
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   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-BG012919.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   3.220    15   22   31 rBV2  100853    206760   6.46%   0.833%
  2   3.296    31   35   44 rVB    48129     72986   2.28%   0.294%
  3   3.842   122  128  135 rBV    38781     69487   2.17%   0.280%
  4   4.236   179  195  201 rBV   102251    304602   9.51%   1.228%
  5   4.988   315  323  330 rBV    54952    118762   3.71%   0.479%
 
  6   5.141   341  349  356 rBV    43342     87007   2.72%   0.351%
  7   5.252   362  368  375 rVB    58198     91198   2.85%   0.368%
  8   5.710   437  446  460 rVB  1002204   1575820  49.22%   6.352%
  9   7.308   710  718  729 rBV  1063280   1842097  57.53%   7.425%
 10   7.696   775  784  791 rBV   978541   1669213  52.13%   6.729%
 
 11   8.172   858  865  874 rBV   199969    327341  10.22%   1.319%
 12   8.495   912  920  928 rBV   671422   1144643  35.75%   4.614%
 13   9.347  1057 1065 1074 rBV   605038   1063352  33.21%   4.286%
 14  10.991  1338 1345 1352 rBV   283925    514516  16.07%   2.074%
 15  13.418  1750 1758 1767 rBV  1567479   2432344  75.97%   9.805%
 
 16  14.234  1892 1897 1903 rVB   101078    147100   4.59%   0.593%
 17  14.792  1985 1992 2001 rBV2  470538    786198  24.56%   3.169%
 18  16.278  2238 2245 2256 rBV  1363180   2068426  64.60%   8.338%
 19  17.536  2451 2459 2466 rBV   628822   1005381  31.40%   4.053%
 20  17.724  2484 2491 2500 rBV9   13419     35365   1.10%   0.143%
 
 21  18.393  2599 2605 2616 rBV   193933    327358  10.22%   1.320%
 22  19.539  2791 2800 2803 rBV8   18134     55558   1.74%   0.224%
 23  19.656  2816 2820 2828 rBV2   61816    102067   3.19%   0.411%
 24  20.132  2895 2901 2907 rVB  2471291   3201731 100.00%  12.906%
 25  20.584  2975 2978 2984 rBV5   19575     35949   1.12%   0.145%
 
 26  20.902  3029 3032 3036 rBV3   29699     37455   1.17%   0.151%
 27  21.424  3116 3121 3134 rVB   339870    504373  15.75%   2.033%
 28  21.830  3183 3190 3197 rVB2  619390   1065812  33.29%   4.296%
 29  21.988  3213 3217 3228 rVB2  105513    183318   5.73%   0.739%
 30  22.623  3319 3325 3337 rBV   193347    363871  11.36%   1.467%
 
 31  23.345  3442 3448 3457 rVB2  176819    334952  10.46%   1.350%
 32  24.197  3585 3593 3600 rBV   230555    520304  16.25%   2.097%
 33  25.208  3754 3765 3778 rVB3  443147   1400317  43.74%   5.645%
 34  25.754  3851 3858 3868 rVB4   38101    104983   3.28%   0.423%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   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-BG012919.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  26.388  3956 3966 3980 rVB2  175397    575341  17.97%   2.319%
 
 36  26.529  3980 3990 4002 rBV6   47396    165027   5.15%   0.665%
 37  27.828  4202 4211 4218 rBV3   34333    111632   3.49%   0.450%
 38  28.679  4350 4356 4357 rBV4   24038     38057   1.19%   0.153%
 39  29.560  4497 4506 4507 rBV8   31262     70856   2.21%   0.286%
 40  29.807  4537 4548 4550 rBV8   17011     46445   1.45%   0.187%
 
 
 
                        Sum of corrected areas:    24808004
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.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\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown3.30                     Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.30    4.46 ng          72986   1,4-Dichlorobenzene-d4      8.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 39
 2 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 25
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 23
 4 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 5 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 9 

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

5000

m/z-->

Abundance Scan 36 (3.302 min): BG039437.D (-31) (-)
73

43

29988

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

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73

43

27 8858
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0
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m/z-->

