
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
  Data File : BF080485.D                                          
  Acq On    : 15 Jul 2015  11:33
  Operator  : TP/UM
  Sample    : G2973-15
  Misc      :  
  ALS Vial  : 18   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-BF071415.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   2.155     3    6   14 rBV   357177    686999 100.00%  10.227%
  2   2.270    14   16   29 rVB   134312    220887  32.15%   3.288%
  3   2.430    29   30   34 rVB2    5226      7774   1.13%   0.116%
  4   4.739   231  232  239 rBB2    3503      8498   1.24%   0.126%
  5   5.333   282  284  301 rBV   262091    336953  49.05%   5.016%
 
  6   5.756   319  321  330 rBV   445877    429588  62.53%   6.395%
  7   6.133   353  354  360 rBV    16681     26285   3.83%   0.391%
  8   6.762   407  409  419 rBV   528088    505315  73.55%   7.522%
  9   6.899   419  421  423 rBV   650952    521493  75.91%   7.763%
 10   7.127   439  441  443 rBV   128359    144252  21.00%   2.147%
 
 11   7.276   453  454  457 rBV   233307    288625  42.01%   4.296%
 12   7.687   488  490  492 rBV   376393    302319  44.01%   4.500%
 13   8.407   551  553  556 rBV   232189    213796  31.12%   3.183%
 14   9.482   645  647  650 rBV   585160    465295  67.73%   6.926%
 15   9.882   680  682  684 rBV   134236    107009  15.58%   1.593%
 
 16  10.168   705  707  710 rBB   245471    247260  35.99%   3.681%
 17  10.568   740  742  744 rBB     6621      7375   1.07%   0.110%
 18  10.956   774  776  779 rBV2  257250    325101  47.32%   4.839%
 19  11.048   782  784  786 rBB     6776      9965   1.45%   0.148%
 20  11.493   821  823  824 rBB     9825      7833   1.14%   0.117%
 
 21  11.665   836  838  840 rBV   325301    280455  40.82%   4.175%
 22  11.916   858  860  862 rBB     5957      7064   1.03%   0.105%
 23  12.934   947  949  951 rBB    20847     23340   3.40%   0.347%
 24  13.185   967  971  973 rVB    17983     22467   3.27%   0.334%
 25  13.322   981  983  986 rBV   521231    461820  67.22%   6.875%
 
 26  14.579  1090 1093 1095 rBV   262744    313396  45.62%   4.665%
 27  15.140  1140 1142 1145 rVB    74960     91240  13.28%   1.358%
 28  15.574  1178 1180 1184 rBV     6038     12795   1.86%   0.190%
 29  15.722  1190 1193 1196 rBV2   12427     12485   1.82%   0.186%
 30  15.882  1205 1207 1210 rBV    11963     24714   3.60%   0.368%
 
 31  15.940  1210 1212 1215 rVB   215229    223912  32.59%   3.333%
 32  16.225  1235 1237 1239 rVB     7826      8357   1.22%   0.124%
 33  16.294  1241 1243 1246 rVB     9255     10980   1.60%   0.163%
 34  16.363  1246 1249 1252 rBV   226598    309870  45.10%   4.613%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
  Data File : BF080485.D                                          
  Acq On    : 15 Jul 2015  11:33
  Operator  : TP/UM
  Sample    : G2973-15
  Misc      :  
  ALS Vial  : 18   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-BF071415.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  16.843  1289 1291 1294 rBV    17579     22706   3.31%   0.338%
 
 36  17.723  1365 1368 1372 rVB3   10978     17628   2.57%   0.262%
 37  18.020  1390 1394 1399 rBV2    4847     11940   1.74%   0.178%
 
 
                        Sum of corrected areas:     6717791
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
  Data File : BF080485.D                                          
  Acq On    : 15 Jul 2015  11:33
  Operator  : TP/UM
  Sample    : G2973-15
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
0

