
                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101517\
  Data File : BF099514.D                                          
  Acq On    : 15 Oct 2017  15:26
  Operator  : SJ/JU
  Sample    : I5752-04
  Misc      :  
  ALS Vial  : 10   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-BF092317.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   5.069   503  507  519 rBV   277512    351668  17.32%   1.796%
  2   5.469   571  575  590 rBV  2014289   1910833  94.09%   9.761%
  3   6.481   742  747  766 rBV  1900339   1989863  97.99%  10.165%
  4   6.616   766  770  773 rBV  2260241   1982157  97.61%  10.126%
  5   6.845   805  809  817 rBV   618465    564203  27.78%   2.882%
 
  6   6.998   831  835  839 rBV  1836614   1550909  76.37%   7.923%
  7   7.410   900  905  908 rBV  1379736   1198333  59.01%   6.122%
  8   8.122  1023 1026 1030 rBV   820860    748555  36.86%   3.824%
  9   8.681  1118 1121 1124 rBV   249196    189927   9.35%   0.970%
 10   9.198  1205 1209 1212 rBV  2447651   2030749 100.00%  10.374%
 
 11   9.592  1273 1276 1279 rBV   648695    482625  23.77%   2.465%
 12   9.881  1321 1325 1329 rBV   895752    762168  37.53%   3.893%
 13  10.592  1442 1446 1449 rBV   896719    699955  34.47%   3.576%
 14  10.669  1456 1459 1468 rBV  1062920    977707  48.15%   4.995%
 15  10.769  1473 1476 1481 rBV2   35225     41865   2.06%   0.214%
 
 16  11.216  1550 1552 1555 rBV    27286     25150   1.24%   0.128%
 17  11.369  1574 1578 1580 rBV   769765    629408  30.99%   3.215%
 18  11.392  1580 1582 1587 rVB    95460     78700   3.88%   0.402%
 19  12.580  1781 1784 1790 rBV   156891    149684   7.37%   0.765%
 20  12.810  1817 1823 1829 rBV   152817    166892   8.22%   0.853%
 
 21  12.951  1843 1847 1850 rBV  1451535   1286517  63.35%   6.572%
 22  13.369  1916 1918 1923 rBV6   17360     24295   1.20%   0.124%
 23  13.833  1991 1997 2001 rBV3  101916    128483   6.33%   0.656%
 24  14.010  2022 2027 2030 rBV   580609    584536  28.78%   2.986%
 25  14.039  2030 2032 2040 rVB    74543     73359   3.61%   0.375%
 
 26  15.057  2201 2205 2207 rBV    70702     95847   4.72%   0.490%
 27  15.357  2253 2256 2262 rVB    44505     59726   2.94%   0.305%
 28  15.421  2264 2267 2272 rVV    63414     81944   4.04%   0.419%
 29  15.480  2272 2277 2290 rVB   423773    578221  28.47%   2.954%
 30  15.898  2346 2348 2352 rVB5   23445     24070   1.19%   0.123%
 
 31  16.974  2527 2531 2538 rVB4   33524     68189   3.36%   0.348%
 32  17.415  2602 2606 2613 rBV2   18057     38860   1.91%   0.199%
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                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101517\
  Data File : BF099514.D                                          
  Acq On    : 15 Oct 2017  15:26
  Operator  : SJ/JU
  Sample    : I5752-04
  Misc      :  
  ALS Vial  : 10   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-BF092317.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:    19575398
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                              LSC Report - Integrated Chromatogram

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101517\
  Data File : BF099514.D                                          
  Acq On    : 15 Oct 2017  15:26
  Operator  : SJ/JU
  Sample    : I5752-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101517\
  Data File : BF099514.D                                          
  Acq On    : 15 Oct 2017  15:26
  Operator  : SJ/JU
  Sample    : I5752-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.07   12.47 ng         351668   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 42
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

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

5000

m/z-->

Abundance Scan 507 (5.069 min): BF099514.D (-503) (-)
43.0

59.0

101.0

83.0

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

73.0 86.0

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

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   59.20%

4.80 5.00 5.20 5.40

m/z 101.00   20.13%

4.80 5.00 5.20 5.40

m/z  58.00   15.99%

4.80 5.00 5.20 5.40

m/z  41.10    8.34%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101517\
  Data File : BF099514.D                                          
  Acq On    : 15 Oct 2017  15:26
  Operator  : SJ/JU
  Sample    : I5752-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.62                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.62   70.26 ng        1982160   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 35
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 5 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 771 (6.622 min): BF099514.D (-766) (-)
132.0

68.1

96.0
40.1 54.0

40 60 80 100 120 140 160 180
0

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
0

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
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   33.86%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   28.94%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   18.01%

6.20 6.40 6.60 6.80 7.00

m/z  96.00   11.99%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101517\
  Data File : BF099514.D                                          
  Acq On    : 15 Oct 2017  15:26
  Operator  : SJ/JU
  Sample    : I5752-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  2-Hydroxy-iso-butyrophenone     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.68    5.07 ng         189927   Naphthalene-d8              8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Hydroxy-iso-butyrophenone         164 C10H12O2       007473-98-5 90
 2 Ethanol, 1-methoxy-, benzoate       180 C10H12O3       051835-44-0 56
 3 Propanoic acid, 2-hydroxy-2-meth... 132 C6H12O3        000080-55-7 9 
 4 Propionic acid, 2-isopropoxy-, m... 146 C7H14O3        1000151-15-1 9 
 5 Formamide, N-methyl-                 59 C2H5NO         000123-39-7 7 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1121 (8.681 min): BF099514.D (-1118) (-)
59.0

