
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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   1.247    10   14   17 rVB  1069631   1211886  27.78%   5.447%
  2   1.430    29   30   36 rBV   238136    618592  14.18%   2.780%
  3   1.521    36   38   79 rVB  1183033   4362215 100.00%  19.607%
  4   4.436   288  293  314 rBV   249462    793697  18.19%   3.567%
  5   5.316   366  370  395 rBV   658827   1445190  33.13%   6.496%
 
  6   7.579   564  568  572 rBV   617571   1397517  32.04%   6.281%
  7   7.659   572  575  583 rVV   904368   1653432  37.90%   7.432%
  8   7.796   583  587  591 rVB   156392    246203   5.64%   1.107%
  9   8.128   613  616  620 rBV   165167    275524   6.32%   1.238%
 10   8.459   641  645  648 rBV   650879   1096661  25.14%   4.929%
 
 11   8.516   648  650  655 rVB   101501    162562   3.73%   0.731%
 12   8.688   662  665  672 rBB   176687    315892   7.24%   1.420%
 13   9.133   702  704  709 rBV    43385     72039   1.65%   0.324%
 14   9.442   726  731  744 rVB   502984   1038796  23.81%   4.669%
 15   9.819   762  764  774 rVB    75452    145350   3.33%   0.653%
 
 16  10.505   821  824  836 rVB    48913    136588   3.13%   0.614%
 17  10.859   849  855  862 rBV    32582     94240   2.16%   0.424%
 18  11.031   867  870  873 rVV   214350    364710   8.36%   1.639%
 19  11.236   882  888  895 rBB2   51468     92743   2.13%   0.417%
 20  12.185   968  971  979 rVB    20495     46508   1.07%   0.209%
 
 21  12.505   996  999 1006 rVB    42186     76814   1.76%   0.345%
 22  13.682  1096 1102 1105 rBV   790034   1550671  35.55%   6.970%
 23  14.734  1190 1194 1204 rBB   154553    261245   5.99%   1.174%
 24  15.157  1227 1231 1237 rBB2  222558    373687   8.57%   1.680%
 25  16.437  1339 1343 1347 rBB    55505     90843   2.08%   0.408%
 
 26  17.066  1394 1398 1409 rVB   496766    976588  22.39%   4.389%
 27  17.980  1466 1478 1481 rBV    83464    400452   9.18%   1.800%
 28  18.666  1534 1538 1542 rBV   229738    389553   8.93%   1.751%
 29  19.626  1619 1622 1630 rBB    74253    136946   3.14%   0.616%
 30  20.437  1689 1693 1703 rBV    37500     85336   1.96%   0.384%
 
 31  21.386  1773 1776 1782 rBV    36574     54603   1.25%   0.245%
 32  22.049  1831 1834 1837 rBV  1046107   1391699  31.90%   6.255%
 33  23.295  1940 1943 1944 rBV   188780    213279   4.89%   0.959%
 34  23.329  1944 1946 1953 rVB   282613    328442   7.53%   1.476%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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
 
 35  24.769  2070 2072 2077 rBV   191211    215994   4.95%   0.971%
 
 36  25.192  2104 2109 2112 rBV2   28381     62114   1.42%   0.279%
 37  27.490  2302 2310 2314 rVB2   26725     69972   1.60%   0.315%
 
 
                        Sum of corrected areas:    22248583
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.25   87.97 ng        1211890   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 38
 3 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2       007318-82-3 10
 4 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 

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

5000

m/z-->

Abundance Scan 14 (1.247 min): BF081757.D (-10) (-)
73

43
55

87

6737

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

5000

m/z-->

Abundance #4386: Butane, 2-methoxy-2-methyl-
73

43 55 87
29

6735 80

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

5000

m/z-->

Abundance #1966: Silane, tetramethyl-
73

432915 53 59 88662 36

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

5000

m/z-->

Abundance #4136: Boronic acid, ethyl-, dimethyl ester
73

43

15

29 5737 10287672 7949 9523

1.20 1.30 1.40 1.50 1.60 1.70

m/z  73.10  100.00%

1.20 1.30 1.40 1.50 1.60 1.70

m/z  43.10   53.01%

1.20 1.30 1.40 1.50 1.60 1.70

m/z  55.10   37.26%

1.20 1.30 1.40 1.50 1.60 1.70

m/z  87.10   26.51%

1.20 1.30 1.40 1.50 1.60 1.70

m/z  41.05   17.14%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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  4  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.44   57.61 ng         793697   1,4-Dichlorobenzene-d4      8.13

