
                                     LSC Area Percent Report
 
  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118377.D                                          
  Acq On    : 28 Dec 2019  20:49
  Operator  : JU
  Sample    : K6439-07
  Misc      :  
  ALS Vial  : 22   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-BF122419.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   5.063   502  506  518 rVB   465561    607824  10.92%   1.658%
  2   5.475   572  576  602 rBV  3382225   3187128  57.27%   8.693%
  3   6.492   744  749  767 rBV  3139697   3418956  61.44%   9.325%
  4   6.622   767  771  775 rBV  3726493   3609974  64.87%   9.846%
  5   6.851   806  810  818 rVB   787616    652786  11.73%   1.780%
 
  6   7.010   832  837  840 rBV  3084248   2819449  50.66%   7.690%
  7   7.416   902  906  922 rBV  1980085   2118896  38.08%   5.779%
  8   8.139  1025 1029 1046 rBV   853153    838656  15.07%   2.287%
  9   9.216  1208 1212 1215 rBV  5027088   4307831  77.41%  11.749%
 10   9.610  1276 1279 1291 rBV   211160    248527   4.47%   0.678%
 
 11   9.898  1324 1328 1341 rBV  1167590   1027431  18.46%   2.802%
 12  10.692  1459 1463 1478 rBV  3038332   3198988  57.48%   8.725%
 13  11.392  1578 1582 1592 rBV  1234161   1124858  20.21%   3.068%
 14  11.916  1668 1671 1684 rBV   242418    279867   5.03%   0.763%
 15  12.704  1802 1805 1812 rBV2   41938     61422   1.10%   0.168%
 
 16  12.986  1848 1853 1856 rBV  5985398   5564946 100.00%  15.178%
 17  13.874  2001 2004 2017 rBV   404104    663238  11.92%   1.809%
 18  14.045  2029 2033 2044 rVB  1144021   1139668  20.48%   3.108%
 19  14.498  2107 2110 2112 rBV    68228     65731   1.18%   0.179%
 20  14.810  2157 2163 2166 rBV2   83465    102116   1.83%   0.279%
 
 21  15.151  2217 2221 2225 rBV    84031     97234   1.75%   0.265%
 22  15.539  2281 2287 2298 rBV   840259   1139573  20.48%   3.108%
 23  15.974  2357 2361 2368 rVB    55728     85318   1.53%   0.233%
 24  16.057  2369 2375 2388 rBV8   53050    172525   3.10%   0.471%
 25  16.492  2443 2449 2454 rBV5   31687     58777   1.06%   0.160%
 
 26  16.745  2486 2492 2498 rBV6   37501     72279   1.30%   0.197%
 
 
                        Sum of corrected areas:    36663998
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118377.D                                          
  Acq On    : 28 Dec 2019  20:49
  Operator  : JU
  Sample    : K6439-07
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.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\BF122819\
  Data File : BF118377.D                                          
  Acq On    : 28 Dec 2019  20:49
  Operator  : JU
  Sample    : K6439-07
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.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.
---------------------------------------------------------------------
  5.06   18.62 ng         607824   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 64
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 4-Methoxy-1-pentene                 100 C6H12O         098386-09-5 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
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m/z-->

Abundance Scan 505 (5.057 min): BF118377.D (-502) (-)
43
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5000
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #4035: 2,3-Butanedione, monooxime
43

101

15 5828 8469
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5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

4.80 5.00 5.20 5.40

m/z  42.95  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   62.54%

4.80 5.00 5.20 5.40

m/z 101.00   25.80%

4.80 5.00 5.20 5.40

m/z  58.00   14.22%

4.80 5.00 5.20 5.40

m/z  40.95    9.34%
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                                 Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118377.D                                          
  Acq On    : 28 Dec 2019  20:49
  Operator  : JU
  Sample    : K6439-07
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.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  110.60 ng        3609970   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 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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
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Abundance Scan 771 (6.622 min): BF118377.D (-767) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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Abundance #52379: Tranylcypromine-propionyl
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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  68.10   39.12%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   33.26%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   25.37%

