  835 rBV    26159     25191   1.05%   0.113%
 25  11.636   850  853  856 rBV2   19556     46930   1.95%   0.211%
 
 26  11.888   872  875  877 rBV4   14417     27744   1.16%   0.125%
 27  12.505   927  929  933 rBV   170783    164216   6.84%   0.738%
 28  12.585   933  936  937 rBV2   48439     69760   2.90%   0.313%
 29  12.665   940  943  945 rBV  1958114   1907269  79.42%   8.568%
 30  12.951   966  968  971 rBV2   27995     60802   2.53%   0.273%
 
 31  13.214   988  991  992 rBV   101934    125194   5.21%   0.562%
 32  13.259   992  995  998 rVV    66926    114738   4.78%   0.515%
 33  13.579  1019 1023 1026 rBV3   90397    217794   9.07%   0.978%
 34  13.694  1030 1033 1035 rBV   570271    544791  22.68%   2.447%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   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-BF081715.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.899  1049 1051 1053 rBV    67702     76032   3.17%   0.342%
 
 36  14.471  1099 1101 1102 rBV    58892     79771   3.32%   0.358%
 37  15.031  1148 1150 1153 rVB   241791    339118  14.12%   1.523%
 
 
                        Sum of corrected areas:    22259797
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  3-Penten-2-one, 4-methyl-       Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.96    4.05 ng          96413   1,4-Dichlorobenzene-d4      6.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 91
 2 3-Hexen-2-one                        98 C6H10O         000763-93-9 86
 3 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 80
 4 2-Pentene, 3,4-dimethyl-, (Z)-       98 C7H14          004914-91-4 80
 5 2-Pentene, 4,4-dimethyl-, (E)-       98 C7H14          000690-08-4 80

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance Scan 181 (3.956 min): BF081136.D (-178) (-)
55 83

43
98

50

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #3185: 3-Penten-2-one, 4-methyl-
8355

43
98

29

37 6762 7749 89

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #3109: 3-Hexen-2-one
83

55

43

98

29
6937 776349 9323

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #3301: 2-Pentene, 2,4-dimethyl-
55 83

41

98
27

6715 7762

3.60 3.80 4.00 4.20

m/z  55.10  100.00%

3.60 3.80 4.00 4.20

m/z  83.10   82.30%

3.60 3.80 4.00 4.20

m/z  43.00   38.49%

3.60 3.80 4.00 4.20

m/z  98.10   28.49%

3.60 3.80 4.00 4.20

m/z  39.10   25.75%

8270-BF081715.M Fri Aug 21 17:10:03 2015 S                                            Page: 4

Instrument :
BNA_F
ClientSampleId :
SB04-4.0-5.0-081115



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.71   90.78 ng        2162110   1,4-Dichlorobenzene-d4      6.57

 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 42
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 247 (4.710 min): BF081136.D (-243) (-)
43

59

101
835337 69

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 833725 93

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

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

41
10129

53 73 86

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

4.40 4.60 4.80 5.00

m/z  43.10  100.00%

4.40 4.60 4.80 5.00

m/z  59.10   58.66%

4.40 4.60 4.80 5.00

m/z 101.10   15.25%

4.40 4.60 4.80 5.00

m/z  58.10   15.03%

4.40 4.60 4.80 5.00

m/z  41.10    9.28%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-methoxy-4-me...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.57    3.37 ng          80385   1,4-Dichlorobenzene-d4      6.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-methoxy-4-methyl-    130 C7H14O2        000107-70-0 90
 2 Acetamide, N-methyl-                 73 C3H7NO         000079-16-3 25
 3 1-Methoxyethanimine, N-acetyl-      115 C5H9NO2        099028-43-0 12
 4 3-Pentanol, 2,4-dimethyl-           116 C7H16O         000600-36-2 12
 5 Hexane, 2-methyl-                   100 C7H16          000591-76-4 9 

