
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   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: CENTROID
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.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   1.378    40   43   46 rBV  3839740   4070136 100.00%  19.088%
  2   1.515    51   55   58 rVB   112120    181650   4.46%   0.852%
  3   1.687    67   70   72 rBV    56154     87660   2.15%   0.411%
  4   1.824    80   82   95 rVB   147354    221214   5.44%   1.037%
  5   3.458   221  225  229 rBV    69756    131157   3.22%   0.615%
 
  6   4.990   357  359  364 rVB   186200    220945   5.43%   1.036%
  7   5.504   402  404  407 rBV   996541   1349772  33.16%   6.330%
  8   6.785   513  516  518 rBV  1563692   1510671  37.12%   7.085%
  9   6.933   526  529  531 rBV  1562728   1516043  37.25%   7.110%
 10   7.219   552  554  557 rBV   417363    373116   9.17%   1.750%
 
 11   7.402   568  570  573 rVB   940672   1159106  28.48%   5.436%
 12   7.916   612  615  617 rBV   764855    882717  21.69%   4.140%
 13   8.796   689  692  694 rBV   609097    518859  12.75%   2.433%
 14  10.145   807  810  812 rBV  2036796   1785401  43.87%   8.373%
 15  10.648   852  854  856 rBV    62225     53835   1.32%   0.252%
 
 16  10.968   880  882  885 rBV   624990    576810  14.17%   2.705%
 17  11.871   958  961  963 rBV    78942     71912   1.77%   0.337%
 18  11.951   965  968  970 rBV   786004   1075157  26.42%   5.042%
 19  12.808  1040 1043 1046 rBV   646985    609909  14.98%   2.860%
 20  14.808  1215 1218 1220 rBV  1847715   2005137  49.26%   9.404%
 
 21  15.974  1317 1320 1324 rBV   177402    246653   6.06%   1.157%
 22  16.088  1328 1330 1333 rBV   664418    686737  16.87%   3.221%
 23  16.774  1388 1390 1396 rBV    25670     40775   1.00%   0.191%
 24  17.528  1453 1456 1460 rBV    33326     56214   1.38%   0.264%
 25  17.780  1475 1478 1485 rVB   502544    699830  17.19%   3.282%
 
 26  18.386  1529 1531 1533 rBV    48397     78262   1.92%   0.367%
 27  19.357  1607 1616 1625 rBV2   97545    534852  13.14%   2.508%
 28  19.803  1651 1655 1665 rBV2   86198    265341   6.52%   1.244%
 29  20.214  1689 1691 1698 rVV5   15472     44799   1.10%   0.210%
 30  20.329  1698 1701 1705 rVB4   26088     66402   1.63%   0.311%
 
 31  20.580  1717 1723 1729 rBV8   18212     87932   2.16%   0.412%
 32  20.774  1736 1740 1747 rBV5   33507    114255   2.81%   0.536%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   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: CENTROID
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:    21323259
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.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\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown1.38                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.38  218.17 ng        4070140   1,4-Dichlorobenzene-d4      7.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 38
 2 1-Propanol, 2-methyl-                74 C4H10O         000078-83-1 9 
 3 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 
 4 2-Hydroxy-2-methylbutyric acid      118 C5H10O3        003739-30-8 9 
 5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15ClO       100244-09-5 9 

10 20 30 40 50 60 70 80 90

5000

m/z-->

Abundance Scan 43 (1.378 min): BF077598.D (-40) (-)
73

43

89

5538 48 60

10 20 30 40 50 60 70 80 90

5000

m/z-->

Abundance #4670: Propane, 2,2-dimethoxy-
73

43

89
31

5726 38 48

10 20 30 40 50 60 70 80 90

5000

m/z-->

Abundance #837: 1-Propanol, 2-methyl-
43

33

27

7459

10 20 30 40 50 60 70 80 90

5000

m/z-->

Abundance #2101: Propane, 2-methoxy-2-methyl-
73

5741
29

15 50

1.00 1.20 1.40 1.60 1.80

m/z  73.10  100.00%

1.00 1.20 1.40 1.60 1.80

m/z  43.05   53.58%

1.00 1.20 1.40 1.60 1.80

m/z  89.10   30.41%

1.00 1.20 1.40 1.60 1.80

m/z  41.10   10.68%

1.00 1.20 1.40 1.60 1.80

m/z  45.10    8.22%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Butane, 2-methoxy-2-methyl-     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.69    4.70 ng          87660   1,4-Dichlorobenzene-d4      7.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 86
 2 Silane, ethyltrimethyl-             102 C5H14Si        003439-38-1 33
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 23
 4 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 10
 5 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 

