
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG103018\
  Data File : BG037657.D                                          
  Acq On    : 30 Oct 2018  17:19
  Operator  : JU/SJ
  Sample    : J5692-20
  Misc      :  
  ALS Vial  : 13   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-BG101818.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   5.638   394  400  412 rBV   281842    479433  16.31%   2.713%
  2   7.242   666  673  675 rBV   203583    337038  11.47%   1.907%
  3   7.624   730  738  749 rBV   542046    978847  33.30%   5.539%
  4   8.100   812  819  832 rBV   199320    351534  11.96%   1.989%
  5   8.423   866  874  884 rBV   491353    891240  30.32%   5.043%
 
  6   9.275  1011 1019 1031 rBV   457692    839183  28.55%   4.749%
  7  10.920  1292 1299 1308 rBV   303482    557132  18.96%   3.153%
  8  13.352  1706 1713 1724 rBV  1276934   2089411  71.09%  11.824%
  9  14.175  1848 1853 1860 rBV    98197    147112   5.01%   0.832%
 10  14.733  1941 1948 1967 rBV2  519254    976341  33.22%   5.525%
 
 11  16.220  2192 2201 2214 rBV   963501   1530902  52.09%   8.663%
 12  17.483  2409 2416 2424 rBV2  666722   1085628  36.94%   6.143%
 13  18.341  2555 2562 2572 rBV   193530    321882  10.95%   1.822%
 14  19.604  2772 2777 2784 rBV2   97044    157085   5.34%   0.889%
 15  20.080  2852 2858 2870 rBV  2214714   2939055 100.00%  16.632%
 
 16  20.849  2984 2989 2993 rBV4   22387     36233   1.23%   0.205%
 17  21.372  3072 3078 3089 rBV6   66693    191631   6.52%   1.084%
 18  21.766  3138 3145 3157 rBV2  603139   1089113  37.06%   6.163%
 19  21.919  3166 3171 3178 rVB    48440     73133   2.49%   0.414%
 20  22.542  3271 3277 3285 rBV2   79745    138274   4.70%   0.782%
 
 21  23.253  3391 3398 3408 rVB2  123683    245135   8.34%   1.387%
 22  24.081  3532 3539 3553 rVB2  139783    320440  10.90%   1.813%
 23  25.097  3696 3712 3730 rBV4  330614   1392612  47.38%   7.881%
 24  26.231  3894 3905 3916 rVB2   95475    304195  10.35%   1.721%
 25  27.624  4133 4142 4159 rVB4   48388    198642   6.76%   1.124%
 
 
 
                        Sum of corrected areas:    17671231
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG103018\
  Data File : BG037657.D                                          
  Acq On    : 30 Oct 2018  17:19
  Operator  : JU/SJ
  Sample    : J5692-20
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.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\BG103018\
  Data File : BG037657.D                                          
  Acq On    : 30 Oct 2018  17:19
  Operator  : JU/SJ
  Sample    : J5692-20
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown7.62                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.62   55.69 ng         978847   1,4-Dichlorobenzene-d4      8.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 4 Amphetaminil                        250 C17H18N2       017590-01-1 12
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
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m/z-->

Abundance Scan 737 (7.618 min): BG037657.D (-730) (-)
131.9

68.0

96.040.0 54.0 84.9 115.0
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
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Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0
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m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

7.20 7.40 7.60 7.80 8.00

m/z 131.90  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.00   41.11%

7.20 7.40 7.60 7.80 8.00

m/z 133.90   31.49%

7.20 7.40 7.60 7.80 8.00

m/z  66.00   27.74%

7.20 7.40 7.60 7.80 8.00

m/z  69.00   15.99%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG103018\
  Data File : BG037657.D                                          
  Acq On    : 30 Oct 2018  17:19
  Operator  : JU/SJ
  Sample    : J5692-20
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  n-Hexadecanoic acid             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.34    5.93 ng         321882   Phenanthrene-d10           17.48