 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 36
 3 3-Octanol                           130 C8H18O         000589-98-0 33
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 5 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33

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

5000

m/z-->

Abundance Scan 293 (4.436 min): BF081757.D (-288) (-)
43

59

101
835037

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

5000

m/z-->

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

59

10131 8325 93

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

5000

m/z-->

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

41
10129

53 73 86

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

5000

m/z-->

Abundance #13188: 3-Octanol
59

834129

101

6953 112 12977 91

4.20 4.40 4.60 4.80

m/z  43.10  100.00%

4.20 4.40 4.60 4.80

m/z  59.10   56.66%

4.20 4.40 4.60 4.80

m/z 101.10   15.12%

4.20 4.40 4.60 4.80

m/z  58.10   14.67%

4.20 4.40 4.60 4.80

m/z  41.10    9.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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  unknown7.66                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.66  120.02 ng        1653430   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 14
 4 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10
 5 Benzene, 1,2,4-trifluoro-           132 C6H3F3         000367-23-7 10

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 575 (7.659 min): BF081757.D (-572) (-)
132

68

96
40 54 75 10347 61 87

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

69
104

785131 38

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

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
0

5000

m/z-->

Abundance #13916: Benzene, 1,3,5-trifluoro-
132

8163
1121018831 5038 74

7.40 7.60 7.80 8.00

m/z 132.10  100.00%

7.40 7.60 7.80 8.00

m/z  68.10   48.29%

7.40 7.60 7.80 8.00

m/z  66.10   33.66%

7.40 7.60 7.80 8.00

m/z 134.10   32.45%

7.40 7.60 7.80 8.00

m/z  69.10   19.18%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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  Indane                          Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.52   11.80 ng         162562   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indane                              118 C9H10          000496-11-7 87
 2 Benzene, cyclopropyl-               118 C9H10          000873-49-4 81
 3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10          1000191-13-7 80
 4 Benzene, 1-propenyl-                118 C9H10          000637-50-3 76
 5 Benzene, 1-ethenyl-2-methyl-        118 C9H10          000611-15-4 64

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance Scan 650 (8.516 min): BF081757.D (-648) (-)
117

91
6339 51 10377

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #8676: Indane
117

916339 51 103772715 11045

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #8689: Benzene, cyclopropyl-
117

91

51 6339 77 1032715

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #8706: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117

91

39
655851 78 10327 45 71

8.20 8.40 8.60 8.80

m/z 117.10  100.00%

8.20 8.40 8.60 8.80

m/z 118.10   54.00%

8.20 8.40 8.60 8.80

m/z 115.10   31.42%

8.20 8.40 8.60 8.80

m/z  91.10   18.96%

8.20 8.40 8.60 8.80

m/z  63.10    9.83%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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  9  Benzene, 1-propynyl-            Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.69   22.93 ng         315892   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-propynyl-                116 C9H8           000673-32-5 91
 2 Benzene,1-ethynyl-2-methyl-         116 C9H8           000766-47-2 91
 3 Benzene, 1-ethynyl-4-methyl-        116 C9H8           000766-97-2 90
 4 Indene                              116 C9H8           000095-13-6 90
 5 1-Propyne, 3-phenyl-                116 C9H8           010147-11-2 56

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance Scan 665 (8.688 min): BF081757.D (-662) (-)
115

63 89
39 50 74

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #8169: Benzene, 1-propynyl-
115

63 8939 51 57 7427 10018 45

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #8174: Benzene,1-ethynyl-2-methyl-
115