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

5000

m/z-->

Abundance Scan 322 (5.567 min): BF081136.D (-320) (-)
43

73

11555 10083

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

5000

m/z-->

Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73

1151005529 8315 37

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

5000

m/z-->

Abundance #724: Acetamide, N-methyl-
43 7330

58
15

51

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

5000

m/z-->

Abundance #7558: 1-Methoxyethanimine, N-acetyl-
43

100

1157329 58 855137 79 9164 107

5.20 5.40 5.60 5.80 6.00

m/z  43.05  100.00%

5.20 5.40 5.60 5.80 6.00

m/z  73.10   77.87%

5.20 5.40 5.60 5.80 6.00

m/z  41.10   11.21%

5.20 5.40 5.60 5.80 6.00

m/z 115.10    8.26%

5.20 5.40 5.60 5.80 6.00

m/z  39.10    6.41%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown6.34                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.34   96.71 ng        2303450   1,4-Dichlorobenzene-d4      6.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 25
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 10
 4 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10
 5 1,1-Difluoro-3-methyl-1-silacycl... 134 C5H8F2Si       054077-66-6 9 

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

5000

m/z-->

Abundance Scan 390 (6.344 min): BF081136.D (-387) (-)
132

68

9640 54 75 10447 61 87 115

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

5000

m/z-->

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

63 104905239 772815 116

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

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 #2742: 2-Cyclohexen-1-one
68

9639

27
55

8147

6.00 6.20 6.40 6.60

m/z 132.10  100.00%

6.00 6.20 6.40 6.60

m/z  68.10   50.49%

6.00 6.20 6.40 6.60

m/z  66.10   32.98%

6.00 6.20 6.40 6.60

m/z 134.10   32.41%

6.00 6.20 6.40 6.60

m/z  69.10   19.84%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Hexadecanoic acid, butyl ester  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.51    6.03 ng         164216   Chrysene-d12               13.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 91
 2 n-Butyl laurate                     256 C16H32O2       000106-18-3 83
 3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 49
 4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2       040482-05-1 46
 5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2       037910-65-9 43

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

5000

m/z-->

Abundance Scan 929 (12.505 min): BF081136.D (-927) (-)
56

41
73

129 257101 239202185157

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

5000

m/z-->

Abundance #124073: Hexadecanoic acid, butyl ester
56

41
73

257129 239101 185 213 31215726 283

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

5000

m/z-->

Abundance #92222: n-Butyl laurate
56

41
201

73 183
12997 157 256112 22726

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

5000

m/z-->

Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56

41
73

129 25797 23926 185112 213 312157 281

12.20 12.40 12.60 12.80

m/z  56.10  100.00%

12.20 12.40 12.60 12.80

m/z  57.10   51.42%

12.20 12.40 12.60 12.80

m/z  43.10   38.76%

12.20 12.40 12.60 12.80

m/z  41.10   36.25%

12.20 12.40 12.60 12.80

m/z  55.10   28.55%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  11-Tricosene                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.59    2.56 ng          69760   Chrysene-d12               13.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 11-Tricosene                        322 C23H46         052078-56-5 53
 2 2-Ethyl-1-dodecanol                 214 C14H30O        019780-33-7 50
 3 1-Tetradecanol, acetate             256 C16H32O2       000638-59-5 46
 4 1-Octadecene                        252 C18H36         000112-88-9 43
 5 Acetic acid, octadecyl ester        312 C20H40O2       000822-23-1 43

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

5000

m/z-->

Abundance Scan 936 (12.585 min): BF081136.D (-933) (-)
43

83

61
111

207138 161 191

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

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

5000

m/z-->

Abundance #65764: 2-Ethyl-1-dodecanol
57

41

83
111

126 168 196

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

5000

m/z-->

Abundance #92244: 1-Tetradecanol, acetate
43

61 83

111
196168126 153 241

12.20 12.40 12.60 12.80 13.00

m/z  43.10  100.00%

12.20 12.40 12.60 12.80 13.00

m/z  57.10   66.11%

12.20 12.40 12.60 12.80 13.00

m/z  83.10   51.04%

12.20 12.40 12.60 12.80 13.00

m/z  97.10   47.98%

12.20 12.40 12.60 12.80 13.00

m/z  41.10   43.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Docosane                        Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.95    2.23 ng          60802   Chrysene-d12               13.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Docosane                            310 C22H46         000629-97-0 64
 2 Octadecane                          254 C18H38         000593-45-3 64
 3 Eicosane                            282 C20H42         000112-95-8 59
 4 Heneicosane                         296 C21H44         000629-94-7 59
 5 Tetratetracontane                   619 C44H90         007098-22-8 59