Abundance #7506: 2-Methyl-5-hexen-3-ol
73

55

39

15
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0

5000

m/z-->

Abundance #2054: 1,3-Dioxolane, 2-methyl-
73

43

58
28

88

3.20 3.40 3.60

m/z  73.15  100.00%

3.20 3.40 3.60

m/z  43.15   35.83%

3.20 3.40 3.60

m/z  87.25   28.66%

3.20 3.40 3.60

m/z  55.15   28.13%

3.20 3.40 3.60

m/z  71.25   13.20%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown3.84                     Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.84    4.25 ng          69487   1,4-Dichlorobenzene-d4      8.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propanoic acid, 2-methyl-            88 C4H8O2         000079-31-2 43
 2 Ethanol, 2-[2-(2-methoxyethoxy)e... 206 C9H18O5        003610-27-3 25
 3 Oxirane, 2,3-dimethyl-, trans-       72 C4H8O          021490-63-1 23
 4 Oxirane, 2,3-dimethyl-, cis-         72 C4H8O          001758-33-4 23
 5 Acetamide, N-(2-hydroxyethyl)-      103 C4H9NO2        000142-26-7 17
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Abundance Scan 128 (3.842 min): BG039437.D (-122) (-)
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Abundance #2061: Propanoic acid, 2-methyl-
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Abundance #66507: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]-, acetate
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Abundance #705: Oxirane, 2,3-dimethyl-, trans-
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72572

3.60 3.80 4.00 4.20

m/z  43.25  100.00%

3.60 3.80 4.00 4.20

m/z  45.15   47.35%

3.60 3.80 4.00 4.20

m/z  41.15   41.13%

3.60 3.80 4.00 4.20

m/z  59.15   19.70%

3.60 3.80 4.00 4.20

m/z  73.15   19.29%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Butanoic acid                   Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.24   18.61 ng         304602   1,4-Dichlorobenzene-d4      8.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butanoic acid                        88 C4H8O2         000107-92-6 56
 2 Silver butanoate                    194 C4H7AgO2       005076-24-4 43
 3 L-Serine, methyl ester              119 C4H9NO3        002788-84-3 36
 4 Butanoic acid, 4-chloro-            122 C4H7ClO2       000627-00-9 9 
 5 4-Bromobutyric acid                 166 C4H7BrO2       002623-87-2 9 
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Abundance Scan 196 (4.242 min): BG039437.D (-179) (-)
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Abundance #2020: Butanoic acid
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Abundance #9044: L-Serine, methyl ester
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m/z  60.15  100.00%

4.00 4.20 4.40 4.60

m/z  73.15   29.10%

4.00 4.20 4.40 4.60

m/z  41.25   22.35%
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m/z  42.15   18.61%

4.00 4.20 4.40 4.60

m/z  43.20   17.30%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Butanoic acid, 3-methyl-        Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.99    7.26 ng         118762   1,4-Dichlorobenzene-d4      8.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butanoic acid, 3-methyl-            102 C5H10O2        000503-74-2 78
 2 Pentanoic acid, 3-methyl-           116 C6H12O2        000105-43-1 72
 3 Pentanoic acid                      102 C5H10O2        000109-52-4 38
 4 Formic acid hydrazide                60 CH4N2O         000624-84-0 9 
 5 Benserazide                         257 C10H15N3O5     000322-35-0 9 
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Abundance Scan 323 (4.988 min): BG039437.D (-315) (-)
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Abundance #4275: Butanoic acid, 3-methyl-
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Abundance #8133: Pentanoic acid, 3-methyl-
60

41 87
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Abundance #4246: Pentanoic acid
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4.60 4.80 5.00 5.20 5.40

m/z  60.15  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  43.15   40.79%

4.60 4.80 5.00 5.20 5.40

m/z  41.15   29.76%

4.60 4.80 5.00 5.20 5.40

m/z  45.15   23.68%

4.60 4.80 5.00 5.20 5.40

m/z  39.15   20.82%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Butanoic acid, 2-methyl-        Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.14    5.32 ng          87007   1,4-Dichlorobenzene-d4      8.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butanoic acid, 2-methyl-            102 C5H10O2        000116-53-0 78
 2 Hexanoic acid, 2-methyl-            130 C7H14O2        004536-23-6 42
 3 Pentanoic acid, 2-methyl-           116 C6H12O2        000097-61-0 33
 4 Propanoic acid                       74 C3H6O2         000079-09-4 25
 5 Oxirane, (butoxymethyl)-            130 C7H14O2        002426-08-6 17
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.25    5.57 ng          91198   1,4-Dichlorobenzene-d4      8.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
 3 1,2-Butanediol                       90 C4H10O2        000584-03-2 23
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Formamide, N,N-diethyl-             101 C5H11NO        000617-84-5 9 
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Abundance Scan 368 (5.252 min): BG039437.D (-362) (-)
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown7.70                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.70  101.99 ng        1669210   1,4-Dichlorobenzene-d4      8.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 