63 8939
51 7426 45 9833

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #8175: Benzene, 1-ethynyl-4-methyl-
115

8963 7451 98

8.40 8.60 8.80 9.00

m/z 115.10  100.00%

8.40 8.60 8.80 9.00

m/z 116.10   91.45%

8.40 8.60 8.80 9.00

m/z  63.10   18.98%

8.40 8.60 8.80 9.00

m/z  89.10   15.87%

8.40 8.60 8.80 9.00

m/z  39.10    9.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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 10  Benzonitrile, 2-methyl-         Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.13    5.23 ng          72039   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzonitrile, 2-methyl-             117 C8H7N          000529-19-1 96
 2 Benzonitrile, 4-methyl-             117 C8H7N          000104-85-8 95
 3 Benzene, 1-isocyano-2-methyl-       117 C8H7N          010468-64-1 93
 4 Benzonitrile, 3-methyl-             117 C8H7N          000620-22-4 91
 5 5H-1-Pyrindine                      117 C8H7N          000270-91-7 87

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance Scan 704 (9.133 min): BF081757.D (-702) (-)
117

90

6339 51
75 105

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #8334: Benzonitrile, 2-methyl-
117

90

6339 51 7527 5745 99846915

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #8335: Benzonitrile, 4-methyl-
117

90

6339 5127 7545 10215 83

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #8347: Benzene, 1-isocyano-2-methyl-
117

90

6351 77 103

8.80 9.00 9.20 9.40

m/z 117.10  100.00%

8.80 9.00 9.20 9.40

m/z 116.10   59.97%

8.80 9.00 9.20 9.40

m/z  90.10   54.86%

8.80 9.00 9.20 9.40

m/z  89.10   41.22%

8.80 9.00 9.20 9.40

m/z  63.10   22.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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 11  Phenol, 2,6-dimethyl-           Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.82    7.97 ng         145350   Naphthalene-d8             11.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 2,6-dimethyl-               122 C8H10O         000576-26-1 97
 2 Phenol, 2,5-dimethyl-               122 C8H10O         000095-87-4 97
 3 Phenol, 2,3-dimethyl-               122 C8H10O         000526-75-0 95
 4 Phenol, 2,4-dimethyl-               122 C8H10O         000105-67-9 93
 5 Phenol, 3,5-dimethyl-               122 C8H10O         000108-68-9 87

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance Scan 764 (9.819 min): BF081757.D (-762) (-)
107

122

77
91

39 51 65
131

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #9613: Phenol, 2,6-dimethyl-
122107

77
9139

5127 65
15 98

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #9619: Phenol, 2,5-dimethyl-
107 122

77
91

5139 652715 84 98

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #9611: Phenol, 2,3-dimethyl-
107 122

77
9139 51 652718 98

9.40 9.60 9.80 10.00 10.20

m/z 107.10  100.00%

9.40 9.60 9.80 10.00 10.20

m/z 122.10   80.49%

9.40 9.60 9.80 10.00 10.20

m/z  77.10   42.84%

9.40 9.60 9.80 10.00 10.20

m/z  91.10   34.57%

9.40 9.60 9.80 10.00 10.20

m/z 121.10   32.14%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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 13  p-menth-1-en-8-ol               Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.24    5.09 ng          92743   Naphthalene-d8             11.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 p-menth-1-en-8-ol                   154 C10H18O        1000157-89-9 78
 2 3-Cyclohexene-1-methanol, .alpha... 154 C10H18O        010482-56-1 64
 3 3-Cyclohexene-1-methanol, .alpha... 154 C10H18O        000098-55-5 64
 4 7-Octen-2-ol, 2-methyl-6-methylene- 154 C10H18O        000543-39-5 45
 5 p-menth-1-en-8-ol                   154 C10H18O        1000151-92-4 25

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 888 (11.236 min): BF081757.D (-882) (-)
59

93
43 121

81 107 13667
51

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #25440: p-menth-1-en-8-ol
59

93
43 121

13681
67

31
10751 154

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #25747: 3-Cyclohexene-1-methanol, .alpha.,.alpha.,4-trimet...
59

