
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
  Data File : BF081480.D                                          
  Acq On    :  5 Sep 2015  23:31
  Operator  : UM/IZ
  Sample    : G3555-05
  Misc      :  
  ALS Vial  : 57   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-BF090115.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   3.518   167  169  180 rBV    44264     99917   5.73%   0.604%
  2   4.410   243  247  260 rVB   788237   1474450  84.57%   8.917%
  3   4.913   288  291  293 rBV  1412714   1734649  99.49%  10.490%
  4   6.022   386  388  391 rBV  1219545   1686993  96.76%  10.202%
  5   6.124   395  397  399 rBV  1853685   1653805  94.86%  10.001%
 
  6   6.353   415  417  420 rVB   399698    357095  20.48%   2.160%
  7   6.513   429  431  433 rBV  1434020   1273336  73.03%   7.700%
  8   6.936   465  468  470 rBV  1143061   1166250  66.89%   7.053%
  9   7.645   528  530  532 rBV   536302    453694  26.02%   2.744%
 10   8.730   622  625  627 rBV  1868163   1743494 100.00%  10.544%
 
 11   9.130   658  660  663 rBV   367777    322471  18.50%   1.950%
 12   9.382   680  682  685 rVB   480131    450807  25.86%   2.726%
 13  10.171   748  751  753 rBV  1069549   1067053  61.20%   6.453%
 14  10.319   762  764  768 rBV    23242     25278   1.45%   0.153%
 15  10.765   801  803  804 rBV    24095     21236   1.22%   0.128%
 
 16  10.845   808  810  813 rBV   419187    445551  25.56%   2.694%
 17  11.428   859  861  866 rBV    59467     69655   4.00%   0.421%
 18  12.296   934  937  939 rBV    97514    124508   7.14%   0.753%
 19  12.342   939  941  942 rBV    17749     20617   1.18%   0.125%
 20  12.365   942  943  946 rVB    27904     25046   1.44%   0.151%
 
 21  12.434   946  949  951 rBV  1539086   1373648  78.79%   8.307%
 22  12.994   995  998 1000 rBV    91388     92567   5.31%   0.560%
 23  13.039  1000 1002 1003 rBV    19929     19347   1.11%   0.117%
 24  13.359  1027 1030 1036 rBV    79534    156344   8.97%   0.945%
 25  13.451  1036 1038 1041 rVB   351110    333142  19.11%   2.015%
 
 26  13.679  1055 1058 1060 rBV    29159     31602   1.81%   0.191%
 27  13.977  1082 1084 1087 rBV    30551     29745   1.71%   0.180%
 28  14.274  1108 1110 1112 rBV    21623     23156   1.33%   0.140%
 29  14.548  1132 1134 1137 rBV    17898     19619   1.13%   0.119%
 30  14.765  1150 1153 1155 rBV   183014    240753  13.81%   1.456%
 
 
 
                        Sum of corrected areas:    16535828
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
  Data File : BF081480.D                                          
  Acq On    :  5 Sep 2015  23:31
  Operator  : UM/IZ
  Sample    : G3555-05
  Misc      :  
  ALS Vial  : 57   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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\BF090515\
  Data File : BF081480.D                                          
  Acq On    :  5 Sep 2015  23:31
  Operator  : UM/IZ
  Sample    : G3555-05
  Misc      :  
  ALS Vial  : 57   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.52    5.60 ng          99917   1,4-Dichlorobenzene-d4      6.35

 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, 4,4-dimethyl-, (E)-       98 C7H14          000690-08-4 80
 4 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 80
 5 2-Pentene, 3,4-dimethyl-, (Z)-       98 C7H14          004914-91-4 72
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0

5000

m/z-->

Abundance Scan 169 (3.518 min): BF081480.D (-167) (-)
55 83

43

98

5038
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0

5000

m/z-->

Abundance #3185: 3-Penten-2-one, 4-methyl-
8355
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37 6762 7749 89
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m/z-->

Abundance #3109: 3-Hexen-2-one
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6937 776349 9323
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0

5000

m/z-->

Abundance #3338: 2-Pentene, 4,4-dimethyl-, (E)-
55 83

41

98
27

6715 77

3.20 3.40 3.60 3.80

m/z  55.10  100.00%

3.20 3.40 3.60 3.80

m/z  83.10   84.06%

3.20 3.40 3.60 3.80

m/z  43.10   45.26%

3.20 3.40 3.60 3.80

m/z  39.10   27.05%

3.20 3.40 3.60 3.80

m/z  98.10   25.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
  Data File : BF081480.D                                          
  Acq On    :  5 Sep 2015  23:31
  Operator  : UM/IZ
  Sample    : G3555-05
  Misc      :  
  ALS Vial  : 57   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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.
---------------------------------------------------------------------
  4.41   82.58 ng        1474450   1,4-Dichlorobenzene-d4      6.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
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0

