
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   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-BF011415.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   1.452    31   32   40 rBV    29574     67400   4.98%   0.722%
  2   4.116   263  265  270 rBV    15451     33023   2.44%   0.354%
  3   5.030   343  345  354 rBV   189463    365115  26.99%   3.911%
  4   7.362   547  549  555 rBV   106444    203127  15.02%   2.176%
  5   7.465   555  558  566 rVB   530679    819002  60.54%   8.773%
 
  6   7.967   599  602  607 rBV   112743    192393  14.22%   2.061%
  7   8.299   627  631  634 rBV   472436    813883  60.17%   8.718%
  8   8.962   686  689  695 rBV2    8295     14174   1.05%   0.152%
  9   9.270   712  716  719 rBV   436292    645385  47.71%   6.913%
 10  10.882   854  857  861 rBV   171520    261835  19.36%   2.805%
 
 11  11.396   899  902  904 rVB    25476     38250   2.83%   0.410%
 12  12.139   965  967  972 rBV    29802     48435   3.58%   0.519%
 13  13.534  1085 1089 1092 rBV   886035   1288097  95.22%  13.798%
 14  13.957  1123 1126 1130 rBV   166501    267261  19.76%   2.863%
 15  14.757  1194 1196 1201 rBV    40527     62563   4.62%   0.670%
 
 16  15.008  1215 1218 1222 rVB   191422    285686  21.12%   3.060%
 17  15.260  1236 1240 1243 rVB    72470    114161   8.44%   1.223%
 18  15.362  1246 1249 1252 rVB    46268     68022   5.03%   0.729%
 19  16.311  1329 1332 1334 rVB    39868     51457   3.80%   0.551%
 20  16.471  1342 1346 1349 rBV   321691    471534  34.86%   5.051%
 
 21  16.677  1361 1364 1367 rBV   570795    762459  56.36%   8.168%
 22  17.774  1457 1460 1463 rBV   251865    289731  21.42%   3.104%
 23  18.460  1517 1520 1522 rBV    19966     20572   1.52%   0.220%
 24  19.900  1644 1646 1649 rVB   110111    107237   7.93%   1.149%
 25  20.003  1652 1655 1658 rVB  1281070   1352746 100.00%  14.491%
 
 26  20.792  1722 1724 1727 rVB    75913     73887   5.46%   0.791%
 27  20.929  1734 1736 1740 rBV    10100     14320   1.06%   0.153%
 28  21.272  1763 1766 1769 rBV   293874    309690  22.89%   3.317%
 29  22.940  1909 1912 1915 rBV   233443    273458  20.22%   2.929%
 30  24.541  2048 2052 2055 rBV4   10174     20245   1.50%   0.217%
 
 
 
                        Sum of corrected areas:     9335148

8270-BF011415.M Tue Jan 20 11:49:06 2015                                              Page: 1

Instrument :
BNA_F
ClientSampleId :
FB-2

Instrument :
BNA_F
ClientSampleId :
FB-2



                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.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\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Oxirane, [(1-methylethoxy)m...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.12    3.43 ng          33023   1,4-Dichlorobenzene-d4      7.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Oxirane, [(1-methylethoxy)methyl]-  116 C6H12O2        004016-14-2 64
 2 Guanidine                            59 CH5N3          000113-00-8 7 
 3 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 5 
 4 Diacetamide                         101 C4H7NO2        000625-77-4 5 
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 5 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 265 (4.116 min): BF076935.D (-263) (-)
43 59

101

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7965: Oxirane, [(1-methylethoxy)methyl]-
43

59
29

101
73

8637

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #248: Guanidine
5943

18

28

12

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4001: Morpholine, 4-methyl-
43

101
71

5627 86

3.80 4.00 4.20 4.40

m/z  43.10  100.00%

3.80 4.00 4.20 4.40

m/z  59.00   89.03%

3.80 4.00 4.20 4.40

m/z 101.10   29.31%

3.80 4.00 4.20 4.40

m/z  58.00   25.07%

3.80 4.00 4.20 4.40

m/z  41.00    9.85%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.46                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.46   85.14 ng         819002   1,4-Dichlorobenzene-d4      7.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 2 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 558 (7.465 min): BF076935.D (-555) (-)
132