93 121 136

81
43

67 10731 51 128

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #25700: 3-Cyclohexene-1-methanol, .alpha.,.alpha.4-trimethyl-
59

93
121 136

8143
67

31 10751 154

11.00 11.20 11.40 11.60

m/z  59.10  100.00%

11.00 11.20 11.40 11.60

m/z  93.10   47.76%

11.00 11.20 11.40 11.60

m/z  43.10   40.18%

11.00 11.20 11.40 11.60

m/z 121.10   38.82%

11.00 11.20 11.40 11.60

m/z  81.10   30.58%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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 14  1H-Inden-1-one, 2,3-dihydro-    Concentration Rank 19

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.51    4.21 ng          76814   Naphthalene-d8             11.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Inden-1-one, 2,3-dihydro-        132 C9H8O          000083-33-0 98
 2 2H-Inden-2-one, 1,3-dihydro-        132 C9H8O          000615-13-4 70
 3 N-Ethylbenzimidoyl bromide          211 C9H10BrN       041182-87-0 68
 4 Bicyclo[4.2.0]octa-1,3,5-triene     104 C8H8           000694-87-1 64
 5 Styrene                             104 C8H8           000100-42-5 64

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 999 (12.505 min): BF081757.D (-996) (-)
104 132

78
51

6339 89

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14056: 1H-Inden-1-one, 2,3-dihydro-
104

132

78

51

633927 8914

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14057: 2H-Inden-2-one, 1,3-dihydro-
104

132

7851
6339 89 11597

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #63790: N-Ethylbenzimidoyl bromide
104

132

77
51

27 39 63 91

12.20 12.40 12.60 12.80

m/z 104.10  100.00%

12.20 12.40 12.60 12.80

m/z 132.10   87.49%

12.20 12.40 12.60 12.80

m/z 103.10   54.00%

12.20 12.40 12.60 12.80

m/z  78.10   45.76%

12.20 12.40 12.60 12.80

m/z  51.10   38.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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 15  1(2H)-Isoquinolinone            Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.98   20.56 ng         400452   Phenanthrene-d10           18.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1(2H)-Isoquinolinone                145 C9H7NO         000491-30-5 96
 2 Benzocyclobuten-1(2H)-one           118 C8H6O          003469-06-5 87
 3 Benzofuran                          118 C8H6O          000271-89-6 78
 4 3-Quinolinol                        145 C9H7NO         000580-18-7 62
 5 1-Phthalazinamine                   145 C8H7N3         019064-69-8 59

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance Scan 1478 (17.980 min): BF081757.D (-1466) (-)
145

90
118

63

39 50 74

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #20613: 1(2H)-Isoquinolinone
145

90 118

63
28 39 50

18 74 98 12811082

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #8672: Benzocyclobuten-1(2H)-one
90 118

63

39
51

7427 9882

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #8668: Benzofuran
118

90

63
39 51 7429

17.60 17.80 18.00 18.20 18.40

m/z 145.10  100.00%

17.60 17.80 18.00 18.20 18.40

m/z  90.10   56.84%

17.60 17.80 18.00 18.20 18.40

m/z  89.10   55.35%

17.60 17.80 18.00 18.20 18.40

m/z 118.10   50.44%

17.60 17.80 18.00 18.20 18.40

m/z  63.10   28.84%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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 16  5-Octadecene, (E)-              Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.63    7.03 ng         136946   Phenanthrene-d10           18.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Octadecene, (E)-                  252 C18H36         007206-21-5 91
 2 9-Octadecene, (E)-                  252 C18H36         007206-25-9 90
 3 1-Hexadecanol                       242 C16H34O        036653-82-4 87
 4 1-Hexadecene                        224 C16H32         000629-73-2 83
 5 Pentafluoropropionic acid, octad... 416 C21H37F5O2     1000280-07-7 80

