
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
  Data File : BF106645.D                                          
  Acq On    : 21 Jun 2018   2:49
  Operator  : JU/SJ
  Sample    : J3554-04
  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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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   5.207   484  488  496 rBV   152519    193403   8.79%   0.930%
  2   5.607   552  556  560 rBV  2043930   1955230  88.85%   9.399%
  3   6.607   721  726  732 rBV  1912749   2039114  92.66%   9.803%
  4   6.742   744  749  752 rBV  2067983   2022382  91.90%   9.722%
  5   6.960   782  786  789 rBV   645312    491412  22.33%   2.362%
 
  6   7.119   808  813  816 rBV  1865008   1656567  75.28%   7.964%
  7   7.525   877  882  885 rBV  1386670   1354590  61.56%   6.512%
  8   7.983   957  960  963 rVB    74813     58712   2.67%   0.282%
  9   8.242  1000 1004 1007 rBV   745822    604981  27.49%   2.908%
 10   8.860  1104 1109 1112 rBV  1871686   1548078  70.35%   7.442%
 
 11   9.319  1182 1187 1190 rBV  2437905   2200606 100.00%  10.579%
 12   9.707  1249 1253 1259 rBV   490136    388789  17.67%   1.869%
 13  10.001  1299 1303 1307 rBV2  721772    610666  27.75%   2.936%
 14  10.413  1371 1373 1375 rVB    56907     38452   1.75%   0.185%
 15  10.795  1434 1438 1441 rBV  1455548   1285400  58.41%   6.179%
 
 16  10.883  1451 1453 1457 rBV    49708     49951   2.27%   0.240%
 17  11.495  1553 1557 1560 rBV   626353    561549  25.52%   2.700%
 18  12.877  1790 1792 1795 rBV    30428     27323   1.24%   0.131%
 19  13.077  1822 1826 1829 rBV  2219815   2110839  95.92%  10.147%
 20  13.289  1855 1862 1865 rBV3   16264     23865   1.08%   0.115%
 
 21  13.583  1910 1912 1915 rVB    26058     23262   1.06%   0.112%
 22  13.624  1915 1919 1922 rBV4   18332     24334   1.11%   0.117%
 23  13.954  1972 1975 1981 rBV   134711    144715   6.58%   0.696%
 24  14.142  2003 2007 2011 rBV   790693    687656  31.25%   3.306%
 25  14.595  2081 2084 2088 rBV3   46755     57737   2.62%   0.278%
 
 26  15.265  2196 2198 2203 rVB2   36705     43333   1.97%   0.208%
 27  15.677  2263 2268 2273 rBV   414580    535591  24.34%   2.575%
 28  16.130  2342 2345 2352 rVB    44284     63036   2.86%   0.303%
 
 
                        Sum of corrected areas:    20801573
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
  Data File : BF106645.D                                          
  Acq On    : 21 Jun 2018   2:49
  Operator  : JU/SJ
  Sample    : J3554-04
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
  Data File : BF106645.D                                          
  Acq On    : 21 Jun 2018   2:49
  Operator  : JU/SJ
  Sample    : J3554-04
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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.
---------------------------------------------------------------------
  5.21    7.87 ng         193403   1,4-Dichlorobenzene-d4      6.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 28
 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 488 (5.207 min): BF106645.D (-484) (-)
43.0

59.0

101.1

83.051.0
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0

5000

m/z-->

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

59.0
101.027.0 83.051.0 69.0 91.0
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0

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 83.0
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0

5000

m/z-->

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

41.0
31.0

69.0 87.0
98.015.0 51.0

4.80 5.00 5.20 5.40 5.60

m/z  42.95  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   61.16%

4.80 5.00 5.20 5.40 5.60

m/z 101.10   20.69%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   15.89%

4.80 5.00 5.20 5.40 5.60

m/z  41.00    8.76%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
  Data File : BF106645.D                                          
  Acq On    : 21 Jun 2018   2:49
  Operator  : JU/SJ
  Sample    : J3554-04
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.74                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.74   82.31 ng        2022380   1,4-Dichlorobenzene-d4      6.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 
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0

5000

m/z-->

Abundance Scan 749 (6.742 min): BF106645.D (-744) (-)
132.1

68.1

96.1
40.1 54.0 115.081.1
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m/z-->

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

69.0
104.0

51.031.0
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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
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0

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 132.10  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   39.27%