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

5000

m/z-->

Abundance Scan 968 (12.951 min): BF081136.D (-966) (-)
57

85

41 111 203 233183127 147163

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

5000

m/z-->

Abundance #123095: Docosane
57

85

41
113 141 169 197 310225 253 28126

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

5000

m/z-->

Abundance #91036: Octadecane
57

85
41

113 141 254169 197 22526

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

5000

m/z-->

Abundance #107651: Eicosane
57

8541

113 141 169 282197 22526 253

12.60 12.80 13.00 13.20

m/z  57.10  100.00%

12.60 12.80 13.00 13.20

m/z  43.10   58.30%

12.60 12.80 13.00 13.20

m/z  71.10   55.61%

12.60 12.80 13.00 13.20

m/z  55.10   47.12%

12.60 12.80 13.00 13.20

m/z  85.10   42.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Octadecanoic acid, butyl ester  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.21    4.60 ng         125194   Chrysene-d12               13.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 83
 2 n-Butyl myristate                   284 C18H36O2       000110-36-1 80
 3 4-Ethyl-4-methyl-5-methylene-[1,... 142 C7H10O3        080956-52-1 35
 4 2-Methyl-1-octadecene               266 C19H38         061868-20-0 35
 5 Cyclohexane, (1,1-dimethylethyl)-   140 C10H20         003178-22-1 30

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

5000

m/z-->

Abundance Scan 991 (13.214 min): BF081136.D (-988) (-)
56

73 129 28597 267185 24139 148 213165

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

5000

m/z-->

Abundance #137336: Octadecanoic acid, butyl ester
56

7329
129 28526797 185 241 340157 213 311

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

5000

m/z-->

Abundance #108844: n-Butyl myristate
56

229
73 211129 28418510139 157 255

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

5000

m/z-->

Abundance #18749: 4-Ethyl-4-methyl-5-methylene-[1,3]dioxolan-2-one
56

39 83 113 142

12.80 13.00 13.20 13.40 13.60

m/z  56.10  100.00%

12.80 13.00 13.20 13.40 13.60

m/z  57.10   61.62%

12.80 13.00 13.20 13.40 13.60

m/z  43.10   38.18%

12.80 13.00 13.20 13.40 13.60

m/z  41.10   36.70%

12.80 13.00 13.20 13.40 13.60

m/z  55.10   35.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Octacosane                      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.26    4.21 ng         114738   Chrysene-d12               13.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 72
 2 Pentadecane                         212 C15H32         000629-62-9 64
 3 Eicosane                            282 C20H42         000112-95-8 64
 4 Tetratetracontane                   619 C44H90         007098-22-8 58
 5 Heptacosane                         380 C27H56         000593-49-7 58

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 995 (13.259 min): BF081136.D (-992) (-)
57

85

113 140 192168

50 100 150 200 250 300 350

5000

m/z-->

Abundance #155178: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

50 100 150 200 250 300 350

5000

m/z-->

Abundance #64571: Pentadecane
57

85

29
113 141 212169

50 100 150 200 250 300 350

5000

m/z-->

Abundance #107651: Eicosane
57

85

29
113 141 169 282197 225 253

13.00 13.20 13.40 13.60

m/z  57.10  100.00%

13.00 13.20 13.40 13.60

m/z  43.10   62.20%

13.00 13.20 13.40 13.60

m/z  71.10   48.42%

13.00 13.20 13.40 13.60

m/z  85.10   39.93%

13.00 13.20 13.40 13.60

m/z  83.10   30.27%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Octadecane, 1-chloro-           Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.58    8.00 ng         217794   Chrysene-d12               13.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane, 1-chloro-               288 C18H37Cl       003386-33-2 86
 2 Tetradecane                         198 C14H30         000629-59-4 83
 3 Tridecane                           184 C13H28         000629-50-5 80
 4 Dodecane                            170 C12H26         000112-40-3 80
 5 Eicosane                            282 C20H42         000112-95-8 80