20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 70 (1.687 min): BF077598.D (-67) (-)
73

43
55 87

49

20 30 40 50 60 70 80 90 100 110

5000

m/z-->

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

43 55 87
29

675035 80

20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4305: Silane, ethyltrimethyl-
73

59

87
43

10229 53 6738

20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4342: Pentane, 3-methoxy-
73

45

29 5539 10150 67

1.40 1.60 1.80 2.00

m/z  73.10  100.00%

1.40 1.60 1.80 2.00

m/z  43.05   34.77%

1.40 1.60 1.80 2.00

m/z  55.10   25.22%

1.40 1.60 1.80 2.00

m/z  87.10   24.76%

1.40 1.60 1.80 2.00

m/z  41.10   11.22%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.99   11.84 ng         220945   1,4-Dichlorobenzene-d4      7.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Butyl aldoxime, 3-methyl-, syn-     101 C5H11NO        005780-40-5 43
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 10

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

5000

m/z-->

Abundance Scan 359 (4.990 min): BF077598.D (-357) (-)
43

59

101
8351

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

5000

m/z-->

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

59

15 10131 8351

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

5000

m/z-->

Abundance #4036: Butyl aldoxime, 3-methyl-, syn-
59

41

86
6951 101

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

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

4.60 4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   55.40%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   17.80%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   16.80%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    9.23%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown6.93                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.93   81.26 ng        1516040   1,4-Dichlorobenzene-d4      7.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 35
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 25
 3 Amphetaminil                        250 C17H18N2       017590-01-1 12
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 529 (6.933 min): BF077598.D (-526) (-)
132

68

96
40 54 85 107

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

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

69
104

5131

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #88584: Amphetaminil
132

10591
77 117655139 159 222146 178 208

6.60 6.80 7.00 7.20

m/z 132.00  100.00%

6.60 6.80 7.00 7.20

m/z  68.10   35.38%

6.60 6.80 7.00 7.20

m/z 134.00   33.67%

6.60 6.80 7.00 7.20

m/z  66.10   22.75%

6.60 6.80 7.00 7.20

m/z  69.10   14.17%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Benzophenone                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.87    2.49 ng          71912   Acenaphthene-d10           10.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzophenone                        182 C13H10O        000119-61-9 96
 2 Benzenebutanoic acid, .gamma.-oxo-  178 C10H10O3       002051-95-8 47
 3 Benzoic acid, phenyl ester          198 C13H10O2       000093-99-2 47
 4 Benzenepropanenitrile, .beta.-oxo-  145 C9H7NO         000614-16-4 47
 5 Acetophenone, 2-chloro-             154 C8H7ClO        000532-27-4 47

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 961 (11.871 min): BF077598.D (-958) (-)
105

77
182

51

15239 63 126

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #44105: Benzophenone
105

77

182
51

15227 39 63 126 16587 11517

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #40839: Benzenebutanoic acid, .gamma.-oxo-
105

77

51
17827 39 16163 91 115 133 144

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #54849: Benzoic acid, phenyl ester
105

77

51
39 65 19827 94 115 141

11.60 11.80 12.00 12.20

m/z 105.00  100.00%

11.60 11.80 12.00 12.20

m/z  77.10   61.14%

11.60 11.80 12.00 12.20

m/z 182.10   53.64%

11.60 11.80 12.00 12.20

m/z  51.10   23.85%

11.60 11.80 12.00 12.20

m/z 181.10    9.67%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Trichloroacetic acid, hexad...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.97    7.18 ng         246653   Chrysene-d12               16.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 93
 2 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 90
 3 Bromoacetic acid, hexadecyl ester   362 C18H35BrO2     005454-48-8 90
 4 1-Heptadecanol                      256 C17H36O        001454-85-9 90
 5 1-Nonadecene                        266 C19H38         018435-45-5 87

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1320 (15.974 min): BF077598.D (-1317) (-)
57 83