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

5000

m/z-->

Abundance Scan 785 (7.702 min): BG039437.D (-775) (-)
132

68

96
40 7554 10347 61 87 115

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

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79
89 105 1246034

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

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

5000

m/z-->

Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132

92
65 10539 775127 11758

7.40 7.60 7.80 8.00

m/z 132.15  100.00%

7.40 7.60 7.80 8.00

m/z  68.15   42.65%

7.40 7.60 7.80 8.00

m/z 134.15   33.45%

7.40 7.60 7.80 8.00

m/z  66.15   29.32%

7.40 7.60 7.80 8.00

m/z  69.15   16.38%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  n-Hexadecanoic acid             Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.39    6.51 ng         327358   Phenanthrene-d10           17.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 80
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 4 Nonanoic acid                       158 C9H18O2        000112-05-0 43
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 25

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

5000

m/z-->

Abundance Scan 2604 (18.387 min): BG039437.D (-2599) (-)
43 7357

129
97 213

115 171157 256185199143 296

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
6043

129

83 97 115 213 256157171185
199 227241

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

5000

m/z-->

Abundance #95854: Pentadecanoic acid
43 73

57
29

242129
87 199115 143101 185171 213

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

5000

m/z-->

Abundance #84453: Tetradecanoic acid
73

43
57

129
29 228185

87 115 143101 171 199213

18.00 18.20 18.40 18.60 18.80

m/z  43.20  100.00%

18.00 18.20 18.40 18.60 18.80

m/z  73.15   99.10%

18.00 18.20 18.40 18.60 18.80

m/z  60.15   97.68%

18.00 18.20 18.40 18.60 18.80

m/z  57.20   89.22%

18.00 18.20 18.40 18.60 18.80

m/z  55.15   84.75%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Pentafluoropropionic acid, ...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.42    9.46 ng         504373   Chrysene-d12               21.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     959218-78-1 91
 2 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 91
 3 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 91
 4 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 91
 5 Heptafluorobutyric acid, hexadec... 438 C20H33F7O2     006385-15-5 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3120 (21.419 min): BG039437.D (-3116) (-)
57

83

111

139 168 196 224 251 280

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57

97

125
29

238154 210 283182 384

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #227400: Heptadecyl heptafluorobutyrate
57

83

111

29
169139 238210 283 434

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
57

97

12529
154 283238210182 334

21.20 21.40 21.60 21.80

m/z  57.25  100.00%

21.20 21.40 21.60 21.80

m/z  43.25   78.38%

21.20 21.40 21.60 21.80

m/z  55.15   66.68%

21.20 21.40 21.60 21.80

m/z  83.20   49.60%

21.20 21.40 21.60 21.80

m/z  69.15   46.14%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Heneicosane                     Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.99    3.44 ng         183318   Chrysene-d12               21.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 90
 2 Docosane                            310 C22H46         000629-97-0 87
 3 2-Bromo dodecane                    248 C12H25Br       013187-99-0 86
 4 Heptadecane                         240 C17H36         000629-78-7 86
 5 Hexadecane                          226 C16H34         000544-76-3 78

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3217 (21.988 min): BG039437.D (-3213) (-)
57

85

113 141 225183 247 425281

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #153222: Docosane
57

85

29 113 141 169 197 310225 253 281

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #100330: 2-Bromo dodecane
57

85

29 169113
140 248

21.60 21.80 22.00 22.20 22.40

m/z  57.25  100.00%

21.60 21.80 22.00 22.20 22.40

m/z  43.25   59.55%

21.60 21.80 22.00 22.20 22.40

m/z  71.25   55.90%

21.60 21.80 22.00 22.20 22.40

m/z  85.25   47.31%

21.60 21.80 22.00 22.20 22.40

m/z  55.20   17.45%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Eicosane                        Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.62    6.83 ng         363871   Chrysene-d12               21.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 93
 2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 91
 3 Heneicosane                         296 C21H44         000629-94-7 90
 4 Tetracosane                         338 C24H50         000646-31-1 90
 5 Octacosane                          394 C28H58         000630-02-4 90

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3325 (22.623 min): BG039437.D (-3319) (-)
57

85

113 141 16939 197 281225 253 309 355

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #129491: Eicosane
57

85

29

113 282141 169 197 225 253

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57

85

113 141 183 211 296239 267

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141425: Heneicosane
57

85

29
113 141 169 296197 225 253

22.40 22.60 22.80 23.00

m/z  57.25  100.00%

22.40 22.60 22.80 23.00

m/z  43.25   59.22%

22.40 22.60 22.80 23.00

m/z  71.25   50.34%

22.40 22.60 22.80 23.00

m/z  85.25   39.52%

22.40 22.60 22.80 23.00

m/z  55.15   20.08%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Heptacosane                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.35    6.29 ng         334952   Chrysene-d12               21.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane                         380 C27H56         000593-49-7 91
 2 Eicosane                            282 C20H42         000112-95-8 87
 3 Heneicosane                         296 C21H44         000629-94-7 86
 4 Nonadecane                          268 C19H40         000629-92-5 83
 5 Docosane                            310 C22H46         000629-97-0 83

