
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077936.D                                          
  Acq On    : 25 Mar 2015   5:03
  Operator  : TP/IZ
  Sample    : G1613-08
  Misc      :  
  ALS Vial  : 27   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-BF031115.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   1.047    11   14   17 rVB   824635   1418856  51.38%   8.903%
  2   1.264    31   33   36 rVV  2136668   2761614 100.00%  17.329%
  3   1.390    40   44   47 rVB   747331   1200260  43.46%   7.532%
  4   1.550    57   58   65 rVB    50828     81617   2.96%   0.512%
  5   1.652    65   67   75 rVV   130639    272675   9.87%   1.711%
 
  6   1.767    75   77   97 rVB   853015   1617472  58.57%  10.150%
  7   2.018    97   99  107 rVB3   13112     28570   1.03%   0.179%
  8   4.864   346  348  356 rVB    68163     89179   3.23%   0.560%
  9   5.401   393  395  398 rBV   617866    690452  25.00%   4.333%
 10   6.693   506  508  511 rBV   710438    702096  25.42%   4.406%
 
 11   6.830   518  520  523 rBV   845305    779149  28.21%   4.889%
 12   7.116   543  545  548 rBV   270735    238528   8.64%   1.497%
 13   7.299   559  561  564 rBV   596911    599327  21.70%   3.761%
 14   7.813   604  606  608 rBV   489132    450613  16.32%   2.828%
 15   8.693   681  683  686 rBV   381785    333874  12.09%   2.095%
 
 16  10.042   799  801  803 rBV  1127826   1002607  36.31%   6.291%
 17  10.865   871  873  875 rBV   395006    385873  13.97%   2.421%
 18  11.836   956  958  961 rBV2  467285    536202  19.42%   3.365%
 19  12.694  1031 1033 1036 rBV   333599    398385  14.43%   2.500%
 20  14.522  1190 1193 1196 rVB    28456     30885   1.12%   0.194%
 
 21  14.694  1205 1208 1210 rBV  1136730   1171021  42.40%   7.348%
 22  15.882  1309 1312 1317 rBV    41290     99944   3.62%   0.627%
 23  15.974  1317 1320 1323 rBV   479623    482424  17.47%   3.027%
 24  16.145  1332 1335 1337 rBV    26885     29459   1.07%   0.185%
 25  16.625  1374 1377 1379 rBV2   24512     32138   1.16%   0.202%
 
 26  17.700  1468 1471 1474 rBV   371516    502811  18.21%   3.155%
 
 
                        Sum of corrected areas:    15936031

8270-BF031115.M Wed Mar 25 13:59:06 2015                                              Page: 1

Instrument :
BNA_F
ClientSampleId :
SB-4-2

Instrument :
BNA_F
ClientSampleId :
SB-4-2

Instrument :
BNA_F
ClientSampleId :
SB-4-2

Instrument :
BNA_F
ClientSampleId :
SB-4-2



                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077936.D                                          
  Acq On    : 25 Mar 2015   5:03
  Operator  : TP/IZ
  Sample    : G1613-08
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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\BF032415\
  Data File : BF077936.D                                          
  Acq On    : 25 Mar 2015   5:03
  Operator  : TP/IZ
  Sample    : G1613-08
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Cyclopentane, methyl-           Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.05  118.97 ng        1418860   1,4-Dichlorobenzene-d4      7.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, methyl-                84 C6H12          000096-37-7 91
 2 Cyclobutane, ethyl-                  84 C6H12          004806-61-5 80
 3 Aziridine, 1-(2-buten-2-yl)-         97 C6H11N         1000158-95-2 40
 4 1-Pentene, 2-methyl-                 84 C6H12          000763-29-1 39
 5 1H-Tetrazole, 5-methyl-              84 C2H4N4         004076-36-2 39
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5000

m/z-->

Abundance Scan 14 (1.047 min): BF077936.D (-11) (-)
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m/z-->

Abundance #1471: Cyclopentane, methyl-
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m/z-->

Abundance #1448: Cyclobutane, ethyl-
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Abundance #2942: Aziridine, 1-(2-buten-2-yl)-
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68 97825034 62
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m/z  56.10  100.00%
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m/z  41.10   51.86%
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m/z  69.10   42.39%
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m/z  42.05   20.58%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077936.D                                          
  Acq On    : 25 Mar 2015   5:03
  Operator  : TP/IZ
  Sample    : G1613-08
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Propane, 2,2-dimethoxy-         Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.26  231.56 ng        2761610   1,4-Dichlorobenzene-d4      7.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 78
 2 1-Propanol, 2-methyl-                74 C4H10O         000078-83-1 9 
 3 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 
 4 Propanoic acid, 2-methyl-, propy... 130 C7H14O2        000644-49-5 9 
 5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCl3O2  1000115-31-4 9 
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Abundance Scan 33 (1.264 min): BF077936.D (-31) (-)
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Abundance #4670: Propane, 2,2-dimethoxy-
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Abundance #837: 1-Propanol, 2-methyl-
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Abundance #2103: Propane, 2-methoxy-2-methyl-
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m/z  73.10  100.00%
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m/z  43.10   54.15%

1.00 1.20 1.40 1.60

m/z  89.10   29.03%
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m/z  41.05   10.49%

1.00 1.20 1.40 1.60

m/z  45.10    8.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077936.D                                          
  Acq On    : 25 Mar 2015   5:03
  Operator  : TP/IZ
  Sample    : G1613-08
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Butane, 2-methoxy-2-methyl-     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.55    6.84 ng          81617   1,4-Dichlorobenzene-d4      7.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 10
 3 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 9 
 5 1,4-Butanediamine                    88 C4H12N2        000110-60-1 9 
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5000

m/z-->

Abundance Scan 58 (1.550 min): BF077936.D (-57) (-)
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5000
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Abundance #4386: Butane, 2-methoxy-2-methyl-
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29 39 5933 6946 50 80
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Abundance #1852: Acetamide, N-ethyl-
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Abundance #720: N-Ethylformamide
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m/z  73.10  100.00%