100000

200000

300000

400000

500000

600000

Time-->

Abundance TIC: BF080485.D

  2.16

  2.27

  2.43   4.74

  5.33

  5.76

  6.13

  6.76

  6.90

  7.13

  7.28

  7.69

  8.41

9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
0

100000

200000

300000

400000

500000

600000

Time-->

Abundance TIC: BF080485.D

  9.48

  9.88

 10.17

 10.57

 10.96

 11.05  11.49

 11.66

 11.92  12.93 13.19

 13.32

 14.58

15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
0

100000

200000

300000

400000

500000

600000

Time-->

Abundance TIC: BF080485.D

 15.14

 15.57 15.72 15.88

 15.94

 16.23 16.29

 16.36

 16.84  17.72  18.02

8270-BF071415.M Wed Jul 15 17:21:28 2015 S                                            Page: 3

Instrument :
BNA_F
ClientSampleId :
TP-10S

Instrument :
BNA_F
ClientSampleId :
TP-10S



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
  Data File : BF080485.D                                          
  Acq On    : 15 Jul 2015  11:33
  Operator  : TP/UM
  Sample    : G2973-15
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Butane, 2-methoxy-2-methyl-     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.27   30.63 ng         220887   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 72
 2 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 38
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 37
 4 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 35
 5 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 17

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance Scan 16 (2.270 min): BF080485.D (-14) (-)
73

43
55 87

39
59 7050

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

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

43 55 87
29 39 59 7026 33 6746 50 80

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance #7316: 2-Methyl-5-hexen-3-ol
73

55
43

3927
3115 7051 81

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance #2022: 1,3-Dioxolane, 2-methyl-
73

43

58
8729

26 46 55

2.20 2.30 2.40 2.50 2.60 2.70

m/z  73.10  100.00%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  43.10   43.79%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  55.10   28.88%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  87.10   24.34%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  41.05   14.65%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
  Data File : BF080485.D                                          
  Acq On    : 15 Jul 2015  11:33
  Operator  : TP/UM
  Sample    : G2973-15
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.33   46.72 ng         336953   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 33
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
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0

5000

m/z-->

Abundance Scan 284 (5.333 min): BF080485.D (-282) (-)
43

59

101
835337
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5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8337 53 67 9177
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0

5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 51 7337 83 95
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0

5000

m/z-->

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

41
10129

53 73 86

5.00 5.20 5.40 5.60

m/z  43.10  100.00%

5.00 5.20 5.40 5.60

m/z  59.10   56.10%

5.00 5.20 5.40 5.60

m/z 101.10   17.82%

5.00 5.20 5.40 5.60

m/z  58.10   14.26%

5.00 5.20 5.40 5.60

m/z  41.10    9.29%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
  Data File : BF080485.D                                          
  Acq On    : 15 Jul 2015  11:33
  Operator  : TP/UM
  Sample    : G2973-15
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415.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-methoxy-4-me...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.13    3.64 ng          26285   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-methoxy-4-methyl-    130 C7H14O2        000107-70-0 74
 2 Guanidine, methyl-                   73 C2H7N3         000471-29-4 5 
 3 N-Ethylformamide                     73 C3H7NO         000627-45-2 5 
 4 Acetamide, N-methyl-                 73 C3H7NO         000079-16-3 5 
 5 Morpholine, 2,6-dimethyl-           115 C6H13NO        000141-91-3 4 

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

5000

m/z-->

Abundance Scan 354 (6.133 min): BF080485.D (-353) (-)
43

73

11555

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

5000

m/z-->

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

1151005529 8315 6737

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

5000

m/z-->

Abundance #708: Guanidine, methyl-
43 7330

57

15
63

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

5000

m/z-->

Abundance #719: N-Ethylformamide
7330

58
44

15 38 51

5.80 6.00 6.20 6.40

m/z  43.10  100.00%

5.80 6.00 6.20 6.40

m/z  73.10   70.33%

5.80 6.00 6.20 6.40

m/z  41.00   11.15%

5.80 6.00 6.20 6.40

m/z  39.10    9.15%

5.80 6.00 6.20 6.40

m/z 115.10    6.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
  Data File : BF080485.D                                          
  Acq On    : 15 Jul 2015  11:33
  Operator  : TP/UM
  Sample    : G2973-15
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown6.90                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.90   72.30 ng         521493   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 

