
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   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:\HPCHEM1\BNA_F\METHODS\8270-BF042716.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   3.367   109  112  119 rBV    28979     64050   1.03%   0.129%
  2   4.247   187  189  203 rBV    29886     87713   1.41%   0.177%
  3   4.944   248  250  256 rBV   141257    250428   4.03%   0.505%
  4   5.356   283  286  288 rBV  5165648   6130986  98.64%  12.354%
  5   6.396   374  377  380 rBV  4334852   6215723 100.00%  12.525%
 
  6   6.522   385  388  391 rVV  5550069   5600626  90.10%  11.286%
  7   6.750   406  408  419 rBV  1383659   1312867  21.12%   2.646%
  8   6.910   419  422  424 rBV  4587882   4510365  72.56%   9.089%
  9   7.322   455  458  460 rBV  3525340   3815672  61.39%   7.689%
 10   8.042   518  521  523 rBV  1340530   1572078  25.29%   3.168%
 
 11   8.579   565  568  570 rVB   284833    321090   5.17%   0.647%
 12   8.899   593  596  603 rBV2  108035    198536   3.19%   0.400%
 13   9.116   612  615  618 rBV  4592912   4799851  77.22%   9.672%
 14   9.516   646  650  652 rBV   875954    951292  15.30%   1.917%
 15   9.733   665  669  671 rBV    93149     83967   1.35%   0.169%
 
 16   9.790   671  674  676 rBV  1854995   1651151  26.56%   3.327%
 17  10.225   705  712  714 rBV2  112497    198029   3.19%   0.399%
 18  10.453   728  732  733 rBV    62410    101042   1.63%   0.204%
 19  10.579   740  743  745 rBV  2845042   2988915  48.09%   6.023%
 20  10.705   752  754  761 rVB   218286    278861   4.49%   0.562%
 
 21  11.151   791  793  794 rBV   118034     97767   1.57%   0.197%
 22  11.265   801  803  807 rBV  1088289   1285942  20.69%   2.591%
 23  11.814   848  851  855 rBV2  189910    233330   3.75%   0.470%
 24  12.476   907  909  912 rBV    80521     81270   1.31%   0.164%
 25  12.682   925  927  931 rBV3  239574    340449   5.48%   0.686%
 
 26  12.854   939  942  945 rBV  2880247   3030241  48.75%   6.106%
 27  13.391   987  989  991 rBV   219430    191680   3.08%   0.386%
 28  13.768  1019 1022 1028 rBV   165108    320726   5.16%   0.646%
 29  13.905  1031 1034 1036 rBV   726909   1078748  17.36%   2.174%
 30  14.008  1041 1043 1047 rVV3   50444     99413   1.60%   0.200%
 
 31  14.077  1047 1049 1053 rVB    37562     63630   1.02%   0.128%
 32  14.385  1074 1076 1078 rBV    57635     72661   1.17%   0.146%
 33  14.660  1097 1100 1106 rBV   448509    552266   8.88%   1.113%
 34  14.911  1119 1122 1125 rBV    33155     70228   1.13%   0.142%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   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:\HPCHEM1\BNA_F\METHODS\8270-BF042716.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.300  1153 1156 1158 rBV   608812    906438  14.58%   1.827%
 
 36  16.191  1231 1234 1236 rBV    29573     68040   1.09%   0.137%
 
 
                        Sum of corrected areas:    49626071
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.94    3.81 ng         250428   1,4-Dichlorobenzene-d4      6.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 3 Diacetamide                         101 C4H7NO2        000625-77-4 9 
 4 Butane                               58 C4H10          000106-97-8 9 
 5 Acetic acid, 2-propenyl ester       100 C5H8O2         000591-87-7 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 250 (4.944 min): BF086651.D (-248) (-)
43.0

59.1

101.1
83.135.1

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0 93.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #3602: 1-Propen-2-ol, acetate
43.0

58.0
72.015.0 100.027.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #3942: Diacetamide
43.0

59.0
73.0

101.0
28.0 86.051.0

4.60 4.80 5.00 5.20

m/z  43.05  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   48.07%

4.60 4.80 5.00 5.20

m/z  58.10   13.58%

4.60 4.80 5.00 5.20

m/z 101.10   13.25%

4.60 4.80 5.00 5.20

m/z  41.05    8.82%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown6.52                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.52   85.32 ng        5600630   1,4-Dichlorobenzene-d4      6.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 3 Pyrazolo(2,3-a)pyridine, 7-methyl-  132 C8H8N2         034760-58-2 22
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 22

