
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061819\
  Data File : BG041301.D                                          
  Acq On    : 18 Jun 2019  17:28
  Operator  : HP/JU
  Sample    : K3420-02
  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:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719.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   3.159     7   12   23 rVB   190391    345364  10.83%   1.973%
  2   4.622   254  261  271 rBV2   25620     41800   1.31%   0.239%
  3   5.621   423  431  444 rBV   805983   1331135  41.75%   7.603%
  4   7.231   698  705  720 rBV   870961   1520059  47.67%   8.682%
  5   7.607   762  769  783 rBV   856766   1453107  45.57%   8.300%
 
  6   8.083   843  850  859 rVB   141310    247939   7.78%   1.416%
  7   8.400   897  904  914 rBV   626006   1083459  33.98%   6.189%
  8   9.258  1043 1050 1061 rBV   531279    955563  29.97%   5.458%
  9  10.903  1322 1330 1341 rVB   161209    311606   9.77%   1.780%
 10  13.335  1737 1744 1755 rBV  1406582   2130411  66.81%  12.169%
 
 11  14.158  1878 1884 1894 rBV   130855    202135   6.34%   1.155%
 12  14.716  1970 1979 1990 rVB2  296591    477495  14.98%   2.727%
 13  16.203  2225 2232 2248 rBV  1192065   1840871  57.73%  10.515%
 14  17.460  2440 2446 2460 rVB   387389    610234  19.14%   3.486%
 15  18.312  2587 2591 2603 rBV4   44500     87034   2.73%   0.497%
 
 16  20.057  2882 2888 2899 rBV  2474889   3188605 100.00%  18.213%
 17  21.332  3101 3105 3117 rBV2   66554    138754   4.35%   0.793%
 18  21.737  3167 3174 3184 rBV   434703    711244  22.31%   4.063%
 19  22.495  3298 3303 3307 rBV4   22344     38891   1.22%   0.222%
 20  23.200  3417 3423 3428 rBV3   24546     47396   1.49%   0.271%
 
 21  24.011  3556 3561 3568 rVB3   24192     51497   1.62%   0.294%
 22  24.980  3720 3726 3728 rBV5   18913     33478   1.05%   0.191%
 23  25.051  3729 3738 3749 rVB   226228    659202  20.67%   3.765%
 
 
                        Sum of corrected areas:    17507279
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061819\
  Data File : BG041301.D                                          
  Acq On    : 18 Jun 2019  17:28
  Operator  : HP/JU
  Sample    : K3420-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719.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_G\DATA\BG061819\
  Data File : BG041301.D                                          
  Acq On    : 18 Jun 2019  17:28
  Operator  : HP/JU
  Sample    : K3420-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.16   27.86 ng         345364   1,4-Dichlorobenzene-d4      8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 42
 3 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 38
 4 Butanoic acid, 2-hydroxy-2-methy... 132 C6H12O3        032793-34-3 25
 5 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 25

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance Scan 12 (3.159 min): BG041301.D (-7) (-)
73.0

43.0

319.6

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

43.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0

41.0

97.0 129.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0

43.0

15.0

3.20 3.30 3.40 3.50 3.60

m/z  73.00  100.00%

3.20 3.30 3.40 3.50 3.60

m/z  43.00   42.63%

3.20 3.30 3.40 3.50 3.60

m/z  55.00   29.40%

3.20 3.30 3.40 3.50 3.60

m/z  87.00   28.17%

3.20 3.30 3.40 3.50 3.60

m/z  41.05   14.95%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061819\
  Data File : BG041301.D                                          
  Acq On    : 18 Jun 2019  17:28
  Operator  : HP/JU
  Sample    : K3420-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Cyclotrisiloxane, hexamethyl-   Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.62    3.37 ng          41800   1,4-Dichlorobenzene-d4      8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclotrisiloxane, hexamethyl-       222 C6H18O3Si3     000541-05-9 83
 2 Arsenous acid, tris(trimethylsil... 342 C9H27AsO3Si3   055429-29-3 78
 3 Benzo[h]quinoline, 2,4-dimethyl-    207 C15H13N        000605-67-4 72
 4 5-Methyl-2-phenylindolizine         207 C15H13N        036944-99-7 64
 5 2-Methyl-7-phenylindole             207 C15H13N        001140-08-5 45

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance Scan 261 (4.622 min): BG041301.D (-254) (-)
207.0

40.0 133.0 162.895.9

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #79617: Cyclotrisiloxane, hexamethyl-
207.0