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

5000

m/z-->

Abundance Scan 421 (6.899 min): BF080485.D (-419) (-)
132

68

9640 7554 10447 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 #13679: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

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

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

6.60 6.80 7.00 7.20

m/z 132.10  100.00%

6.60 6.80 7.00 7.20

m/z  68.10   46.03%

6.60 6.80 7.00 7.20

m/z 134.00   31.68%

6.60 6.80 7.00 7.20

m/z  66.10   28.42%

6.60 6.80 7.00 7.20

m/z  69.10   17.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
  Data File : BF080485.D                                          
  Acq On    : 15 Jul 2015  11:33
  Operator  : TP/UM
  Sample    : G2973-15
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Eicosane                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.14    5.82 ng          91240   Chrysene-d12               14.58

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 91
 2 Eicosane, 9-octyl-                  394 C28H58         013475-77-9 91
 3 Heptacosane                         380 C27H56         000593-49-7 91
 4 Octacosane                          394 C28H58         000630-02-4 91
 5 Tetracosane                         338 C24H50         000646-31-1 87

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1142 (15.140 min): BF080485.D (-1140) (-)
57

85

113 141 281207

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #107652: Eicosane
57

85
29

113 141 169 282

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #155179: Eicosane, 9-octyl-
43

71

28199 238127 155 183 211 309 336 365 392

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #151556: Heptacosane
57

85

29 113 141 169 197 225 253 380281 323 351

14.80 15.00 15.20 15.40

m/z  57.10  100.00%

14.80 15.00 15.20 15.40

m/z  43.10   72.77%

14.80 15.00 15.20 15.40

m/z  71.10   60.04%

14.80 15.00 15.20 15.40

m/z  85.10   40.14%

14.80 15.00 15.20 15.40

m/z  41.10   23.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
  Data File : BF080485.D                                          
  Acq On    : 15 Jul 2015  11:33
  Operator  : TP/UM
  Sample    : G2973-15
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Tetratriacontane                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.94   14.45 ng         223912   Perylene-d12               16.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetratriacontane                    479 C34H70         014167-59-0 91
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 Heptacosane                         380 C27H56         000593-49-7 91
 4 Nonacosane                          408 C29H60         000630-03-5 91
 5 Heneicosane, 11-(1-ethylpropyl)-    366 C26H54         055282-11-6 91

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1212 (15.940 min): BF080485.D (-1210) (-)
57

85

113 141 169 197 225

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #167078: Tetratriacontane
57

85

11329 141 169 197 225 311 410253 367281 337 435

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #155178: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #151556: Heptacosane
57

85

29 113 141 169 197 225 253 380281 323 351

15.60 15.80 16.00 16.20

m/z  57.10  100.00%

15.60 15.80 16.00 16.20

m/z  43.05   66.62%

15.60 15.80 16.00 16.20

m/z  71.10   65.08%

15.60 15.80 16.00 16.20

m/z  85.10   44.47%

15.60 15.80 16.00 16.20

m/z  55.10   24.19%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
  Data File : BF080485.D                                          
  Acq On    : 15 Jul 2015  11:33
  Operator  : TP/UM
  Sample    : G2973-15
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415.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...   2.27    30.6 ng     220887  1   7.13  144252  20.0
2-Pentanone, 4-hy...   5.33    46.7 ng     336953  1   7.13  144252  20.0
2-Pentanone, 4-me...   6.13     3.6 ng      26285  1   7.13  144252  20.0
unknown6.90            6.90    72.3 ng     521493  1   7.13  144252  20.0
Eicosane              15.14     5.8 ng      91240  5  14.58  313396  20.0
Tetratriacontane      15.94    14.4 ng     223912  6  16.36  309870  20.0

8270-BF071415.M Wed Jul 15 17:21:37 2015 S                                            Page: 10

Instrument :
BNA_F
ClientSampleId :
TP-10S

Instrument :
BNA_F
ClientSampleId :
TP-10S