68

96
40 54 77 10687

20 40 60 80 100 120 140 160 180

5000

m/z-->

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

10533 44
7060 80 115

20 40 60 80 100 120 140 160 180

5000

m/z-->

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

92
65 10539 775127 117

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
13257

74
116

98

89 189158107

7.20 7.40 7.60 7.80

m/z 132.00  100.00%

7.20 7.40 7.60 7.80

m/z  68.10   39.17%

7.20 7.40 7.60 7.80

m/z 134.00   33.11%

7.20 7.40 7.60 7.80

m/z  66.00   27.64%

7.20 7.40 7.60 7.80

m/z  69.10   16.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Cycloheptanemethanol            Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.40    2.92 ng          38250   Naphthalene-d8             10.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cycloheptanemethanol                128 C8H16O         004448-75-3 53
 2 Cyclohexanemethanol, 2-methyl-      128 C8H16O         002105-40-0 42
 3 Dichloroacetic acid, 1-cyclopent... 224 C9H14Cl2O2     1000282-56-3 42
 4 Cyclohexane, 1-bromo-2-methyl-      176 C7H13Br        006294-39-9 40
 5 3-Hexen-1-ol, 2-ethyl-              128 C8H16O         053907-73-6 40

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 902 (11.396 min): BF076935.D (-899) (-)
55
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6941
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5000

m/z-->

Abundance #12078: Cycloheptanemethanol
55
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41 67

29 11018 129
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5000

m/z-->

Abundance #12214: Cyclohexanemethanol, 2-methyl-
55
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31

8167 110
124
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5000

m/z-->

Abundance #72685: Dichloroacetic acid, 1-cyclopentylethyl ester
55 81 97

6741

29
111 139 167127 155 183 199

11.00 11.20 11.40 11.60 11.80

m/z  55.10  100.00%

11.00 11.20 11.40 11.60 11.80

m/z  97.10   63.68%

11.00 11.20 11.40 11.60 11.80

m/z  69.10   43.05%

11.00 11.20 11.40 11.60 11.80

m/z  41.00   40.66%

11.00 11.20 11.40 11.60 11.80

m/z  81.00   27.92%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown12.14                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.14    3.70 ng          48435   Naphthalene-d8             10.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Methoxy-3-phenyl-1-propyne        146 C10H10O        1000217-10-1 43
 2 Benzene, 1-butynyl-                 130 C10H10         000622-76-4 22
 3 1,4-Epoxynaphthalene, 1,4-dihydro-  144 C10H8O         000573-57-9 10
 4 Benzene,1-ethynyl-2-methyl-         116 C9H8           000766-47-2 9 
 5 4-Phenylbut-3-yn-1-ol               146 C10H10O        010229-11-5 9 

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

5000

m/z-->

Abundance Scan 967 (12.139 min): BF076935.D (-965) (-)
115

14810391776351
39 133

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

5000

m/z-->

Abundance #20653: 3-Methoxy-3-phenyl-1-propyne
115

14677 10553
39 63 8929 13112397

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

5000

m/z-->

Abundance #12663: Benzene, 1-butynyl-
115

130

6351
39 8977 1022715

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

5000

m/z-->

Abundance #19588: 1,4-Epoxynaphthalene, 1,4-dihydro-
115

8963 14450 7441 98 126

11.80 12.00 12.20 12.40

m/z 115.10  100.00%

11.80 12.00 12.20 12.40

m/z 117.10   48.08%

11.80 12.00 12.20 12.40

m/z 116.00   33.21%

11.80 12.00 12.20 12.40

m/z 148.10   26.42%

11.80 12.00 12.20 12.40

m/z 103.10   25.51%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown13.96                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.96   18.71 ng         267261   Acenaphthene-d10           15.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Propen-1-one, 2-methyl-1-phenyl-  146 C10H10O        000769-60-8 35
 2 Ethanone, 2,2-dibromo-1-phenyl-     276 C8H6Br2O       013665-04-8 14
 3 3-Fluoro-3-(2-oxo-2-phenyl-ethyl... 322 C13H10F4O3S    329735-34-4 14
 4 1-Propanone, 2-bromo-1-phenyl-      212 C9H9BrO        002114-00-3 14
 5 Benzoic acid, 3,3,5-trimethyl-6-... 336 C21H20O4       1000277-63-9 14