6.40 6.60 6.80 7.00

m/z 134.00   33.73%

6.40 6.60 6.80 7.00

m/z  66.00   24.59%

6.40 6.60 6.80 7.00

m/z  69.10   15.70%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
  Data File : BF106645.D                                          
  Acq On    : 21 Jun 2018   2:49
  Operator  : JU/SJ
  Sample    : J3554-04
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Safrole                         Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.86   51.18 ng        1548080   Naphthalene-d8              8.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Safrole                             162 C10H10O2       000094-59-7 98
 2 1,3-Benzodioxole, 5-(1-propenyl)-   162 C10H10O2       000120-58-1 97
 3 1,3-Benzodioxole, 5-(1-propenyl)... 162 C10H10O2       017627-76-8 94
 4 Benzene, 1,2-(methylenedioxy)-4-... 162 C10H10O2       004043-71-4 94
 5 1,4-Dioxo-1,2,3,4-tetrahydrophth... 162 C8H6N2O2       001445-69-8 41
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0

5000

m/z-->

Abundance Scan 1109 (8.860 min): BF106645.D (-1104) (-)
162.1

104.1 131.1
77.0

51.0

91.138.0 64.0 147.1117.0
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Abundance #31927: Safrole
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104.0 131.0
77.0

51.0

91.027.0 64.0 147.0117.014.0
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m/z-->

Abundance #31974: 1,3-Benzodioxole, 5-(1-propenyl)-
162.0

104.0 131.0
77.0

51.0
91.027.0 64.0 147.0117.0
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0

5000

m/z-->

Abundance #32012: 1,3-Benzodioxole, 5-(1-propenyl)-, (Z)-
162.0

104.0

131.077.0
51.0

91.0
64.0 145.0117.0

8.60 8.80 9.00 9.20

m/z 162.10  100.00%

8.60 8.80 9.00 9.20

m/z 104.10   51.49%

8.60 8.80 9.00 9.20

m/z 131.10   46.44%

8.60 8.80 9.00 9.20

m/z 103.10   40.76%

8.60 8.80 9.00 9.20

m/z  77.00   38.47%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
  Data File : BF106645.D                                          
  Acq On    : 21 Jun 2018   2:49
  Operator  : JU/SJ
  Sample    : J3554-04
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Trichloroacetic acid, hexad...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.95    4.21 ng         144715   Chrysene-d12               14.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 94
 2 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 94
 3 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 4 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 91
 5 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 91

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

5000

m/z-->

Abundance Scan 1974 (13.948 min): BF106645.D (-1972) (-)
57.0 83.1

111.1

139.1 223.1167.1
282.0

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

5000

m/z-->

Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0

69.0
97.0

125.0
153.0 196.0 224.0

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

5000

m/z-->

Abundance #227401: Heptadecyl heptafluorobutyrate
57.0

83.0

111.0

29.0 238.0169.0139.0 210.0 283.0

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

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0 83.0

111.0

29.0
139.0 167.0 266.0196.0 294.0238.0

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  55.00   94.65%

13.60 13.80 14.00 14.20

m/z  43.00   92.58%

13.60 13.80 14.00 14.20

m/z  83.10   87.74%

13.60 13.80 14.00 14.20

m/z  69.05   76.71%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
  Data File : BF106645.D                                          
  Acq On    : 21 Jun 2018   2:49
  Operator  : JU/SJ
  Sample    : J3554-04
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heptadecane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.13    2.35 ng          63036   Perylene-d12               15.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane                         240 C17H36         000629-78-7 64
 2 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 64
 3 2-Bromotetradecane                  276 C14H29Br       074036-95-6 59
 4 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 59
 5 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 59

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 2345 (16.130 min): BF106645.D (-2342) (-)
57.0

85.0

127.1 215.0169.2 269.0 295.1243.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #94346: Heptadecane
57.0

85.0

29.0
113.0 141.0 240.0169.0 197.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #152416: Tridecane, 1-iodo-
57.0

85.0

28.0
183.0113.0 155.0 310.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #124147: 2-Bromotetradecane
57.0

85.0

29.0 113.0 141.0 197.0

15.80 16.00 16.20 16.40

m/z  57.00  100.00%

15.80 16.00 16.20 16.40

m/z  71.10   63.47%

15.80 16.00 16.20 16.40

m/z  85.05   47.85%

15.80 16.00 16.20 16.40

m/z  43.00   46.00%

15.80 16.00 16.20 16.40

m/z  55.00   18.99%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
  Data File : BF106645.D                                          
  Acq On    : 21 Jun 2018   2:49
  Operator  : JU/SJ
  Sample    : J3554-04
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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...   5.21     7.9 ng     193403  1   6.96  491412  20.0
unknown6.74            6.74    82.3 ng    2022380  1   6.96  491412  20.0
Safrole                8.86    51.2 ng    1548080  2   8.24  604981  20.0
Trichloroacetic a...  13.95     4.2 ng     144715  5  14.14  687656  20.0
Heptadecane           16.13     2.4 ng      63036  6  15.68  535591  20.0
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