
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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   3.226    18   23   32 rBV    83433    149991   3.01%   0.510%
  2   3.302    32   36   42 rVB    60159     84073   1.69%   0.286%
  3   5.258   362  369  377 rBV2   87033    138009   2.77%   0.469%
  4   5.716   439  447  457 rBV  1427316   2240918  45.02%   7.623%
  5   7.314   711  719  734 rVB  1420154   2561634  51.46%   8.714%
 
  6   7.702   777  785  794 rBV  1364990   2344442  47.10%   7.975%
  7   8.178   859  866  880 rVB   221024    382300   7.68%   1.300%
  8   8.501   913  921  929 rBV   956322   1667256  33.49%   5.671%
  9   9.353  1058 1066 1075 rBV   823553   1480723  29.75%   5.037%
 10  10.998  1337 1346 1355 rVB   301974    551466  11.08%   1.876%
 
 11  13.424  1752 1759 1770 rBV  2130805   3358623  67.47%  11.425%
 12  14.240  1893 1898 1904 rBV   105092    144759   2.91%   0.492%
 13  14.798  1985 1993 2002 rBV3  504170    804017  16.15%   2.735%
 14  16.285  2238 2246 2257 rBV  1845163   2831353  56.88%   9.631%
 15  17.542  2453 2460 2469 rBV   689578   1028590  20.66%   3.499%
 
 16  18.399  2601 2606 2617 rBV   171522    270430   5.43%   0.920%
 17  19.662  2814 2821 2829 rBV2   79637    124209   2.50%   0.423%
 18  20.138  2894 2902 2908 rBV  3696799   4977840 100.00%  16.933%
 19  20.209  2910 2914 2917 rVV    94268    105269   2.11%   0.358%
 20  20.244  2917 2920 2925 rVB   146923    171984   3.45%   0.585%
 
 21  21.207  3080 3084 3087 rBV    71715     88262   1.77%   0.300%
 22  21.248  3087 3091 3096 rVB   139923    167760   3.37%   0.571%
 23  21.430  3117 3122 3133 rBV   371979    518712  10.42%   1.764%
 24  21.830  3184 3190 3198 rVB   687506   1173230  23.57%   3.991%
 25  22.347  3274 3278 3282 rBV3   37861     60238   1.21%   0.205%
 
 26  22.394  3282 3286 3298 rVB    74971    121433   2.44%   0.413%
 27  22.635  3323 3327 3330 rBV2   31259     51055   1.03%   0.174%
 28  23.363  3445 3451 3460 rVV    39868     75780   1.52%   0.258%
 29  23.821  3524 3529 3534 rBV4   34077     68496   1.38%   0.233%
 30  23.880  3534 3539 3546 rVB2   69286    138011   2.77%   0.469%
 
 31  24.215  3589 3596 3602 rVB2   34695     78343   1.57%   0.266%
 32  25.214  3756 3766 3780 rVB2  418406   1227761  24.66%   4.176%
 33  26.424  3966 3972 3982 rVB4   23068     61287   1.23%   0.208%
 34  26.559  3985 3995 4011 rBV7   40665    149568   3.00%   0.509%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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
 
 
 
                        Sum of corrected areas:    29397822
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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  Butane, 2-methoxy-2-methyl-     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.30    4.40 ng          84073   1,4-Dichlorobenzene-d4      8.18

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 32
 3 3-Pentanol, 2,4-dimethyl-           116 C7H16O         000600-36-2 25
 4 2-Hydroxy-2-methylbutyric acid      118 C5H10O3        003739-30-8 17
 5 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 16

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 36 (3.302 min): BG039371.D (-32) (-)
73.2

43.1

174.7 363.1

50 100 150 200 250 300 350

5000

m/z-->

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

43.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0

43.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #8379: 3-Pentanol, 2,4-dimethyl-
73.0

43.0

15.0 101.0

3.20 3.40 3.60

m/z  73.15  100.00%

3.20 3.40 3.60

m/z  43.15   41.88%

3.20 3.40 3.60

m/z  55.15   34.87%

3.20 3.40 3.60

m/z  87.15   30.09%

3.20 3.40 3.60

m/z  45.15   13.42%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.26    7.22 ng         138009   1,4-Dichlorobenzene-d4      8.18

 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 38
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 369 (5.258 min): BG039371.D (-362) (-)
43.1