 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 81
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 70
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 60
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Abundance Scan 2562 (18.341 min): BG037657.D (-2555) (-)
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Abundance #72643: Tridecanoic acid
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152.015.0

18.00 18.20 18.40 18.60

m/z  73.00  100.00%

18.00 18.20 18.40 18.60

m/z  60.00   93.48%

18.00 18.20 18.40 18.60

m/z  43.00   88.55%

18.00 18.20 18.40 18.60

m/z  57.00   76.28%

18.00 18.20 18.40 18.60

m/z  55.00   69.42%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG103018\
  Data File : BG037657.D                                          
  Acq On    : 30 Oct 2018  17:19
  Operator  : JU/SJ
  Sample    : J5692-20
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Octadecanoic acid               Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.60    2.89 ng         157085   Phenanthrene-d10           17.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 98
 2 n-Decanoic acid                     172 C10H20O2       000334-48-5 90
 3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 90
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 81
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Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
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19.20 19.40 19.60 19.80 20.00

m/z  72.95  100.00%

19.20 19.40 19.60 19.80 20.00

m/z  43.00   93.52%

19.20 19.40 19.60 19.80 20.00

m/z  60.00   90.72%

19.20 19.40 19.60 19.80 20.00

m/z  56.95   88.05%

19.20 19.40 19.60 19.80 20.00

m/z  55.00   83.51%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG103018\
  Data File : BG037657.D                                          
  Acq On    : 30 Oct 2018  17:19
  Operator  : JU/SJ
  Sample    : J5692-20
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Nonadecyl pentafluoropropio...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.37    3.52 ng         191631   Chrysene-d12               21.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecyl pentafluoropropionate     430 C22H39F5O2     1000351-88-8 91
 2 Tricosyl heptafluorobutyrate        536 C27H47F7O2     1000351-83-4 90
 3 Tricosyl trifluoroacetate           436 C25H47F3O2     1000351-75-1 87
 4 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 87
 5 Docosyl pentafluoropropionate       472 C25H45F5O2     1000351-80-9 87
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Abundance Scan 3078 (21.372 min): BG037657.D (-3072) (-)
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139.1 280.9190.9 354.9
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Abundance #222139: Nonadecyl pentafluoropropionate
57.0 97.0

139.0
266.0182.0 412.0311.0222.0
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Abundance #238204: Tricosyl heptafluorobutyrate
57.0

97.0

139.0 322.0181.0 367.0 518.0222.0 265.0
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Abundance #223732: Tricosyl trifluoroacetate
57.0

97.0

139.0 367.0 418.0322.0181.0 222.0 264.0

21.00 21.20 21.40 21.60

m/z  57.00  100.00%

21.00 21.20 21.40 21.60

m/z  55.00   71.40%

21.00 21.20 21.40 21.60

m/z  43.05   67.97%

21.00 21.20 21.40 21.60

m/z  97.00   55.04%

21.00 21.20 21.40 21.60

m/z  82.95   53.87%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG103018\
  Data File : BG037657.D                                          
  Acq On    : 30 Oct 2018  17:19
  Operator  : JU/SJ
  Sample    : J5692-20
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octacosane                      Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.54    2.54 ng         138274   Chrysene-d12               21.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 90
 2 Heneicosane                         296 C21H44         000629-94-7 90
 3 Heptacosane                         380 C27H56         000593-49-7 90
 4 Tetracosane                         338 C24H50         000646-31-1 87
 5 Docosane                            310 C22H46         000629-97-0 86
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Abundance #141426: Heneicosane
57.0
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Abundance #202662: Heptacosane
57.0
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22.20 22.40 22.60 22.80