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

5000

m/z-->

Abundance Scan 1023 (13.579 min): BF081136.D (-1019) (-)
57

43

85

99 125140154 201 261183 217

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

5000

m/z-->

Abundance #110991: Octadecane, 1-chloro-
57

43

85

10527 133 161 288189203 231 252

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

5000

m/z-->

Abundance #55008: Tetradecane
57

43

85

9927 198127141 169

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

5000

m/z-->

Abundance #45541: Tridecane
5743

85

27
99 184127141

13.20 13.40 13.60 13.80

m/z  57.10  100.00%

13.20 13.40 13.60 13.80

m/z  43.10   71.43%

13.20 13.40 13.60 13.80

m/z  71.10   49.80%

13.20 13.40 13.60 13.80

m/z  55.10   34.41%

13.20 13.40 13.60 13.80

m/z  85.10   33.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Heptacosane                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.90    2.79 ng          76032   Chrysene-d12               13.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 87
 2 Heptacosane                         380 C27H56         000593-49-7 87
 3 Tetracosane                         338 C24H50         000646-31-1 86
 4 Tetratetracontane                   619 C44H90         007098-22-8 86
 5 Octadecane                          254 C18H38         000593-45-3 86

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1051 (13.899 min): BF081136.D (-1049) (-)
57

85

113 141 201169 235

50 100 150 200 250 300 350

5000

m/z-->

Abundance #155178: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

50 100 150 200 250 300 350

5000

m/z-->

Abundance #151556: Heptacosane
57

85

29 113 141 169 197 225 253 380281 323 351

50 100 150 200 250 300 350

5000

m/z-->

Abundance #136481: Tetracosane
57

85

29
113 141 169 197 338225 253 281 309

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.10   61.56%

13.60 13.80 14.00 14.20

m/z  71.10   56.02%

13.60 13.80 14.00 14.20

m/z  85.10   39.93%

13.60 13.80 14.00 14.20

m/z  55.10   26.79%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  9-Octadecenamide, (Z)-          Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.47    4.70 ng          79771   Perylene-d12               15.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 64
 2 Hexadecanamide                      255 C16H33NO       000629-54-9 59
 3 Pentadecanamide, 15-bromo-          319 C15H30BrNO     1000163-86-1 59
 4 Dodecanamide                        199 C12H25NO       001120-16-7 50
 5 d-Glucosamine                       179 C6H13NO5       000090-77-7 45

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

5000

m/z-->

Abundance Scan 1101 (14.471 min): BF081136.D (-1099) (-)
59

43

83 109126 149 170 235204 261187

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

5000

m/z-->

Abundance #106875: 9-Octadecenamide, (Z)-
5943

8327
122100 150 281166 221184 203 240

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

5000

m/z-->

Abundance #91513: Hexadecanamide
59

43
86 114 25521227 170142 195 238

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

5000

m/z-->

Abundance #127468: Pentadecanamide, 15-bromo-
59

41 24086 114 321278212142 170 262 304195

14.20 14.40 14.60 14.80

m/z  59.10  100.00%

14.20 14.40 14.60 14.80

m/z  72.10   56.21%

14.20 14.40 14.60 14.80

m/z  55.10   46.17%

14.20 14.40 14.60 14.80

m/z  43.10   31.14%

14.20 14.40 14.60 14.80

m/z  41.10   29.81%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082015\
  Data File : BF081136.D                                          
  Acq On    : 20 Aug 2015  21:13
  Operator  : UM/IZ
  Sample    : G3282-07
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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|
----------------------------------------------------------------------------
3-Penten-2-one, 4...   3.96     4.0 ng      96413  1   6.57  476360  20.0
2-Pentanone, 4-hy...   4.71    90.8 ng    2162110  1   6.57  476360  20.0
2-Pentanone, 4-me...   5.57     3.4 ng      80385  1   6.57  476360  20.0
unknown6.34            6.34    96.7 ng    2303450  1   6.57  476360  20.0
Hexadecanoic acid...  12.51     6.0 ng     164216  5  13.69  544791  20.0
11-Tricosene          12.59     2.6 ng      69760  5  13.69  544791  20.0
Docosane              12.95     2.2 ng      60802  5  13.69  544791  20.0
Octadecanoic acid...  13.21     4.6 ng     125194  5  13.69  544791  20.0
Octacosane            13.26     4.2 ng     114738  5  13.69  544791  20.0
Octadecane, 1-chl...  13.58     8.0 ng     217794  5  13.69  544791  20.0
Heptacosane           13.90     2.8 ng      76032  5  13.69  544791  20.0
9-Octadecenamide,...  14.47     4.7 ng      79771  6  15.04  339118  20.0
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