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

5000

m/z-->

Abundance Scan 1622 (19.626 min): BF081757.D (-1619) (-)
55

41
69 83

97

111
125

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

5000

m/z-->

Abundance #89785: 5-Octadecene, (E)-
55

6941 83
97

111
27 125 252139 154 168181 224195

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

5000

m/z-->

Abundance #89786: 9-Octadecene, (E)-
55 69

83
41

97

111
27 125 139 252154 168 182 224196

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

5000

m/z-->

Abundance #83793: 1-Hexadecanol
55 69 8341

97

111
12527 139 196154 168 22414

19.40 19.60 19.80 20.00

m/z  55.10  100.00%

19.40 19.60 19.80 20.00

m/z  43.10   90.90%

19.40 19.60 19.80 20.00

m/z  57.10   75.00%

19.40 19.60 19.80 20.00

m/z  41.10   73.55%

19.40 19.60 19.80 20.00

m/z  69.10   58.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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 17  Undecanoic acid                 Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.44    4.38 ng          85336   Phenanthrene-d10           18.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecanoic acid                     186 C11H22O2       000112-37-8 64
 2 n-Decanoic acid                     172 C10H20O2       000334-48-5 53
 3 .alpha.-D-Glucopyranoside, .alph... 342 C12H22O11      000099-20-7 53
 4 Nonanoic acid                       158 C9H18O2        000112-05-0 50
 5 11-Bromoundecanoic acid             264 C11H21BrO2     002834-05-1 50

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

5000

m/z-->

Abundance Scan 1693 (20.437 min): BF081757.D (-1689) (-)
43

60 73

129
85 97 213157 185115 171

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

5000

m/z-->

Abundance #46617: Undecanoic acid
60 73

43

29
12985 143

18611597 157169

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

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

20.20 20.40 20.60 20.80

m/z  43.10  100.00%

20.20 20.40 20.60 20.80

m/z  60.00   77.63%

20.20 20.40 20.60 20.80

m/z  55.10   77.56%

20.20 20.40 20.60 20.80

m/z  57.10   77.39%

20.20 20.40 20.60 20.80

m/z  73.10   75.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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 18  Bromoacetic acid, tetradecy...  Concentration Rank 20

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.39    3.32 ng          54603   Chrysene-d12               23.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bromoacetic acid, tetradecyl ester  334 C16H31BrO2     018992-01-3 91
 2 1-Nonadecene                        266 C19H38         018435-45-5 91
 3 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 91
 4 1-Hexadecene                        224 C16H32         000629-73-2 91
 5 3-Eicosene, (E)-                    280 C20H40         074685-33-9 90

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

5000

m/z-->

Abundance Scan 1776 (21.386 min): BF081757.D (-1773) (-)
55

41
8369 97

111

125 202

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

5000

m/z-->

Abundance #134521: Bromoacetic acid, tetradecyl ester
43

8369

97
56

29 111
125 139 168 196153 241

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

5000

m/z-->

Abundance #98170: 1-Nonadecene
41 55

83 9769

111
12527

139 153 266168

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

5000

m/z-->

Abundance #139663: 3-Chloropropionic acid, heptadecyl ester
5743 83

97

70
111

29
125

139 154 210167 182 238196 225 251

21.00 21.20 21.40 21.60 21.80

m/z  55.10  100.00%

21.00 21.20 21.40 21.60 21.80

m/z  43.10   84.95%

21.00 21.20 21.40 21.60 21.80

m/z  57.10   80.34%

21.00 21.20 21.40 21.60 21.80

m/z  41.10   69.17%

21.00 21.20 21.40 21.60 21.80

m/z  83.10   53.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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 19  17-Pentatriacontene             Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 25.19    5.75 ng          62114   Perylene-d12               24.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 17-Pentatriacontene                 491 C35H70         006971-40-0 87
 2 1-Tetracosanol                      354 C24H50O        000506-51-4 74
 3 Trichloroacetic acid, tetradecyl... 358 C16H29Cl3O2    074339-52-9 72
 4 1-Hexacosanol                       382 C26H54O        000506-52-5 72
 5 1-Hentetracontanol                  593 C41H84O        040710-42-7 58

