
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN072518\
  Data File : BN002142.D                                          
  Acq On    : 25 Jul 2018  18:53
  Operator  : JU/SJ
  Sample    : PB111227BL
  Misc      :  
  ALS Vial  : 3   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_N\METHODS\8270-BN072518.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   4.863   313  319  331 rBV  1030429   1463851   8.06%   1.275%
  2   5.316   389  396  416 rBV  6942720   9910688  54.55%   8.629%
  3   6.887   654  663  680 rBV  6399762  10652211  58.63%   9.275%
  4   7.234   714  722  735 rBV  6649954  10612479  58.41%   9.240%
  5   7.693   793  800  809 rBV  1249472   1962001  10.80%   1.708%
 
  6   8.010   846  854  865 rBV  4879705   7833076  43.11%   6.820%
  7   8.846   988  996 1009 rBV  3897770   6558164  36.10%   5.710%
  8  10.463  1262 1271 1283 rBV  1580991   2687993  14.80%   2.340%
  9  12.945  1685 1693 1702 rBV  9662375  14550368  80.09%  12.669%
 10  14.322  1920 1927 1936 rBV2 2257625   3518639  19.37%   3.064%
 
 11  15.822  2174 2182 2191 rBV  7555350  10906318  60.03%   9.496%
 12  17.069  2388 2394 2403 rBV2 2741346   4066796  22.38%   3.541%
 13  19.416  2788 2793 2798 rBV  1364697   1495626   8.23%   1.302%
 14  19.533  2809 2813 2823 rVB   289861    319868   1.76%   0.279%
 15  19.710  2837 2843 2849 rBV  13893236  18167868 100.00%  15.819%
 
 16  20.469  2967 2972 2978 rBV   968237   1052048   5.79%   0.916%
 17  21.269  3102 3108 3114 rBV  3180209   3986954  21.95%   3.472%
 18  21.433  3132 3136 3142 rBV   234097    261788   1.44%   0.228%
 19  21.868  3206 3210 3213 rBV   211322    238197   1.31%   0.207%
 20  22.327  3284 3288 3297 rVB   240418    323036   1.78%   0.281%
 
 21  22.833  3370 3374 3379 rVB   220370    279169   1.54%   0.243%
 22  23.398  3465 3470 3478 rVB   174281    287405   1.58%   0.250%
 23  23.498  3479 3487 3497 rVB  1744299   3299543  18.16%   2.873%
 24  24.033  3573 3578 3584 rVB2  118510    229595   1.26%   0.200%
 25  24.774  3699 3704 3711 rVB    90965    184238   1.01%   0.160%
 
 
 
                        Sum of corrected areas:   114847919
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN072518\
  Data File : BN002142.D                                          
  Acq On    : 25 Jul 2018  18:53
  Operator  : JU/SJ
  Sample    : PB111227BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN072518.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_N\DATA\BN072518\
  Data File : BN002142.D                                          
  Acq On    : 25 Jul 2018  18:53
  Operator  : JU/SJ
  Sample    : PB111227BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN072518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Propane, 2-methyl-2-(1-meth...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.86   14.92 ng        1463850   1,4-Dichlorobenzene-d4      7.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 53
 2 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 40
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 318 (4.858 min): BN002142.D (-313) (-)
43.0

59.0

101.0
83.0 206.9

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.0

26.0 86.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.027.0 83.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.0 142.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   58.46%

4.60 4.80 5.00 5.20

m/z 101.00   18.36%

4.60 4.80 5.00 5.20

m/z  58.00   15.09%

4.60 4.80 5.00 5.20

m/z  41.00    8.94%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN072518\
  Data File : BN002142.D                                          
  Acq On    : 25 Jul 2018  18:53
  Operator  : JU/SJ
  Sample    : PB111227BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN072518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.23                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.23  108.18 ng       10612500   1,4-Dichlorobenzene-d4      7.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 721 (7.228 min): BN002142.D (-714) (-)
132.0

68.0

96.040.0 54.0
115.081.0

40 60 80 100 120 140 160 180
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5000

m/z-->

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

69.0
104.0

51.031.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

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

105.033.0
70.051.0 86.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.80 7.00 7.20 7.40 7.60

m/z 132.00  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  68.00   44.93%