111

39 139 167 207 281

50 100 150 200 250 300 350

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
43

69
97

125
153 19626 224

50 100 150 200 250 300 350

5000

m/z-->

Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83

111

29 250139 224168 297194 360

50 100 150 200 250 300 350

5000

m/z-->

Abundance #145521: Bromoacetic acid, hexadecyl ester
43

69

97

123

141 196 222166 269

15.60 15.80 16.00 16.20

m/z  57.05  100.00%

15.60 15.80 16.00 16.20

m/z  43.10   92.52%

15.60 15.80 16.00 16.20

m/z  83.10   92.35%

15.60 15.80 16.00 16.20

m/z  55.05   91.44%

15.60 15.80 16.00 16.20

m/z  97.10   80.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  1-Docosene                      Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.39    2.24 ng          78262   Perylene-d12               17.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Docosene                          308 C22H44         001599-67-3 59
 2 Cyclotetracosane                    336 C24H48         000297-03-0 58
 3 Cyclohexanone, 3-ethyl-             126 C8H14O         022461-89-8 53
 4 1-Heneicosyl formate                340 C22H44O2       077899-03-7 53
 5 Bacteriochlorophyll-c-stearyl       841 C52H72MgN4O4   1000164-49-7 43

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1531 (18.386 min): BF077598.D (-1529) (-)
8357

111

157137 177 400209

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #121981: 1-Docosene
55

97

29
125

153 30877 181

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #135652: Cyclotetracosane
43

83

111

139 336167 196 224 308250 27963

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #10995: Cyclohexanone, 3-ethyl-
83

41

126

63 105

18.00 18.20 18.40 18.60 18.80

m/z  83.10  100.00%

18.00 18.20 18.40 18.60 18.80

m/z  57.10   82.36%

18.00 18.20 18.40 18.60 18.80

m/z  97.10   69.33%

18.00 18.20 18.40 18.60 18.80

m/z  43.10   60.91%

18.00 18.20 18.40 18.60 18.80

m/z  69.10   59.79%

8270-BF021915.M Thu Mar 05 12:49:02 2015                                              Page: 10

Instrument :
BNA_F
ClientSampleId :
FK-PS-01-013



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Dibenzylidene 4,4'-biphenyl...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.36   15.29 ng         534852   Perylene-d12               17.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dibenzylidene 4,4'-biphenylenedi... 360 C26H20N2       006311-48-4 91
 2 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N2O6     014414-32-5 47
 3 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2       004733-39-5 46
 4 N,N'-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2       000093-46-9 43
 5 Ethene, 1-(anthracen-9-yl)-2-(4-... 360 C27H20O        1000163-55-1 43

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1616 (19.357 min): BF077598.D (-1607) (-)
360

152

179

25477 12751 228 281103 203

50 100 150 200 250 300 350

5000

m/z-->

Abundance #145063: Dibenzylidene 4,4'-biphenylenediamine
360

152 272179
77 25451 127 228103 20228

50 100 150 200 250 300 350

5000

m/z-->

Abundance #144793: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro...
360

207
33218067 12339 15393 257 285 31415 225

50 100 150 200 250 300 350

5000

m/z-->

Abundance #145068: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl-
360

18078 15151 284129 25828 317214 240109 342

19.00 19.20 19.40 19.60

m/z 360.20  100.00%

19.00 19.20 19.40 19.60

m/z 152.10   53.61%

19.00 19.20 19.40 19.60

m/z 179.10   29.87%

19.00 19.20 19.40 19.60

m/z 361.20   27.55%

19.00 19.20 19.40 19.60

m/z 359.20   23.97%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  26-Hydroxycholesterol           Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.80    7.58 ng         265341   Perylene-d12               17.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 26-Hydroxycholesterol               402 C27H46O2       013095-61-9 52
 2 5-Cholestene-3-ol, 24-methyl-       400 C28H48O        1000214-17-4 52
 3 Cholest-5-ene, 3-methoxy-, (3.be... 400 C28H48O        001174-92-1 50
 4 Campesterol                         400 C28H48O        000474-62-4 50
 5 Isocholesteryl methyl ether         400 C28H48O        029944-53-4 47

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1655 (19.803 min): BF077598.D (-1651) (-)
43

145107
21381

173 255 303 329
414283 381

193

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #157041: 26-Hydroxycholesterol
55

81
107

145 402
213

291 369317173 255 342232

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #156601: 5-Cholestene-3-ol, 24-methyl-
43

40081 107
145 289213 315255173 367233 340193

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #156606: Cholest-5-ene, 3-methoxy-, (3.beta.)-
43