105.077.0
43.0

121.191.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0

77.0 105.043.0
121.091.029.0 149.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #45156: Ethanol, 1-methoxy-, benzoate
59.0

105.075.0

43.0 121.0 180.0149.0 165.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14336: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester
59.0

43.0
29.015.0 89.0 117.073.0

8.40 8.60 8.80 9.00

m/z  59.00  100.00%

8.40 8.60 8.80 9.00

m/z 105.00   29.61%

8.40 8.60 8.80 9.00

m/z  77.00   26.50%

8.40 8.60 8.80 9.00

m/z 106.00   16.55%

8.40 8.60 8.80 9.00

m/z  42.95   14.64%

8270-BF092317.M Mon Oct 16 17:05:54 2017                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
ENV-118-7(5-10)



                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101517\
  Data File : BF099514.D                                          
  Acq On    : 15 Oct 2017  15:26
  Operator  : SJ/JU
  Sample    : I5752-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Benzophenone                    Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.59   18.37 ng         699955   Acenaphthene-d10            9.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzophenone                        182 C13H10O        000119-61-9 96
 2 Phenyl 4-pyridyl ketone             183 C12H9NO        014548-46-0 52
 3 Acetophenone, 2-chloro-             154 C8H7ClO        000532-27-4 49
 4 S-Benzoyl(thiohydroxylamine)        153 C7H7NOS        025740-80-1 47
 5 Benzoyl isothiocyanate              163 C8H5NOS        000532-55-8 47

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1446 (10.592 min): BF099514.D (-1442) (-)
105.0

77.0
182.1

51.0

152.0126.037.0 91.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #47243: Benzophenone
105.0

77.0 182.0

51.0

152.027.0 126.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #47990: Phenyl 4-pyridyl ketone
105.0

183.0
77.0

51.0

154.0127.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #27530: Acetophenone, 2-chloro-
105.0

77.0

51.0
91.027.0 154.0120.0

10.20 10.40 10.60 10.80 11.00

m/z 105.00  100.00%

10.20 10.40 10.60 10.80 11.00

m/z  77.00   58.67%

10.20 10.40 10.60 10.80 11.00

m/z 182.10   47.25%

10.20 10.40 10.60 10.80 11.00

m/z  51.00   20.73%

10.20 10.40 10.60 10.80 11.00

m/z 181.10    8.12%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101517\
  Data File : BF099514.D                                          
  Acq On    : 15 Oct 2017  15:26
  Operator  : SJ/JU
  Sample    : I5752-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Pentafluoropropionic acid, ...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.83    4.40 ng         128483   Chrysene-d12               14.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 95
 2 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 94
 3 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 94
 4 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 93
 5 Behenic alcohol                     326 C22H46O        000661-19-8 93

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1996 (13.827 min): BF099514.D (-1991) (-)
57.1

97.0

229.1

139.1
187.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0

97.0

139.0 210.0 255.0 356.026.0 177.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0

97.0

169.0
210.0138.0 255.0 406.026.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57.0

97.0

250.0139.0 297.0182.026.0 360.0

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.05   90.51%

13.60 13.80 14.00 14.20

m/z  55.00   89.91%

13.60 13.80 14.00 14.20

m/z  83.00   83.92%

13.60 13.80 14.00 14.20

m/z  69.10   74.70%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101517\
  Data File : BF099514.D                                          
  Acq On    : 15 Oct 2017  15:26
  Operator  : SJ/JU
  Sample    : I5752-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Benzo[e]pyrene                  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.36    2.07 ng          59726   Perylene-d12               15.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[e]pyrene                      252 C20H12         000192-97-2 96
 2 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 93
 3 Perylene                            252 C20H12         000198-55-0 93
 4 Benzo[k]fluoranthene                252 C20H12         000207-08-9 89
 5 Benzo[j]fluoranthene                252 C20H12         000205-82-3 89

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance Scan 2257 (15.363 min): BF099514.D (-2253) (-)
252.1

126.0
224.0169.144.0 283.1200.183.0 149.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #104217: Benzo[e]pyrene
252.0

125.0
224.099.0 200.074.0 174.0146.050.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #104228: Benz[e]acephenanthrylene
252.0

126.0

224.0100.0 200.074.0 174.051.0 150.026.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #104215: Perylene
252.0

126.0

224.099.074.0 198.050.0 150.0 174.027.0

15.00 15.20 15.40 15.60

m/z 252.05  100.00%

15.00 15.20 15.40 15.60

m/z 250.10   27.71%

15.00 15.20 15.40 15.60

m/z 253.10   21.63%

15.00 15.20 15.40 15.60

m/z 126.00   15.98%

15.00 15.20 15.40 15.60

m/z 125.00   15.36%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101517\
  Data File : BF099514.D                                          
  Acq On    : 15 Oct 2017  15:26
  Operator  : SJ/JU
  Sample    : I5752-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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...   5.07    12.5 ng     351668  1   6.85  564203  20.0
unknown6.62            6.62    70.3 ng    1982160  1   6.85  564203  20.0
2-Hydroxy-iso-but...   8.68     5.1 ng     189927  2   8.13  748555  20.0
Benzophenone          10.59    18.4 ng     699955  3   9.88  762168  20.0
Pentafluoropropio...  13.83     4.4 ng     128483  5  14.01  584536  20.0
Benzo[e]pyrene        15.36     2.1 ng      59726  6  15.48  578221  20.0
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