59.1

101.3
83.2 194.1

20 40 60 80 100 120 140 160 180

5000

m/z-->

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

59.0

15.0 101.0
83.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
59.0

101.0
41.0

83.015.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

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

41.0

87.0
26.0

5.00 5.20 5.40 5.60

m/z  43.15  100.00%

5.00 5.20 5.40 5.60

m/z  59.15   52.73%

5.00 5.20 5.40 5.60

m/z  58.10   16.12%

5.00 5.20 5.40 5.60

m/z 101.25   14.09%

5.00 5.20 5.40 5.60

m/z  41.15    8.45%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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  unknown7.70                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.70  122.65 ng        2344440   1,4-Dichlorobenzene-d4      8.18

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 27
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 4 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 785 (7.702 min): BG039371.D (-777) (-)
132.2

68.2

96.240.1
115.2 222.2

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

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

69.0
104.0

51.031.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 88.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0

44.027.0 87.0

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   44.38%

7.40 7.60 7.80 8.00

m/z 134.15   34.54%

7.40 7.60 7.80 8.00

m/z  66.15   31.75%

7.40 7.60 7.80 8.00

m/z  69.25   18.29%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.40    5.26 ng         270430   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 74
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 64
 4 Decanoic acid, silver(1+) salt      278 C10H19AgO2     013126-67-5 53
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 53

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

5000

m/z-->

Abundance Scan 2606 (18.399 min): BG039371.D (-2601) (-)
43.3 73.2

129.3
213.397.2 185.3157.3 256.4

281.1

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

107.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 178.0

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

5000

m/z-->

Abundance #72646: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

18.00 18.20 18.40 18.60 18.80

m/z  43.25  100.00%

18.00 18.20 18.40 18.60 18.80

m/z  73.15   95.91%

18.00 18.20 18.40 18.60 18.80

m/z  60.15   94.00%

18.00 18.20 18.40 18.60 18.80

m/z  57.20   87.49%

18.00 18.20 18.40 18.60 18.80

m/z  55.15   84.39%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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  Octadecanoic acid               Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.66    2.42 ng         124209   Phenanthrene-d10           17.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 86
 3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 72
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 64
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2821 (19.662 min): BG039371.D (-2814) (-)
73.143.3

129.2
185.3 241.3

284.4101.2 157.1 213.3

50 100 150 200 250 300 350

5000

m/z-->

Abundance #131261: Octadecanoic acid
73.043.0

129.0

185.0 241.0 284.0101.0 157.0 213.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

199.0 242.0
101.0 157.0

15.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0

73.0

284.0
129.0

185.0 241.0213.0101.0 157.0 312.0 372.0

19.40 19.60 19.80 20.00

m/z  73.10  100.00%

19.40 19.60 19.80 20.00

m/z  43.25   96.67%

19.40 19.60 19.80 20.00

m/z  60.15   91.92%

19.40 19.60 19.80 20.00

m/z  57.15   91.58%

19.40 19.60 19.80 20.00

m/z  55.15   87.51%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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  unknown20.24                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.24    2.93 ng         171984   Chrysene-d12               21.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecanoic acid, 2,3-dihydroxypr... 274 C15H30O4       000142-18-7 27
 2 Dodecanoic acid, 2-hydroxy-1-(hy... 274 C15H30O4       001678-45-1 25
 3 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H50O6       055429-67-9 16
 4 9,12,15-Octadecatrienoic acid, 2... 436 C25H40O6       055320-02-0 12
 5 9-Methyltricyclo[4.2.1.1(2,5)]de... 178 C11H14O2       078323-73-6 9 

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2919 (20.238 min): BG039371.D (-2917) (-)
43.1

183.3
98.2

69.2 145.2 227.2 256.4 355.1282.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #122635: Dodecanoic acid, 2,3-dihydroxypropyl ester
43.0 183.098.0

134.069.0
243.0214.0

274.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #122640: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
43.0 183.0

74.0

134.0

243.0
214.0101.0 274.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #231045: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
43.0