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 2109 (25.192 min): BF081757.D (-2104) (-)
57

83

111

208

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #168066: 17-Pentatriacontene
43

83

111
139 167 196 224 267 490462292 321

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #142901: 1-Tetracosanol
43

83

18 111
336140 168 196 308238 266

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #143984: Trichloroacetic acid, tetradecyl ester
43

83

111

139 168 196 241

24.80 25.00 25.20 25.40 25.60

m/z  57.10  100.00%

24.80 25.00 25.20 25.40 25.60

m/z  43.10   85.88%

24.80 25.00 25.20 25.40 25.60

m/z  55.10   83.51%

24.80 25.00 25.20 25.40 25.60

m/z  83.10   73.87%

24.80 25.00 25.20 25.40 25.60

m/z  97.10   60.51%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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 20  unknown27.49                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 27.49    6.48 ng          69972   Perylene-d12               24.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (R)-(-)-14-Methyl-8-hexadecyn-1-ol  252 C17H32O        064566-18-3 38
 2 Cyclohexene, 4-(4-ethylcyclohexy... 262 C19H34         301643-32-3 38
 3 7-Tetradecyne                       194 C14H26         035216-11-6 27
 4 7-Heptadecyne, 17-chloro-           270 C17H31Cl       056554-75-7 27
 5 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H24O        1000144-09-7 27

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

5000

m/z-->

Abundance Scan 2310 (27.490 min): BF081757.D (-2302) (-)
55 69 95

10912341

191149163 205

281

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

5000

m/z-->

Abundance #89764: (R)-(-)-14-Methyl-8-hexadecyn-1-ol
8155

95

41
109

123
137 166152 195 223 252

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

5000

m/z-->

Abundance #95833: Cyclohexene, 4-(4-ethylcyclohexyl)-1-pentyl-
5541 69

95

123137109
27 191177 262205220163 234

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

5000

m/z-->

Abundance #52064: 7-Tetradecyne
67 81

95

41 109

27 123 165137151 194179

27.20 27.40 27.60 27.80

m/z  55.10  100.00%

27.20 27.40 27.60 27.80

m/z  69.10   90.41%

27.20 27.40 27.60 27.80

m/z  95.10   83.00%

27.20 27.40 27.60 27.80

m/z  57.10   76.74%

27.20 27.40 27.60 27.80

m/z  81.10   68.29%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
  Data File : BF081757.D                                          
  Acq On    : 23 Sep 2015   5:52
  Operator  : UM/IZ
  Sample    : G3748-01
  Misc      :  
  ALS Vial  : 15   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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   1.25    88.0 ng    1211890  1   8.13  275524  20.0
2-Pentanone, 4-hy...   4.44    57.6 ng     793697  1   8.13  275524  20.0
unknown7.66            7.66   120.0 ng    1653430  1   8.13  275524  20.0
Indane                 8.52    11.8 ng     162562  1   8.13  275524  20.0
Benzene, 1-propynyl-   8.69    22.9 ng     315892  1   8.13  275524  20.0
Benzonitrile, 2-m...   9.13     5.2 ng      72039  1   8.13  275524  20.0
Phenol, 2,6-dimet...   9.82     8.0 ng     145350  2  11.03  364710  20.0
p-menth-1-en-8-ol     11.24     5.1 ng      92743  2  11.03  364710  20.0
1H-Inden-1-one, 2...  12.51     4.2 ng      76814  2  11.03  364710  20.0
1(2H)-Isoquinolinone  17.98    20.6 ng     400452  4  18.67  389553  20.0
5-Octadecene, (E)-    19.63     7.0 ng     136946  4  18.67  389553  20.0
Undecanoic acid       20.44     4.4 ng      85336  4  18.67  389553  20.0
Bromoacetic acid,...  21.39     3.3 ng      54603  5  23.33  328442  20.0
17-Pentatriacontene   25.19     5.8 ng      62114  6  24.77  215994  20.0
unknown27.49          27.49     6.5 ng      69972  6  24.77  215994  20.0
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