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

5000

m/z-->

Abundance Scan 1126 (13.957 min): BF076935.D (-1123) (-)
105

77
12939

14655 176
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5000

m/z-->

Abundance #20671: 2-Propen-1-one, 2-methyl-1-phenyl-
105

77 146

51
131
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5000

m/z-->

Abundance #104331: Ethanone, 2,2-dibromo-1-phenyl-
105

77

51
17127 120 278143 198 247

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

5000

m/z-->

Abundance #128627: 3-Fluoro-3-(2-oxo-2-phenyl-ethylsulfanyl)-2-trifl...
105

77

51
135 291203158 322179 219235 25334 270

13.60 13.80 14.00 14.20

m/z 105.00  100.00%

13.60 13.80 14.00 14.20

m/z 115.00   36.83%

13.60 13.80 14.00 14.20

m/z  77.00   27.73%

13.60 13.80 14.00 14.20

m/z 117.10   20.11%

13.60 13.80 14.00 14.20

m/z 129.10   14.39%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown14.76                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.76    4.38 ng          62563   Acenaphthene-d10           15.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Indolizinemethanol                147 C9H9NO         022320-21-4 35
 2 1,3-Dioxane, 2,4,6-trimethyl-, (... 130 C7H14O2        019145-91-6 23
 3 o-Diacetylbenzene                   162 C10H10O2       000704-00-7 16
 4 2-(5-Methyl-[1,3,4]thiadiazol-2-... 292 C14H16N2OS2    1000296-87-8 16
 5 2,5-Dimethylbenzoxazole             147 C9H9NO         005676-58-4 14

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

5000

m/z-->

Abundance Scan 1196 (14.757 min): BF076935.D (-1194) (-)
147

115

45
91

129
77 15910363

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

5000

m/z-->

Abundance #21559: 2-Indolizinemethanol
147

130

118

89786347 103

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

5000

m/z-->

Abundance #13128: 1,3-Dioxane, 2,4,6-trimethyl-, (2.alpha.,4.alpha.,...
115

69
45

12987
101

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

5000

m/z-->

Abundance #30342: o-Diacetylbenzene
147

9143 11577 105 16251 129652815

14.40 14.60 14.80 15.00

m/z 147.10  100.00%

14.40 14.60 14.80 15.00

m/z 115.10   76.22%

14.40 14.60 14.80 15.00

m/z  45.10   39.65%

14.40 14.60 14.80 15.00

m/z  91.00   25.46%

14.40 14.60 14.80 15.00

m/z 117.00   21.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.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, (1,2-dimethoxyethyl)-  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.26    7.99 ng         114161   Acenaphthene-d10           15.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, (1,2-dimethoxyethyl)-      166 C10H14O2       004013-37-0 72
 2 Benzeneacetic acid, .alpha.-meth... 166 C9H10O3        007021-09-2 56
 3 Benzenamine, 2,4-dimethyl-          121 C8H11N         000095-68-1 40
 4 dl-2-Phenyl-1,2-propanediol         152 C9H12O2        004217-66-7 40
 5 Benzene, 1-ethyl-4-methoxy-         136 C9H12O         001515-95-3 40