5000

m/z-->

Abundance Scan 247 (4.410 min): BF081480.D (-243) (-)
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835337 69
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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
0

5000

m/z-->

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

41
10129

53 73 86
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0

5000

m/z-->

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

101
4131 836915 53

4.00 4.20 4.40 4.60 4.80

m/z  43.10  100.00%

4.00 4.20 4.40 4.60 4.80

m/z  59.10   57.77%

4.00 4.20 4.40 4.60 4.80

m/z  58.10   14.94%

4.00 4.20 4.40 4.60 4.80

m/z 101.10   14.76%

4.00 4.20 4.40 4.60 4.80

m/z  41.10    9.23%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
  Data File : BF081480.D                                          
  Acq On    :  5 Sep 2015  23:31
  Operator  : UM/IZ
  Sample    : G3555-05
  Misc      :  
  ALS Vial  : 57   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.12                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.12   92.63 ng        1653810   1,4-Dichlorobenzene-d4      6.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Xenon                               132 Xe             007440-63-3 9 

20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 397 (6.124 min): BF081480.D (-395) (-)
132

68

9640 54 75 10447 61 87 115
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0

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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785131 38
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5000

m/z-->

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

1059733 44
70 786051 86 115
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5000

m/z-->

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

92
65 10539 775127 11758

5.80 6.00 6.20 6.40

m/z 132.10  100.00%

5.80 6.00 6.20 6.40

m/z  68.10   49.91%

5.80 6.00 6.20 6.40

m/z  66.10   33.81%

5.80 6.00 6.20 6.40

m/z 134.10   32.72%

5.80 6.00 6.20 6.40

m/z  69.10   20.35%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
  Data File : BF081480.D                                          
  Acq On    :  5 Sep 2015  23:31
  Operator  : UM/IZ
  Sample    : G3555-05
  Misc      :  
  ALS Vial  : 57   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Undecanoic acid                 Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.43    3.13 ng          69655   Phenanthrene-d10           10.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecanoic acid                     186 C11H22O2       000112-37-8 59
 2 .alpha.-D-Glucopyranoside, .alph... 342 C12H22O11      000099-20-7 53
 3 n-Decanoic acid                     172 C10H20O2       000334-48-5 50
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 50
 5 Nonanoic acid                       158 C9H18O2        000112-05-0 38

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance Scan 861 (11.428 min): BF081480.D (-859) (-)
43 60 73

12985
97

115 213171157 185

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #46615: Undecanoic acid
60 73

43

12929 85 143
18611597 15716915

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosyl
73

60

44

8531 97 146126 16318 110 235

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #37189: n-Decanoic acid
60 73

41
129

29
87 115 172143101 15515

11.20 11.40 11.60 11.80

m/z  43.10  100.00%

11.20 11.40 11.60 11.80

m/z  60.00   96.24%

11.20 11.40 11.60 11.80

m/z  57.10   93.15%

11.20 11.40 11.60 11.80

m/z  73.00   89.45%

11.20 11.40 11.60 11.80

m/z  55.10   87.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
  Data File : BF081480.D                                          
  Acq On    :  5 Sep 2015  23:31
  Operator  : UM/IZ
  Sample    : G3555-05
  Misc      :  
  ALS Vial  : 57   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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.
---------------------------------------------------------------------
 12.30    7.47 ng         124508   Chrysene-d12               13.45

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 90
 2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 87
 3 Hexadecanoic acid, 2-methylpropy... 312 C20H40O2       000110-34-9 56
 4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2       040482-05-1 38
 5 Pentadecane, 8-methylene-           224 C16H32         055668-09-2 35

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

5000

m/z-->

Abundance Scan 937 (12.296 min): BF081480.D (-934) (-)
56

25773 129 23997 21318539 157

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

5000

m/z-->

Abundance #124073: 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 #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56