6.20 6.40 6.60 6.80 7.00

m/z  69.05   16.55%

8270-BF122419.M Thu Jan 02 03:05:07 2020                                              Page: 4

Instrument :
BNA_F
ClientSampleId :
LIED-BF004-01



                                 Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118377.D                                          
  Acq On    : 28 Dec 2019  20:49
  Operator  : JU
  Sample    : K6439-07
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.92    4.98 ng         279867   Phenanthrene-d10           11.39

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 91
 3 n-Decanoic acid                     172 C10H20O2       000334-48-5 76
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 74
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 74
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5000
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Abundance Scan 1672 (11.922 min): BF118377.D (-1668) (-)
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Abundance #107549: n-Hexadecanoic acid
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Abundance #72646: Tridecanoic acid
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Abundance #39470: n-Decanoic acid
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11.60 11.80 12.00 12.20

m/z  73.10  100.00%

11.60 11.80 12.00 12.20

m/z  60.00   76.52%

11.60 11.80 12.00 12.20

m/z  43.05   70.45%

11.60 11.80 12.00 12.20

m/z  41.10   68.62%

11.60 11.80 12.00 12.20

m/z  55.10   67.34%
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                                 Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118377.D                                          
  Acq On    : 28 Dec 2019  20:49
  Operator  : JU
  Sample    : K6439-07
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  5-Octadecene, (E)-              Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.87   11.64 ng         663238   Chrysene-d12               14.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Octadecene, (E)-                  252 C18H36         007206-21-5 95
 2 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 94
 3 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 4 Behenic alcohol                     326 C22H46O        000661-19-8 93
 5 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 93
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5000

m/z-->

Abundance Scan 2003 (13.868 min): BF118377.D (-2001) (-)
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m/z-->

Abundance #104186: 5-Octadecene, (E)-
55

41 83

111
126 25215426 181 224196
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m/z-->

Abundance #227401: Heptadecyl heptafluorobutyrate
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20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

41
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139154 266182 294210 23826

13.60 13.80 14.00 14.20

m/z  83.10  100.00%

13.60 13.80 14.00 14.20

m/z  55.00   93.74%

13.60 13.80 14.00 14.20

m/z  43.10   93.01%

13.60 13.80 14.00 14.20

m/z  57.10   92.56%

13.60 13.80 14.00 14.20

m/z  69.05   92.32%
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                                 Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118377.D                                          
  Acq On    : 28 Dec 2019  20:49
  Operator  : JU
  Sample    : K6439-07
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1-Heptacosanol                  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.06    3.03 ng         172525   Perylene-d12               15.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heptacosanol                      396 C27H56O        002004-39-9 93
 2 Nonadecyl pentafluoropropionate     430 C22H39F5O2     1000351-88-8 90
 3 Octacosanol                         410 C28H58O        000557-61-9 87
 4 Heptacosyl acetate                  438 C29H58O2       1000351-78-2 86
 5 Tetracosyl heptafluorobutyrate      550 C28H49F7O2     1000351-83-7 86

50 100 150 200 250 300 350 400

5000

m/z-->
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Abundance #222139: Nonadecyl pentafluoropropionate
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Abundance #215904: Octacosanol
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15.80 16.00 16.20 16.40

m/z  43.10  100.00%

15.80 16.00 16.20 16.40

m/z  83.05   97.76%

15.80 16.00 16.20 16.40

m/z  97.00   89.40%

15.80 16.00 16.20 16.40

m/z  69.10   87.41%

15.80 16.00 16.20 16.40

m/z  55.05   83.36%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118377.D                                          
  Acq On    : 28 Dec 2019  20:49
  Operator  : JU
  Sample    : K6439-07
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.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...   5.06    18.6 ng     607824  1   6.85  652786  20.0
unknown6.62            6.62   110.6 ng    3609970  1   6.85  652786  20.0
n-Hexadecanoic acid   11.92     5.0 ng     279867  4  11.39 1124860  20.0
5-Octadecene, (E)-    13.87    11.6 ng     663238  5  14.04 1139670  20.0
1-Heptacosanol        16.06     3.0 ng     172525  6  15.54 1139570  20.0
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