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

5000

m/z-->

Abundance Scan 1240 (15.260 min): BF076935.D (-1236) (-)
121

77 9145 105 16165 147

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

5000

m/z-->

Abundance #32973: Benzene, (1,2-dimethoxyethyl)-
121

77 9115 51 10529 39 65 135 166152

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

5000

m/z-->

Abundance #33833: Benzeneacetic acid, .alpha.-methoxy-, (.+/-.)-
121

77
91 1055139 6329 13615

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

5000

m/z-->

Abundance #9319: Benzenamine, 2,4-dimethyl-
121106

77 91
5139 652715

15.00 15.20 15.40 15.60

m/z 121.10  100.00%

15.00 15.20 15.40 15.60

m/z  77.10   12.89%

15.00 15.20 15.40 15.60

m/z  91.10   11.63%

15.00 15.20 15.40 15.60

m/z 122.10    8.17%

15.00 15.20 15.40 15.60

m/z  45.10    5.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Benzeneacetic acid, .alpha....  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.36    4.76 ng          68022   Acenaphthene-d10           15.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzeneacetic acid, .alpha.-meth... 166 C9H10O3        001701-77-5 72
 2 R(-)-2-Methoxy-2-phenylacetic acid  166 C9H10O3        1000132-09-7 72
 3 Benzene, (1,2-dimethoxyethyl)-      166 C10H14O2       004013-37-0 64
 4 Benzenamine, 2,4-dimethyl-          121 C8H11N         000095-68-1 56
 5 Benzenamine, 3,4-dimethyl-          121 C8H11N         000095-64-7 56

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

5000

m/z-->

Abundance Scan 1249 (15.362 min): BF076935.D (-1246) (-)
121

77 91
45 105 14763

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

5000

m/z-->

Abundance #33785: Benzeneacetic acid, .alpha.-methoxy-
121

77
91 10551 16639 64 135

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

5000

m/z-->

Abundance #33780: R(-)-2-Methoxy-2-phenylacetic acid
121

77
91 10545 63 166135 149

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

5000

m/z-->

Abundance #32973: Benzene, (1,2-dimethoxyethyl)-
121

77 9115 51 10529 39 65 135 166152

15.00 15.20 15.40 15.60

m/z 121.10  100.00%

15.00 15.20 15.40 15.60

m/z  77.10   13.72%

15.00 15.20 15.40 15.60

m/z  91.10   12.69%

15.00 15.20 15.40 15.60

m/z 122.00    7.74%

15.00 15.20 15.40 15.60

m/z  45.10    6.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Bicyclo[4.2.0]octa-1,3,5-tr...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.31    3.60 ng          51457   Acenaphthene-d10           15.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bicyclo[4.2.0]octa-1,3,5-triene,... 158 C12H14         122057-61-8 58
 2 Propenoic acid, 3-(cycloheptatri... 176 C11H12O2       1000269-64-5 22
 3 Benzocyclobutene, 1-bromo-1-methyl- 196 C9H9Br         1000161-76-4 22
 4 Triquinacene                        130 C10H10         006053-74-3 14
 5 Benzene, 2-butenyl-                 132 C10H12         001560-06-1 14

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1332 (16.311 min): BF076935.D (-1329) (-)
129

117
91

143
105

776539 51 196

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #28359: Bicyclo[4.2.0]octa-1,3,5-triene, 7-(3-butenyl)-
117

129 143
91

39 1047751 6527 158

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #39820: Propenoic acid, 3-(cycloheptatrien-7-yl)-, methyl ...
117

39 91
144 1766351 77 133105 161

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #53975: Benzocyclobutene, 1-bromo-1-methyl-
117

9139 6351
80 10227 196128 152 169

16.00 16.20 16.40 16.60

m/z 129.10  100.00%

16.00 16.20 16.40 16.60

m/z 117.00   77.81%

16.00 16.20 16.40 16.60

m/z  91.10   62.99%

16.00 16.20 16.40 16.60

m/z 131.10   60.86%

16.00 16.20 16.40 16.60

m/z 115.00   55.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown16.47                    Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.47   32.55 ng         471534   Phenanthrene-d10           17.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanone, 2-hydroxy-1,2-diphenyl-   212 C14H12O2       000119-53-9 27
 2 Benzoin                             212 C14H12O2       000579-44-2 25
 3 Benzamide, N-butyl-                 177 C11H15NO       002782-40-3 25
 4 4-Methylphenethyl isothiocyanate    177 C10H11NS       013203-39-9 22
 5 Ethanone, 2-(acetyloxy)-1,2-diph... 254 C16H14O3       000574-06-1 22

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1346 (16.471 min): BF076935.D (-1342) (-)
105

14777 11541 1779151
63 166129 212

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #64409: Ethanone, 2-hydroxy-1,2-diphenyl-
105