m/z  57.00  100.00%

22.20 22.40 22.60 22.80

m/z  70.95   53.02%

22.20 22.40 22.60 22.80

m/z  43.00   51.16%

22.20 22.40 22.60 22.80

m/z  85.00   37.93%

22.20 22.40 22.60 22.80

m/z  55.00   21.05%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG103018\
  Data File : BG037657.D                                          
  Acq On    : 30 Oct 2018  17:19
  Operator  : JU/SJ
  Sample    : J5692-20
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Pentacosane                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.25    4.50 ng         245135   Chrysene-d12               21.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentacosane                         352 C25H52         000629-99-2 91
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 Heptacosane                         380 C27H56         000593-49-7 91
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 90
 5 Octadecane                          254 C18H38         000593-45-3 90
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5000

m/z-->

Abundance Scan 3398 (23.253 min): BG037657.D (-3391) (-)
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99.1
155.1 225.1 266.9192.9
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Abundance #185533: Pentacosane
57.0

99.0
141.0 183.0 225.0 352.0267.027.0 309.0
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0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #202662: Heptacosane
57.0

99.0 141.027.0 183.0 225.0 267.0 380.0323.0

23.00 23.20 23.40 23.60

m/z  57.00  100.00%

23.00 23.20 23.40 23.60

m/z  70.95   58.33%

23.00 23.20 23.40 23.60

m/z  43.00   57.34%

23.00 23.20 23.40 23.60

m/z  85.05   42.43%

23.00 23.20 23.40 23.60

m/z  54.95   22.01%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG103018\
  Data File : BG037657.D                                          
  Acq On    : 30 Oct 2018  17:19
  Operator  : JU/SJ
  Sample    : J5692-20
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Hexacosane                      Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.08    4.60 ng         320440   Perylene-d12               25.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 93
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 Heptacosane                         380 C27H56         000593-49-7 87
 4 Eicosane                            282 C20H42         000112-95-8 87
 5 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 87
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0

5000

m/z-->

Abundance Scan 3539 (24.081 min): BG037657.D (-3532) (-)
57.0

99.0
155.1 211.0 248.8 280.9 340.8
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m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0
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5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0
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5000

m/z-->

Abundance #202662: Heptacosane
57.0

99.0 141.027.0 183.0 225.0 267.0 380.0323.0

23.80 24.00 24.20 24.40

m/z  57.00  100.00%

23.80 24.00 24.20 24.40

m/z  71.10   62.58%

23.80 24.00 24.20 24.40

m/z  43.00   56.50%

23.80 24.00 24.20 24.40

m/z  85.00   47.19%

23.80 24.00 24.20 24.40

m/z  54.95   22.90%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG103018\
  Data File : BG037657.D                                          
  Acq On    : 30 Oct 2018  17:19
  Operator  : JU/SJ
  Sample    : J5692-20
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Heptadecane, 8-methyl-          Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 26.23    4.37 ng         304195   Perylene-d12               25.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 8-methyl-              254 C18H38         013287-23-5 93
 2 Hexacosane                          366 C26H54         000630-01-3 91
 3 Hentriacontane                      437 C31H64         000630-04-6 91
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 5 Heneicosane                         296 C21H44         000629-94-7 91
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG103018\
  Data File : BG037657.D                                          
  Acq On    : 30 Oct 2018  17:19
  Operator  : JU/SJ
  Sample    : J5692-20
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.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|
----------------------------------------------------------------------------
unknown7.62            7.62    55.7 ng     978847  1   8.10  351534  20.0
n-Hexadecanoic acid   18.34     5.9 ng     321882  4  17.48 1085630  20.0
Octadecanoic acid     19.60     2.9 ng     157085  4  17.48 1085630  20.0
Nonadecyl pentafl...  21.37     3.5 ng     191631  5  21.77 1089110  20.0
Octacosane            22.54     2.5 ng     138274  5  21.77 1089110  20.0
Pentacosane           23.25     4.5 ng     245135  5  21.77 1089110  20.0
Hexacosane            24.08     4.6 ng     320440  6  25.10 1392610  20.0
Heptadecane, 8-me...  26.23     4.4 ng     304195  6  25.10 1392610  20.0
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