159.0

98.0
69.0

125.0 295.0185.0 213.0

20.00 20.20 20.40 20.60

m/z  43.15  100.00%

20.00 20.20 20.40 20.60

m/z 183.25   26.90%

20.00 20.20 20.40 20.60

m/z 159.10   24.65%

20.00 20.20 20.40 20.60

m/z  57.15   19.25%

20.00 20.20 20.40 20.60

m/z  55.15   14.87%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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  9  Myristin, 1,3-diaceto-2-        Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.25    2.86 ng         167760   Chrysene-d12               21.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Myristin, 1,3-diaceto-2-            386 C21H38O6       014290-23-4 59
 2 Myristin, 2,3-diaceto-1-            386 C21H38O6       014473-55-3 27
 3 7-d-Ribopyranoside, 3-O-acetyl-2... 538 C26H28B2O11    132970-09-3 17
 4 Spermidine, N,N',N''-triacetyl-     271 C13H25N3O3     1000352-59-9 14
 5 Tetradecanoic acid, 2-hydroxyeth... 272 C16H32O3       022122-18-5 12

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3091 (21.248 min): BG039371.D (-3087) (-)
43.1

159.2

211.3
98.2

284.3 327.3

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #205565: Myristin, 1,3-diaceto-2-
43.0

159.0
211.0

98.0

313.0269.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #205566: Myristin, 2,3-diaceto-1-
43.0

159.0
211.0

98.0

313.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #238325: 7-d-Ribopyranoside, 3-O-acetyl-2,4-O-(phenylboryl...
43.0 172.0

261.0105.0 217.0 356.0312.0 419.0 461.0

21.00 21.20 21.40 21.60

m/z  43.15  100.00%

21.00 21.20 21.40 21.60

m/z 159.15   48.39%

21.00 21.20 21.40 21.60

m/z 211.30   30.20%

21.00 21.20 21.40 21.60

m/z  57.15   24.32%

21.00 21.20 21.40 21.60

m/z  98.15   22.55%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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  5-Eicosene, (E)-                Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.43    8.84 ng         518712   Chrysene-d12               21.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 97
 2 3-Eicosene, (E)-                    280 C20H40         074685-33-9 92
 3 Octacosanol                         410 C28H58O        000557-61-9 91
 4 1-Docosene                          308 C22H44         001599-67-3 91
 5 1-Heptacosanol                      396 C27H56O        002004-39-9 91

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3122 (21.430 min): BG039371.D (-3117) (-)
57.2

97.3

126.3 167.3 280.4210.3 355.3

50 100 150 200 250 300 350

5000

m/z-->

Abundance #127769: 5-Eicosene, (E)-
55.0

97.0

126.0 280.0167.026.0 196.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #127771: 3-Eicosene, (E)-
57.0

97.0

27.0 126.0 280.0167.0196.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #215904: Octacosanol
57.0

97.0

139.0
27.0 181.0 392.0222.0 292.0251.0 322.0 362.0

21.20 21.40 21.60 21.80

m/z  57.20  100.00%

21.20 21.40 21.60 21.80

m/z  55.15   87.58%

21.20 21.40 21.60 21.80

m/z  43.20   86.99%

21.20 21.40 21.60 21.80

m/z  83.25   68.91%

21.20 21.40 21.60 21.80

m/z  97.25   60.98%

8270-BG012919.M Thu Feb 07 03:05:39 2019                                              Page: 11

Instrument :
BNA_G
ClientSampleId :
A0C5B-SS1-4.5-5.0



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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 11  unknown22.39                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.39    2.07 ng         121433   Chrysene-d12               21.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, 2,3-bis(acety... 414 C23H42O6       055268-70-7 46
 2 Benzenesulfonamide, 2,4-dichloro... 239 C7H7Cl2NO2S    1000277-29-3 38
 3 9-Octadecenoic acid (Z)-, 2,3-bi... 440 C25H44O6       055401-64-4 38
 4 Hexadecanoic acid, 2-(acetyloxy)... 414 C23H42O6       055268-69-4 22
 5 2,5-Difluorobenzoic acid, decyl ... 298 C17H24F2O2     1000338-80-9 16

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3285 (22.388 min): BG039371.D (-3282) (-)
43.1

159.2

239.398.2

311.3 475.1354.3

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #217217: Hexadecanoic acid, 2,3-bis(acetyloxy)propyl ester
159.0

43.0

98.0

239.0

355.0310.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #93331: Benzenesulfonamide, 2,4-dichloro-3-methyl-
159.0 239.0

123.0

63.0

204.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #224735: 9-Octadecenoic acid (Z)-, 2,3-bis(acetyloxy)propy...
43.0