77

51

27 39 21263 89 165152 195178139118128

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #64368: Benzoin
105

77

51

21263 89 165134 15241 194117

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #40563: Benzamide, N-butyl-
105

77

135 17751 148 162

16.20 16.40 16.60 16.80

m/z 105.00  100.00%

16.20 16.40 16.60 16.80

m/z 106.00   46.79%

16.20 16.40 16.60 16.80

m/z 107.00   33.58%

16.20 16.40 16.60 16.80

m/z 147.10   30.91%

16.20 16.40 16.60 16.80

m/z  77.10   24.97%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Hexadecanoic acid, butyl ester  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.90    6.93 ng         107237   Chrysene-d12               21.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 91
 2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 87
 3 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H16O         054644-32-5 37
 4 1-Pentadecene, 2-methyl-            224 C16H32         029833-69-0 32
 5 Cyclobutane, 1,1-dimethyl-2-octyl-  196 C14H28         062338-30-1 32

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

5000

m/z-->

Abundance Scan 1646 (19.900 min): BF076935.D (-1644) (-)
56

41
73

129 25723997
213157 185

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

41
73

129 25797 23926 185112 213 312157 281

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

5000

m/z-->

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

41

73

12811395

19.60 19.80 20.00 20.20

m/z  56.10  100.00%

19.60 19.80 20.00 20.20

m/z  57.10   62.72%

19.60 19.80 20.00 20.20

m/z  55.10   38.40%

19.60 19.80 20.00 20.20

m/z  41.10   36.13%

19.60 19.80 20.00 20.20

m/z  43.10   32.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Octadecanoic acid, butyl ester  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.79    4.77 ng          73887   Chrysene-d12               21.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 91
 2 n-Butyl myristate                   284 C18H36O2       000110-36-1 78
 3 1-Hexene, 2,5-dimethyl-             112 C8H16          006975-92-4 38
 4 Pentadecane, 8-methylene-           224 C16H32         055668-09-2 37
 5 1-Heptene, 2-methyl-                112 C8H16          015870-10-7 35

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

5000

m/z-->

Abundance Scan 1724 (20.792 min): BF076935.D (-1722) (-)
56

73
129 28597 26718539 241

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 #6552: 1-Hexene, 2,5-dimethyl-
56

29
112

9577

20.40 20.60 20.80 21.00 21.20

m/z  56.10  100.00%

20.40 20.60 20.80 21.00 21.20

m/z  57.10   57.87%

20.40 20.60 20.80 21.00 21.20

m/z  43.10   42.37%

20.40 20.60 20.80 21.00 21.20

m/z  55.10   36.43%

20.40 20.60 20.80 21.00 21.20

m/z  41.10   34.59%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
  Data File : BF076935.D                                          
  Acq On    : 19 Jan 2015  18:16
  Operator  : IZ / TP
  Sample    : G1101-24
  Misc      : W
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.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|
----------------------------------------------------------------------------
Oxirane, [(1-meth...   4.12     3.4 ng      33023  1   7.97  192393  20.0
unknown7.46            7.46    85.1 ng     819002  1   7.97  192393  20.0
Cycloheptanemethanol  11.40     2.9 ng      38250  2  10.88  261835  20.0
unknown12.14          12.14     3.7 ng      48435  2  10.88  261835  20.0
unknown13.96          13.96    18.7 ng     267261  3  15.01  285686  20.0
unknown14.76          14.76     4.4 ng      62563  3  15.01  285686  20.0
Benzene, (1,2-dim...  15.26     8.0 ng     114161  3  15.01  285686  20.0
Benzeneacetic aci...  15.36     4.8 ng      68022  3  15.01  285686  20.0
Bicyclo[4.2.0]oct...  16.31     3.6 ng      51457  3  15.01  285686  20.0
unknown16.47          16.47    32.5 ng     471534  4  17.77  289731  20.0
Hexadecanoic acid...  19.90     6.9 ng     107237  5  21.27  309690  20.0
Octadecanoic acid...  20.79     4.8 ng      73887  5  21.27  309690  20.0

8270-BF011415.M Tue Jan 20 11:49:17 2015                                              Page: 15

Instrument :
BNA_F
ClientSampleId :
FB-2


