
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112017\
  Data File : BF100739.D                                          
  Acq On    : 20 Nov 2017  19:26
  Operator  : SJ/JU
  Sample    : I6521-01
  Misc      :  
  ALS Vial  : 7   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-BF110817.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   5.110   511  514  525 rBV   121235    178966   6.36%   0.717%
  2   5.492   574  579  582 rBV  2197993   2480151  88.18%   9.930%
  3   6.504   744  751  754 rBV  2024590   2552313  90.75%  10.219%
  4   6.645   769  775  778 rBV  2284535   2518346  89.54%  10.083%
  5   6.869   810  813  817 rVB   692952    563276  20.03%   2.255%
 
  6   7.028   835  840  843 rBV  2177637   1927450  68.53%   7.717%
  7   7.433   903  909  912 rBV  1522476   1596472  56.76%   6.392%
  8   8.151  1026 1031 1034 rBV   897739    758299  26.96%   3.036%
  9   9.227  1208 1214 1217 rBV  2855385   2812513 100.00%  11.261%
 10   9.616  1276 1280 1283 rBV   267709    206402   7.34%   0.826%
 
 11   9.827  1313 1316 1320 rVB    80497     68486   2.44%   0.274%
 12   9.910  1325 1330 1333 rBV   906201    857554  30.49%   3.434%
 13  10.327  1399 1401 1404 rVB    93376     72344   2.57%   0.290%
 14  10.451  1419 1422 1426 rVB    39637     34412   1.22%   0.138%
 15  10.698  1459 1464 1467 rBV  1841667   1805297  64.19%   7.228%
 
 16  10.804  1478 1482 1491 rBV    73960     84636   3.01%   0.339%
 17  11.392  1578 1582 1585 rBV  1092375    940491  33.44%   3.766%
 18  11.416  1585 1586 1589 rVV   104435     52521   1.87%   0.210%
 19  11.468  1592 1595 1597 rVB    56198     51612   1.84%   0.207%
 20  11.910  1668 1670 1677 rVB3   81573     77205   2.75%   0.309%
 
 21  12.004  1683 1686 1689 rBV2   51818     54787   1.95%   0.219%
 22  12.604  1784 1788 1791 rBV   279656    230541   8.20%   0.923%
 23  12.833  1821 1827 1830 rBV   219195    217333   7.73%   0.870%
 24  12.980  1847 1852 1855 rVB  2627292   2573349  91.50%  10.303%
 25  13.157  1879 1882 1891 rVB    44505     53171   1.89%   0.213%
 
 26  13.227  1891 1894 1896 rBV    45486     36939   1.31%   0.148%
 27  13.410  1922 1925 1929 rVB    35670     34804   1.24%   0.139%
 28  13.757  1980 1984 1987 rBV   122297    115694   4.11%   0.463%
 29  13.857  1999 2001 2012 rVB2  175232    213174   7.58%   0.854%
 30  14.027  2022 2030 2033 rBV   851570    906379  32.23%   3.629%
 
 31  14.051  2033 2034 2041 rVB    87232     75867   2.70%   0.304%
 32  14.127  2041 2047 2052 rBV2   36000     50868   1.81%   0.204%
 33  14.509  2104 2112 2114 rBV4   15364     28657   1.02%   0.115%
 34  15.068  2203 2207 2210 rBV    47812     74641   2.65%   0.299%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112017\
  Data File : BF100739.D                                          
  Acq On    : 20 Nov 2017  19:26
  Operator  : SJ/JU
  Sample    : I6521-01
  Misc      :  
  ALS Vial  : 7   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-BF110817.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.368  2255 2258 2264 rVB    26376     32187   1.14%   0.129%
 
 36  15.433  2264 2269 2275 rBV    44587     54371   1.93%   0.218%
 37  15.498  2275 2280 2292 rVV   424391    547228  19.46%   2.191%
 38  16.962  2524 2529 2539 rBV3   17974     37228   1.32%   0.149%
 
 
                        Sum of corrected areas:    24975964
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112017\
  Data File : BF100739.D                                          
  Acq On    : 20 Nov 2017  19:26
  Operator  : SJ/JU
  Sample    : I6521-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112017\
  Data File : BF100739.D                                          
  Acq On    : 20 Nov 2017  19:26
  Operator  : SJ/JU
  Sample    : I6521-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.11    6.35 ng         178966   1,4-Dichlorobenzene-d4      6.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 3 3-Hexanol                           102 C6H14O         000623-37-0 33
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 16
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 514 (5.110 min): BF100739.D (-511) (-)
43.0

59.0

101.1

83.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.051.0 67.0 91.035.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8344: 3-Hexanol, 4-methyl-
59.0

41.0
31.0

69.0 87.0
98.015.0 51.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4417: 3-Hexanol
59.0