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

5000

m/z-->

Abundance Scan 388 (6.522 min): BF086651.D (-385) (-)
132.1

68.1

96.140.1 54.0
78.1 106.1 117.0

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

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
79.0

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

5000

m/z-->

Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0

97.0

70.0
31.0 60.044.0 86.0 116.0

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

5000

m/z-->

Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl-
132.0

104.0
78.0

39.0 51.0 63.0 92.027.0 117.0

6.20 6.40 6.60 6.80

m/z 132.10  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   51.61%

6.20 6.40 6.60 6.80

m/z  66.05   35.73%

6.20 6.40 6.60 6.80

m/z 134.10   33.00%

6.20 6.40 6.60 6.80

m/z  69.10   21.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Cyclohexasiloxane, dodecame...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.58    4.08 ng         321090   Naphthalene-d8              8.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexasiloxane, dodecamethyl-    444 C12H36O6Si6    000540-97-6 91
 2 Acetic acid, [bis[(trimethylsily... 356 C11H29O5PSi3   053044-27-2 53
 3 2-Chloro-4-(4-methoxyphenyl)-6-(... 341 C17H12ClN3O3   063673-76-7 38
 4 Benzothiophene, 5-chloro-3-methy... 341 C18H12ClNS2    1000270-14-7 17
 5 (3-Amino-6-thiophen-2-yl-thieno[... 342 C16H10N2OS3    1000296-68-0 13

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 568 (8.579 min): BF086651.D (-565) (-)
73.0 341.1

147.1 429.2
207.1 251.0 295.040.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #163619: Cyclohexasiloxane, dodecamethyl-
73.0

341.0

429.0

147.0
207.0 267.0 397.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #143172: Acetic acid, [bis[(trimethylsilyl)oxy]phosphinyl]...
341.073.0

297.0251.0
133.0 211.0

40.0 165.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #137554: 2-Chloro-4-(4-methoxyphenyl)-6-(4-nitrophenyl)pyr...
341.0

28.0 295.0252.0
190.088.0 127.0

8.20 8.40 8.60 8.80 9.00

m/z  73.05  100.00%

8.20 8.40 8.60 8.80 9.00

m/z 341.10   87.77%

8.20 8.40 8.60 8.80 9.00

m/z 342.10   28.67%

8.20 8.40 8.60 8.80 9.00

m/z 325.10   27.83%

8.20 8.40 8.60 8.80 9.00

m/z 147.10   24.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  unknown8.90                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.90    2.53 ng         198536   Naphthalene-d8              8.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H44O6Si7    019095-23-9 47
 2 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H52O7Si7    071579-69-6 41
 3 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H50O7Si8    019095-24-0 37
 4 Benzo[h]quinoline, 2,4-dimethyl-    207 C15H13N        000605-67-4 25
 5 5,5'-Di(ethoxycarbonyl)-3,3'-dim... 402 C23H34N2O4     102586-97-0 25

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance Scan 596 (8.899 min): BF086651.D (-593) (-)
73.0

207.1

147.1
281.1

327.1 415.2 475.2 549.2

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #168877: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-te...
73.0

207.0

355.0133.0 281.0
429.028.0 489.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #171908: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris(tr...
73.0

147.0

281.0221.0 327.0 415.0 519.0561.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #171966: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,...
73.0

207.0

281.0
147.0 341.0 429.0 503.028.0 385.0 563.0

8.60 8.80 9.00 9.20

m/z  73.05  100.00%

8.60 8.80 9.00 9.20

m/z 207.10   60.94%

8.60 8.80 9.00 9.20

m/z 193.10   33.37%

8.60 8.80 9.00 9.20

m/z 147.10   30.15%

8.60 8.80 9.00 9.20

m/z 281.10   20.50%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Eicosane                        Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.22    2.40 ng         198029   Acenaphthene-d10            9.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 91
 2 Hexadecane                          226 C16H34         000544-76-3 91
 3 Tridecane                           184 C13H28         000629-50-5 90
 4 Octadecane                          254 C18H38         000593-45-3 86
 5 Pentadecane                         212 C15H32         000629-62-9 86