71

36891 400119 145
275213 255 326301173193 233

19.40 19.60 19.80 20.00 20.20

m/z  43.10  100.00%

19.40 19.60 19.80 20.00 20.20

m/z  55.10   64.51%

19.40 19.60 19.80 20.00 20.20

m/z  57.10   55.45%

19.40 19.60 19.80 20.00 20.20

m/z 145.10   55.35%

19.40 19.60 19.80 20.00 20.20

m/z 107.10   54.93%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  unknown20.58                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.58    2.51 ng          87932   Perylene-d12               17.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H22O        1000188-66-5 41
 2 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H22O        006754-66-1 27
 3 12-Azabicyclo[9.2.2]pentadeca-1(... 218 C14H22N2       1000185-25-0 25
 4 Acetic acid, 3-hydroxy-7-isoprop... 278 C17H26O3       1000187-37-6 23
 5 1,4-Methanonaphthalene, 1,4-dihy... 218 C17H14         055028-73-4 14

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1723 (20.580 min): BF077598.D (-1717) (-)
218

12193
189161

40255 283

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #68225: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218

41 91 133
175

67

110 155

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #68233: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth...
218

176
41 13391

65
157110

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #68159: 12-Azabicyclo[9.2.2]pentadeca-1(13),11,14-trien-13...
121 218

41 17577 14799

20.20 20.40 20.60 20.80 21.00

m/z 218.20  100.00%

20.20 20.40 20.60 20.80 21.00

m/z 121.10   59.62%

20.20 20.40 20.60 20.80 21.00

m/z  93.00   58.36%

20.20 20.40 20.60 20.80 21.00

m/z 122.10   46.52%

20.20 20.40 20.60 20.80 21.00

m/z 189.10   46.30%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  unknown20.77                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.77    3.27 ng         114255   Perylene-d12               17.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN2O3    300726-64-1 30
 2 2,4-Diaminophenol                   124 C6H8N2O        000095-86-3 30
 3 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN2O3    350039-84-8 30
 4 1,4-Benzenediol, 2-methyl-          124 C7H8O2         000095-71-6 27
 5 Benzenemethanol, 3-hydroxy-         124 C7H8O2         000620-24-6 27

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

5000

m/z-->

Abundance Scan 1740 (20.774 min): BF077598.D (-1736) (-)
124

43
229

9577 148
289163 187 213

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

5000

m/z-->

Abundance #110774: 3-(3-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone
124

2889576 15050 110 177 258223 239 27219834

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

5000

m/z-->

Abundance #10000: 2,4-Diaminophenol
124

9552 79
28

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

5000

m/z-->

Abundance #110773: 3-(4-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone
124

288
9576 15050 110 177 258223 241 27233 193 209

20.40 20.60 20.80 21.00

m/z 124.10  100.00%

20.40 20.60 20.80 21.00

m/z  43.10   49.92%

20.40 20.60 20.80 21.00

m/z 229.20   42.42%

20.40 20.60 20.80 21.00

m/z 123.10   32.21%

20.40 20.60 20.80 21.00

m/z  55.05   30.41%

8270-BF021915.M Thu Mar 05 12:49:06 2015                                              Page: 14

Instrument :
BNA_F
ClientSampleId :
FK-PS-01-013



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077598.D                                          
  Acq On    :  5 Mar 2015   1:38
  Operator  : TP/IZ
  Sample    : G1416-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.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|
----------------------------------------------------------------------------
unknown1.38            1.38   218.2 ng    4070140  1   7.22  373116  20.0
Butane, 2-methoxy...   1.69     4.7 ng      87660  1   7.22  373116  20.0
2-Pentanone, 4-hy...   4.99    11.8 ng     220945  1   7.22  373116  20.0
unknown6.93            6.93    81.3 ng    1516040  1   7.22  373116  20.0
Benzophenone          11.87     2.5 ng      71912  3  10.97  576810  20.0
Trichloroacetic a...  15.97     7.2 ng     246653  5  16.09  686737  20.0
1-Docosene            18.39     2.2 ng      78262  6  17.78  699830  20.0
Dibenzylidene 4,4...  19.36    15.3 ng     534852  6  17.78  699830  20.0
26-Hydroxycholest...  19.80     7.6 ng     265341  6  17.78  699830  20.0
unknown20.58          20.58     2.5 ng      87932  6  17.78  699830  20.0
unknown20.77          20.77     3.3 ng     114255  6  17.78  699830  20.0
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