96.0
133.0 177.015.0 45.0 71.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #178799: Arsenous acid, tris(trimethylsilyl) ester
207.0

133.0105.073.0
45.0 177.0 239.0 327.015.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #67018: Benzo[h]quinoline, 2,4-dimethyl-
207.0

165.076.0 102.0 139.051.0

4.20 4.40 4.60 4.80 5.00

m/z 207.00  100.00%

4.20 4.40 4.60 4.80 5.00

m/z 207.90   19.95%

4.20 4.40 4.60 4.80 5.00

m/z 208.90   12.66%

4.20 4.40 4.60 4.80 5.00

m/z 190.90    9.97%

4.20 4.40 4.60 4.80 5.00

m/z  40.00    7.83%

8270-BG061719.M Wed Jun 19 17:21:00 2019                                              Page: 4

Instrument :
BNA_G
ClientSampleId :
BAT-B12



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061819\
  Data File : BG041301.D                                          
  Acq On    : 18 Jun 2019  17:28
  Operator  : HP/JU
  Sample    : K3420-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.61                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.61  117.22 ng        1453110   1,4-Dichlorobenzene-d4      8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 22
 5 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16

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

5000

m/z-->

Abundance Scan 770 (7.613 min): BG041301.D (-762) (-)
132.0

68.0

96.040.0 54.0
84.9 106.9

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

5000

m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0

97.0

70.0
31.0 44.0 86.0 116.0

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

5000

m/z-->

Abundance #14505: 1H-Benzimidazole, 2-methyl-
132.0

63.0
39.0 52.0 90.0 104.077.027.0 117.0

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

7.20 7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.00   47.47%

7.20 7.40 7.60 7.80 8.00

m/z  65.95   35.27%

7.20 7.40 7.60 7.80 8.00

m/z 134.00   33.60%

7.20 7.40 7.60 7.80 8.00

m/z  68.95   21.33%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061819\
  Data File : BG041301.D                                          
  Acq On    : 18 Jun 2019  17:28
  Operator  : HP/JU
  Sample    : K3420-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.31    2.85 ng          87034   Phenanthrene-d10           17.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 83
 3 Octadecanoic acid                   284 C18H36O2       000057-11-4 81
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 59
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 52

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance Scan 2591 (18.312 min): BG041301.D (-2587) (-)
73.043.0

129.0
213.197.0

256.2157.1 185.1
319.6

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #95855: Pentadecanoic acid
73.043.0

129.0

242.0199.097.0
157.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #131261: Octadecanoic acid
73.043.0

129.0

97.0
185.0 241.0 284.0

157.0 213.0

18.00 18.20 18.40 18.60

m/z  72.95  100.00%

18.00 18.20 18.40 18.60

m/z  60.00   94.49%

18.00 18.20 18.40 18.60

m/z  57.10   90.74%

18.00 18.20 18.40 18.60

m/z  43.00   89.06%

18.00 18.20 18.40 18.60

m/z  41.00   86.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061819\
  Data File : BG041301.D                                          
  Acq On    : 18 Jun 2019  17:28
  Operator  : HP/JU
  Sample    : K3420-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.33    3.90 ng         138754   Chrysene-d12               21.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 94
 2 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
 3 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 94
 4 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 94
 5 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 94

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3105 (21.332 min): BG041301.D (-3101) (-)
57.0

97.0

125.1
281.0195.0154.1 244.1 355.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0

97.0

125.0
29.0

224.0196.0154.0 269.0 370.0

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

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194196: Octadecyl trifluoroacetate
57.0

97.0

125.0
29.0

154.0 297.0252.0224.0182.0 348.0

21.00 21.20 21.40 21.60

m/z  57.00  100.00%

21.00 21.20 21.40 21.60

m/z  43.05   90.64%

21.00 21.20 21.40 21.60

m/z  55.00   81.73%

21.00 21.20 21.40 21.60

m/z  83.00   68.63%

21.00 21.20 21.40 21.60

m/z  69.10   61.65%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061819\
  Data File : BG041301.D                                          
  Acq On    : 18 Jun 2019  17:28
  Operator  : HP/JU
  Sample    : K3420-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   3.16    27.9 ng     345364  1   8.08  247939  20.0
Cyclotrisiloxane,...   4.62     3.4 ng      41800  1   8.08  247939  20.0
unknown7.61            7.61   117.2 ng    1453110  1   8.08  247939  20.0
n-Hexadecanoic acid   18.31     2.9 ng      87034  4  17.46  610234  20.0
Pentafluoropropio...  21.33     3.9 ng     138754  5  21.74  711244  20.0
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