159.0
81.0 117.0 264.0207.0 334.0 380.0

22.00 22.20 22.40 22.60 22.80

m/z  43.15  100.00%

22.00 22.20 22.40 22.60 22.80

m/z 159.15   59.65%

22.00 22.20 22.40 22.60 22.80

m/z 239.30   19.48%

22.00 22.20 22.40 22.60 22.80

m/z  98.15   19.41%

22.00 22.20 22.40 22.60 22.80

m/z  55.15   19.38%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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  unknown23.80                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.88    2.25 ng         138011   Perylene-d12               25.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, 2,3-bis(acety... 414 C23H42O6       055268-70-7 35
 2 Nonanoic acid, hexadecyl ester      382 C25H50O2       1000340-28-3 35
 3 Octadecanoic acid, 2-(acetyloxy)... 442 C25H46O6       055401-62-2 32
 4 Glutaric acid, isobutyl 2-(trifl... 346 C17H21F3O4     1000377-48-9 32
 5 2,4-Difluorobenzoic acid, heptad... 396 C24H38F2O2     1000338-79-5 27

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3539 (23.880 min): BG039371.D (-3534) (-)
43.1

159.2

98.1
267.3

227.2 339.4192.1 445.9382.4

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #217217: Hexadecanoic acid, 2,3-bis(acetyloxy)propyl ester
159.0

43.0

98.0

239.0

355.0310.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #203670: Nonanoic acid, hexadecyl ester
159.0

57.0
97.0

224.0 269.0 382.0339.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #225339: Octadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43.0

159.0

98.0 267.0

382.0218.0 338.0

23.60 23.80 24.00 24.20

m/z  43.15  100.00%

23.60 23.80 24.00 24.20

m/z 159.15   70.34%

23.60 23.80 24.00 24.20

m/z  57.15   29.27%

23.60 23.80 24.00 24.20

m/z  98.10   23.69%

23.60 23.80 24.00 24.20

m/z  55.20   20.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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  1-Heneicosanol                  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 26.56    2.44 ng         149568   Perylene-d12               25.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 2 n-Tetracosanol-1                    354 C24H50O        000506-51-4 87
 3 1-Docosene                          308 C22H44         001599-67-3 83
 4 Pentafluoropropionic acid, octad... 416 C21H37F5O2     959261-25-7 83
 5 1-Octadecanol                       270 C18H38O        000112-92-5 76

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance Scan 3995 (26.559 min): BG039371.D (-3985) (-)
57.1

83.2

111.2

208.2 264.9139.2164.9

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

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

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57.0 83.0

111.0

29.0 139.0 167.0 308.0195.0 336.0222.0 250.0 280.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #151538: 1-Docosene
55.0

97.0

29.0
125.0

153.0 308.0181.0

26.20 26.40 26.60 26.80

m/z  57.15  100.00%

26.20 26.40 26.60 26.80

m/z  43.20   84.32%

26.20 26.40 26.60 26.80

m/z  55.15   79.55%

26.20 26.40 26.60 26.80

m/z  83.20   61.84%

26.20 26.40 26.60 26.80

m/z  97.15   58.63%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020619\
  Data File : BG039371.D                                          
  Acq On    :  6 Feb 2019  15:19
  Operator  : JU/SJ
  Sample    : K1383-02
  Misc      :  
  ALS Vial  : 6   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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   3.30     4.4 ng      84073  1   8.18  382300  20.0
2-Pentanone, 4-hy...   5.26     7.2 ng     138009  1   8.18  382300  20.0
unknown7.70            7.70   122.7 ng    2344440  1   8.18  382300  20.0
n-Hexadecanoic acid   18.40     5.3 ng     270430  4  17.54 1028590  20.0
Octadecanoic acid     19.66     2.4 ng     124209  4  17.54 1028590  20.0
unknown20.24          20.24     2.9 ng     171984  5  21.83 1173230  20.0
Myristin, 1,3-dia...  21.25     2.9 ng     167760  5  21.83 1173230  20.0
5-Eicosene, (E)-      21.43     8.8 ng     518712  5  21.83 1173230  20.0
unknown22.39          22.39     2.1 ng     121433  5  21.83 1173230  20.0
unknown23.80          23.88     2.3 ng     138011  6  25.21 1227760  20.0
1-Heneicosanol        26.56     2.4 ng     149568  6  25.21 1227760  20.0
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