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3449 (23.351 min): BG039437.D (-3442) (-)
57

85

113 155 183 225 282252 355136

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #202662: Heptacosane
57

85

29 113 141 169 197 225 253 380281 323 351

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #129492: Eicosane
57

85

29
113 141 169 282197 225 253

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141425: Heneicosane
57

85

29
113 141 169 296197 225 253

23.00 23.20 23.40 23.60

m/z  57.25  100.00%

23.00 23.20 23.40 23.60

m/z  43.20   51.02%

23.00 23.20 23.40 23.60

m/z  71.20   48.16%

23.00 23.20 23.40 23.60

m/z  85.20   35.91%

23.00 23.20 23.40 23.60

m/z  55.15   22.92%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  Nonadecane, 9-methyl-           Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 26.39    8.22 ng         575341   Perylene-d12               25.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane, 9-methyl-               282 C20H42         013287-24-6 94
 2 Hexacosane                          366 C26H54         000630-01-3 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Octacosane                          394 C28H58         000630-02-4 87
 5 Pentadecane                         212 C15H32         000629-62-9 87

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3966 (26.388 min): BG039437.D (-3956) (-)
57

85

113 141 169 197 225 267 295

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #129502: Nonadecane, 9-methyl-
57

85

140 168113
267211 238

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141425: Heneicosane
57

85

29
113 141 169 296197 225 253

26.00 26.20 26.40 26.60 26.80

m/z  57.25  100.00%

26.00 26.20 26.40 26.60 26.80

m/z  43.25   55.22%

26.00 26.20 26.40 26.60 26.80

m/z  71.20   51.88%

26.00 26.20 26.40 26.60 26.80

m/z  85.20   36.62%

26.00 26.20 26.40 26.60 26.80

m/z  55.15   21.02%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 18  Trifluoroacetoxy hexadecane     Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 26.53    2.36 ng         165027   Perylene-d12               25.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 93
 2 Heptafluorobutyric acid, hexadec... 438 C20H33F7O2     006385-15-5 90
 3 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 90
 4 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 90
 5 E-15-Heptadecenal                   252 C17H32O        1000130-97-9 90

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3990 (26.529 min): BG039437.D (-3980) (-)
57
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0

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57

97
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196 269154 224 320

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57
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12529 169 224196 269 420147

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #227401: Heptadecyl heptafluorobutyrate
57

83

111

29 238169139 210 283

26.20 26.40 26.60 26.80

m/z  57.15  100.00%

26.20 26.40 26.60 26.80

m/z  43.15   78.75%

26.20 26.40 26.60 26.80

m/z  55.15   65.90%

26.20 26.40 26.60 26.80

m/z  69.15   52.45%

26.20 26.40 26.60 26.80

m/z  83.15   51.69%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021119\
  Data File : BG039437.D                                          
  Acq On    : 11 Feb 2019  16:54
  Operator  : JU/SJ
  Sample    : K1424-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.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|
----------------------------------------------------------------------------
unknown3.30            3.30     4.5 ng      72986  1   8.17  327341  20.0
unknown3.84            3.84     4.3 ng      69487  1   8.17  327341  20.0
Butanoic acid          4.24    18.6 ng     304602  1   8.17  327341  20.0
Butanoic acid, 3-...   4.99     7.3 ng     118762  1   8.17  327341  20.0
Butanoic acid, 2-...   5.14     5.3 ng      87007  1   8.17  327341  20.0
2-Pentanone, 4-hy...   5.25     5.6 ng      91198  1   8.17  327341  20.0
unknown7.70            7.70   102.0 ng    1669210  1   8.17  327341  20.0
n-Hexadecanoic acid   18.39     6.5 ng     327358  4  17.54 1005380  20.0
Pentafluoropropio...  21.42     9.5 ng     504373  5  21.83 1065810  20.0
Heneicosane           21.99     3.4 ng     183318  5  21.83 1065810  20.0
Eicosane              22.62     6.8 ng     363871  5  21.83 1065810  20.0
Heptacosane           23.35     6.3 ng     334952  5  21.83 1065810  20.0
Nonadecane, 9-met...  26.39     8.2 ng     575341  6  25.21 1400320  20.0
Trifluoroacetoxy ...  26.53     2.4 ng     165027  6  25.21 1400320  20.0
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