73.043.031.0

84.051.0 101.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   55.24%

4.80 5.00 5.20 5.40

m/z 101.10   18.83%

4.80 5.00 5.20 5.40

m/z  58.00   15.30%

4.80 5.00 5.20 5.40

m/z  41.10    9.59%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112017\
  Data File : BF100739.D                                          
  Acq On    : 20 Nov 2017  19:26
  Operator  : SJ/JU
  Sample    : I6521-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown6.65                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.65   89.42 ng        2518350   1,4-Dichlorobenzene-d4      6.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 16
 4 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 5 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 776 (6.651 min): BF100739.D (-769) (-)
132.0

68.1
96.040.1 54.0

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
117.0

81.054.0

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z 134.00   33.36%

6.40 6.60 6.80 7.00

m/z  68.10   25.60%

6.40 6.60 6.80 7.00

m/z  66.10   16.26%

6.40 6.60 6.80 7.00

m/z  96.00   10.58%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112017\
  Data File : BF100739.D                                          
  Acq On    : 20 Nov 2017  19:26
  Operator  : SJ/JU
  Sample    : I6521-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  unknown13.76                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.76    2.55 ng         115694   Chrysene-d12               14.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propanoic acid, 2-(phenylmethoxy)-  180 C10H12O3       006625-78-1 43
 2 Oxirane, 2-methyl-3-[(phenylmeth... 178 C11H14O2       116296-88-9 43
 3 2-(1-Benzyloxy-2-bromoethyl)oxirane 256 C11H13BrO2     101514-16-3 37
 4 Butanoic acid, 2-hydroxy-3-methy... 224 C12H16O4       111833-00-2 35
 5 3-Benzyloxybutanoic acid, methyl... 208 C12H16O3       116761-24-1 32

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

5000

m/z-->

Abundance Scan 1985 (13.762 min): BF100739.D (-1980) (-)
91.0

115.0

65.0
43.0 230.0202.1

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

5000

m/z-->

Abundance #45183: Propanoic acid, 2-(phenylmethoxy)-
91.0

65.0
39.0 135.0 180.0115.0

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

5000

m/z-->

Abundance #43869: Oxirane, 2-methyl-3-[(phenylmethoxy)methyl]-
91.0

65.043.0
177.0119.0 145.0

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

5000

m/z-->

Abundance #106765: 2-(1-Benzyloxy-2-bromoethyl)oxirane
91.0

39.0 65.0
256.0133.0 163.0114.0

13.40 13.60 13.80 14.00

m/z  91.00  100.00%

13.40 13.60 13.80 14.00

m/z 107.00   69.89%

13.40 13.60 13.80 14.00

m/z 115.00   58.58%

13.40 13.60 13.80 14.00

m/z  87.10   28.58%

13.40 13.60 13.80 14.00

m/z  65.00   13.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112017\
  Data File : BF100739.D                                          
  Acq On    : 20 Nov 2017  19:26
  Operator  : SJ/JU
  Sample    : I6521-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Pentafluoropropionic acid, ...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.86    4.70 ng         213174   Chrysene-d12               14.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 95
 2 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 95
 3 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 95
 4 Behenic alcohol                     326 C22H46O        000661-19-8 94
 5 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 94

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2002 (13.862 min): BF100739.D (-1999) (-)
57.0 97.1

125.1
234.0153.2 202.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0

97.0

125.029.0
210.0182.0154.0 255.0 356.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0

97.0

125.029.0
182.0210.0 255.0154.0 306.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57.0

97.0

125.029.0
196.0 269.0154.0 224.0 320.0

13.60 13.80 14.00 14.20

m/z  57.05  100.00%

13.60 13.80 14.00 14.20

m/z  55.05   96.70%

13.60 13.80 14.00 14.20

m/z  43.05   95.42%

13.60 13.80 14.00 14.20

m/z  83.10   84.91%

13.60 13.80 14.00 14.20

m/z  97.10   82.85%

8270-BF110817.M Tue Nov 21 13:24:18 2017                                              Page: 7

Instrument :
BNA_F
ClientSampleId :
MH-(0-12)

Instrument :
BNA_F
ClientSampleId :
MH-(0-12)

Instrument :
BNA_F
ClientSampleId :
MH-(0-12)



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112017\
  Data File : BF100739.D                                          
  Acq On    : 20 Nov 2017  19:26
  Operator  : SJ/JU
  Sample    : I6521-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.11     6.3 ng     178966  1   6.87  563276  20.0
unknown6.65            6.65    89.4 ng    2518350  1   6.87  563276  20.0
unknown13.76          13.76     2.5 ng     115694  5  14.03  906379  20.0
Pentafluoropropio...  13.86     4.7 ng     213174  5  14.03  906379  20.0
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