29 73

129 25797 239185 213 312157113 281

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

5000

m/z-->

Abundance #124097: Hexadecanoic acid, 2-methylpropyl ester
57

41 239 257
73

12998 213157 31218511318 282

12.00 12.20 12.40 12.60

m/z  56.10  100.00%

12.00 12.20 12.40 12.60

m/z  57.10   55.95%

12.00 12.20 12.40 12.60

m/z  43.05   38.22%

12.00 12.20 12.40 12.60

m/z  41.10   36.02%

12.00 12.20 12.40 12.60

m/z  55.05   32.32%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
  Data File : BF081480.D                                          
  Acq On    :  5 Sep 2015  23:31
  Operator  : UM/IZ
  Sample    : G3555-05
  Misc      :  
  ALS Vial  : 57   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.99    5.56 ng          92567   Chrysene-d12               13.45

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 68
 2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H16O         054644-32-5 37
 3 1-Hexene, 2,5-dimethyl-             112 C8H16          006975-92-4 35
 4 1-Pentene, 2,4-dimethyl-             98 C7H14          002213-32-3 35
 5 1-Hexene, 2-methyl-                  98 C7H14          006094-02-6 35

50 100 150 200 250 300
0

5000

m/z-->

Abundance Scan 998 (12.994 min): BF081480.D (-995) (-)
56

73
129 28597 267185 24139

50 100 150 200 250 300
0

5000

m/z-->

Abundance #137336: Octadecanoic acid, butyl ester
56

7329
129 28526797 185 241 340157 213 311

50 100 150 200 250 300
0

5000

m/z-->

Abundance #12235: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56

73

12895

50 100 150 200 250 300
0

5000

m/z-->

Abundance #6551: 1-Hexene, 2,5-dimethyl-
56

29
112

83

12.60 12.80 13.00 13.20 13.40

m/z  56.10  100.00%

12.60 12.80 13.00 13.20 13.40

m/z  57.10   59.42%

12.60 12.80 13.00 13.20 13.40

m/z  43.10   42.24%

12.60 12.80 13.00 13.20 13.40

m/z  41.10   34.88%

12.60 12.80 13.00 13.20 13.40

m/z  55.10   31.04%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
  Data File : BF081480.D                                          
  Acq On    :  5 Sep 2015  23:31
  Operator  : UM/IZ
  Sample    : G3555-05
  Misc      :  
  ALS Vial  : 57   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  2-Ethyl-1-dodecanol             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.36    9.39 ng         156344   Chrysene-d12               13.45

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Ethyl-1-dodecanol                 214 C14H30O        019780-33-7 90
 2 Oxirane, [(hexadecyloxy)methyl]-    298 C19H38O2       015965-99-8 83
 3 Oxirane, [(dodecyloxy)methyl]-      242 C15H30O2       002461-18-9 64
 4 1-Octanol, 2-butyl-                 186 C12H26O        003913-02-8 59
 5 1-Iodo-2-methylundecane             296 C12H25I        073105-67-6 58

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

5000

m/z-->

Abundance Scan 1030 (13.359 min): BF081480.D (-1027) (-)
5743

71
85

111
125

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

5000

m/z-->

Abundance #65764: 2-Ethyl-1-dodecanol
5743

71

29 97
111

125 168139 196

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

5000

m/z-->

Abundance #116669: Oxirane, [(hexadecyloxy)methyl]-
57

43

71

9729

111
125 281139153 26716915 250224

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

5000

m/z-->

Abundance #83705: Oxirane, [(dodecyloxy)methyl]-
57

43
71

97
29 111

125140 19715 166 183

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   83.19%

13.00 13.20 13.40 13.60

m/z  55.10   60.96%

13.00 13.20 13.40 13.60

m/z  71.10   44.90%

13.00 13.20 13.40 13.60

m/z  41.10   40.83%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
  Data File : BF081480.D                                          
  Acq On    :  5 Sep 2015  23:31
  Operator  : UM/IZ
  Sample    : G3555-05
  Misc      :  
  ALS Vial  : 57   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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...   3.52     5.6 ng      99917  1   6.35  357095  20.0
2-Pentanone, 4-hy...   4.41    82.6 ng    1474450  1   6.35  357095  20.0
unknown6.12            6.12    92.6 ng    1653810  1   6.35  357095  20.0
Undecanoic acid       11.43     3.1 ng      69655  4  10.84  445551  20.0
Hexadecanoic acid...  12.30     7.5 ng     124508  5  13.45  333142  20.0
Octadecanoic acid...  12.99     5.6 ng      92567  5  13.45  333142  20.0
2-Ethyl-1-dodecanol   13.36     9.4 ng     156344  5  13.45  333142  20.0
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