6.80 7.00 7.20 7.40 7.60

m/z 134.00   31.97%

6.80 7.00 7.20 7.40 7.60

m/z  66.00   30.02%

6.80 7.00 7.20 7.40 7.60

m/z  69.10   17.88%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN072518\
  Data File : BN002142.D                                          
  Acq On    : 25 Jul 2018  18:53
  Operator  : JU/SJ
  Sample    : PB111227BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN072518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexadecanoic acid, 1,1-dime...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.42    7.50 ng        1495630   Chrysene-d12               21.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 96
 2 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 94
 3 Hexadecanoic acid, 2-methylpropy... 312 C20H40O2       000110-34-9 43
 4 Butyl 4,8,12-trimethyl-tridecanoate 312 C20H40O2       1000336-63-2 35
 5 2-Methyl-n-1-tridecene              196 C14H28         018094-01-4 35

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

5000

m/z-->

Abundance Scan 2794 (19.422 min): BN002142.D (-2788) (-)
56.0

257.2
129.183.1 213.2185.1157.1 312.2283.2

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

5000

m/z-->

Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0

29.0

129.083.0 257.0185.0 213.0 312.0157.0 281.0

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

5000

m/z-->

Abundance #154932: Hexadecanoic acid, butyl ester
56.0

29.0
257.0129.083.0 185.0 213.0 312.0157.0 283.0

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

5000

m/z-->

Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester
57.0

239.0
29.0

129.085.0 213.0157.0 312.0185.0 282.0

19.20 19.40 19.60 19.80

m/z  56.00  100.00%

19.20 19.40 19.60 19.80

m/z  57.10   57.20%

19.20 19.40 19.60 19.80

m/z  43.10   40.84%

19.20 19.40 19.60 19.80

m/z  40.95   38.58%

19.20 19.40 19.60 19.80

m/z 257.20   33.79%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN072518\
  Data File : BN002142.D                                          
  Acq On    : 25 Jul 2018  18:53
  Operator  : JU/SJ
  Sample    : PB111227BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN072518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octadecanoic acid, butyl ester  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.47    5.28 ng        1052050   Chrysene-d12               21.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 91
 2 Butyl myristate                     284 C18H36O2       000110-36-1 59
 3 Octadecanoic acid, 2-methylpropy... 340 C22H44O2       000646-13-9 46
 4 1-Hexene, 2,5-dimethyl-             112 C8H16          006975-92-4 27
 5 Cyclohexanol, 4-amino-, trans-      115 C6H13NO        027489-62-9 27

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2972 (20.469 min): BN002142.D (-2967) (-)
56.1

285.3129.1
83.1 185.1 241.2 340.3157.1 213.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #177147: Octadecanoic acid, butyl ester
56.0

285.0

340.0129.0
29.0 83.0 185.0 241.0157.0 213.0 312.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #131257: Butyl myristate
56.0

229.0

129.0 284.0185.083.0
157.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #177166: Octadecanoic acid, 2-methylpropyl ester
57.0

29.0 285.0
85.0 129.0 340.0185.0 241.0157.0 213.0

20.20 20.40 20.60 20.80

m/z  56.10  100.00%

20.20 20.40 20.60 20.80

m/z  57.10   61.40%

20.20 20.40 20.60 20.80

m/z  43.05   44.65%

20.20 20.40 20.60 20.80

m/z  41.05   38.01%

20.20 20.40 20.60 20.80

m/z  54.95   34.40%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN072518\
  Data File : BN002142.D                                          
  Acq On    : 25 Jul 2018  18:53
  Operator  : JU/SJ
  Sample    : PB111227BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN072518.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|
----------------------------------------------------------------------------
Propane, 2-methyl...   4.86    14.9 ng    1463850  1   7.69 1962000  20.0
unknown7.23            7.23   108.2 ng   10612500  1   7.69 1962000  20.0
Hexadecanoic acid...  19.42     7.5 ng    1495630  5  21.27 3986950  20.0
Octadecanoic acid...  20.47     5.3 ng    1052050  5  21.27 3986950  20.0
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