1.20 1.40 1.60 1.80

m/z  43.10   39.09%

1.20 1.40 1.60 1.80

m/z  55.10   26.98%

1.20 1.40 1.60 1.80

m/z  87.10   24.76%

1.20 1.40 1.60 1.80

m/z  41.05   13.67%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077936.D                                          
  Acq On    : 25 Mar 2015   5:03
  Operator  : TP/IZ
  Sample    : G1613-08
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown2.02                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.02    2.40 ng          28570   1,4-Dichlorobenzene-d4      7.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Pentene, 4-methyl-                 84 C6H12          000691-37-2 28
 2 2-Butene, (E)-                       56 C4H8           000624-64-6 9 
 3 1-Butene                             56 C4H8           000106-98-9 9 
 4 1-Propene, 2-methyl-                 56 C4H8           000115-11-7 9 
 5 2-Butene, (Z)-                       56 C4H8           000590-18-1 9 
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5000

m/z-->

Abundance Scan 99 (2.018 min): BF077936.D (-97) (-)
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41
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5000

m/z-->

Abundance #1462: 1-Pentene, 4-methyl-
43
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69 84
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5000

m/z-->

Abundance #172: 2-Butene, (E)-
41

56
27

151
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5000

m/z-->

Abundance #168: 1-Butene
41
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28

152

1.60 1.80 2.00 2.20 2.40

m/z  57.10  100.00%

1.60 1.80 2.00 2.20 2.40

m/z  41.10   62.89%

1.60 1.80 2.00 2.20 2.40

m/z  43.10   62.11%

1.60 1.80 2.00 2.20 2.40

m/z  56.10   38.79%

1.60 1.80 2.00 2.20 2.40

m/z  42.10   27.41%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077936.D                                          
  Acq On    : 25 Mar 2015   5:03
  Operator  : TP/IZ
  Sample    : G1613-08
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.86    7.48 ng          89179   1,4-Dichlorobenzene-d4      7.12

 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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
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5000

m/z-->

Abundance Scan 348 (4.864 min): BF077936.D (-346) (-)
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Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
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10127 8370
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5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43
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10129
15 73 85
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5000

m/z-->

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

41

12673 142

4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   56.02%

4.60 4.80 5.00 5.20

m/z 101.10   18.92%

4.60 4.80 5.00 5.20

m/z  58.10   17.30%

4.60 4.80 5.00 5.20

m/z  41.10   10.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077936.D                                          
  Acq On    : 25 Mar 2015   5:03
  Operator  : TP/IZ
  Sample    : G1613-08
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown6.83                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.83   65.33 ng         779149   1,4-Dichlorobenzene-d4      7.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
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5000

m/z-->

Abundance Scan 520 (6.830 min): BF077936.D (-518) (-)
132

68
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5000

m/z-->

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

69
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5000

m/z-->

Abundance #13680: 4-Chloro-2-fluoro-pyrimidine
132
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5000

m/z-->

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

10533 44
7060 80 115
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m/z 132.00  100.00%

6.40 6.60 6.80 7.00 7.20

m/z  68.10   37.87%

6.40 6.60 6.80 7.00 7.20

m/z 134.00   31.98%

6.40 6.60 6.80 7.00 7.20

m/z  66.10   23.96%

6.40 6.60 6.80 7.00 7.20

m/z  69.10   15.52%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077936.D                                          
  Acq On    : 25 Mar 2015   5:03
  Operator  : TP/IZ
  Sample    : G1613-08
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Pentafluoropropionic acid, ...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.88    4.14 ng          99944   Chrysene-d12               15.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, octad... 416 C21H37F5O2     1000280-07-7 91
 2 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 86
 3 17-Pentatriacontene                 491 C35H70         006971-40-0 86
 4 1-Hentetracontanol                  593 C41H84O        040710-42-7 86
 5 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 76

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 1312 (15.882 min): BF077936.D (-1309) (-)
57

83

111

149 209

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #159526: Pentafluoropropionic acid, octadecyl ester
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Abundance #153508: Pentafluoropropionic acid, hexadecyl ester
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Abundance #168065: 17-Pentatriacontene
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m/z  57.10  100.00%
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m/z  55.10   71.66%
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m/z  43.10   70.41%
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8270-BF031115.M Wed Mar 25 13:59:14 2015                                              Page: 9

Instrument :
BNA_F
ClientSampleId :
SB-4-2

Instrument :
BNA_F
ClientSampleId :
SB-4-2



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077936.D                                          
  Acq On    : 25 Mar 2015   5:03
  Operator  : TP/IZ
  Sample    : G1613-08
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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|
----------------------------------------------------------------------------
Cyclopentane, met...   1.05   119.0 ng    1418860  1   7.12  238528  20.0
Propane, 2,2-dime...   1.26   231.6 ng    2761610  1   7.12  238528  20.0
Butane, 2-methoxy...   1.55     6.8 ng      81617  1   7.12  238528  20.0
unknown2.02            2.02     2.4 ng      28570  1   7.12  238528  20.0
2-Pentanone, 4-hy...   4.86     7.5 ng      89179  1   7.12  238528  20.0
unknown6.83            6.83    65.3 ng     779149  1   7.12  238528  20.0
Pentafluoropropio...  15.88     4.1 ng      99944  5  15.97  482424  20.0
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