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

5000

m/z-->

Abundance Scan 712 (10.225 min): BF086651.D (-705) (-)
57.1

85.1

149.0113.1 177.1

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

5000

m/z-->

Abundance #107652: Eicosane
57.0

85.0
29.0

113.0 141.0 169.0 282.0

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

5000

m/z-->

Abundance #73965: Hexadecane
57.0

85.0
29.0

113.0 141.0 169.0 226.0197.0

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

5000

m/z-->

Abundance #45540: Tridecane
57.0

85.029.0

113.0 184.0141.0

10.00 10.20 10.40 10.60

m/z  57.10  100.00%

10.00 10.20 10.40 10.60

m/z  43.10   89.03%

10.00 10.20 10.40 10.60

m/z  71.10   46.22%

10.00 10.20 10.40 10.60

m/z  41.10   42.62%

10.00 10.20 10.40 10.60

m/z  85.10   27.22%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Hexadecane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.70    4.34 ng         278861   Phenanthrene-d10           11.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 91
 2 Eicosane                            282 C20H42         000112-95-8 91
 3 Pentadecane                         212 C15H32         000629-62-9 90
 4 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 90
 5 Tridecane                           184 C13H28         000629-50-5 90

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

5000

m/z-->

Abundance Scan 754 (10.705 min): BF086651.D (-752) (-)
57.1

85.1

113.1 140.1 169.2

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

5000

m/z-->

Abundance #73965: Hexadecane
57.0

85.0
29.0

113.0 141.0 169.0 226.0197.0

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

5000

m/z-->

Abundance #107652: Eicosane
57.0

85.0
29.0

113.0 141.0 169.0 282.0

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

5000

m/z-->

Abundance #64571: Pentadecane
57.0

85.0

29.0
113.0 141.0 212.0169.0

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  43.10   76.11%

10.40 10.60 10.80 11.00

m/z  71.10   53.68%

10.40 10.60 10.80 11.00

m/z  85.10   35.33%

10.40 10.60 10.80 11.00

m/z  41.10   34.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  n-Hexadecanoic acid             Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.81    3.63 ng         233330   Phenanthrene-d10           11.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 94
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 80
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 64
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 53

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

5000

m/z-->

Abundance Scan 851 (11.814 min): BF086651.D (-848) (-)
43.1 73.0

129.1

97.1 213.2157.1 185.2 256.3

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

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.097.0
157.0 185.0

236.0

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

5000

m/z-->

Abundance #83683: Pentadecanoic acid
43.0 73.0

242.0129.0
97.0 199.0

171.0149.0

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

5000

m/z-->

Abundance #75072: Tetradecanoic acid
73.0

43.0

129.0

185.0
97.0 228.0

157.015.0

11.40 11.60 11.80 12.00 12.20

m/z  43.10  100.00%

11.40 11.60 11.80 12.00 12.20

m/z  60.00   85.59%

11.40 11.60 11.80 12.00 12.20

m/z  73.00   83.25%

11.40 11.60 11.80 12.00 12.20

m/z  41.05   77.01%

11.40 11.60 11.80 12.00 12.20

m/z  57.10   73.11%
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Instrument :
BNA_F
ClientSampleId :
26WARD-2B-CS-8(10-20FTBGS)



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  Hexadecanoic acid, butyl ester  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.68    6.31 ng         340449   Chrysene-d12               13.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 91
 2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 68
 3 Propane, 2-cyclopropyl-              84 C6H12          003638-35-5 43
 4 1-Hexene, 2-methyl-                  98 C7H14          006094-02-6 38
 5 Hexadecanoic acid, 2-methylpropy... 312 C20H40O2       000110-34-9 38

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

5000

m/z-->

Abundance Scan 927 (12.682 min): BF086651.D (-925) (-)
56.0

129.183.1 257.3218.2185.2157.1

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

5000

m/z-->

Abundance #124073: 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

5000

m/z-->

Abundance #124099: 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

5000

m/z-->

Abundance #1482: Propane, 2-cyclopropyl-
56.0

27.0
84.0

12.40 12.60 12.80 13.00

m/z  56.05  100.00%

12.40 12.60 12.80 13.00

m/z  57.10   57.74%

12.40 12.60 12.80 13.00

m/z  43.10   50.93%

12.40 12.60 12.80 13.00

m/z  41.10   49.80%

12.40 12.60 12.80 13.00

m/z  55.10   34.45%
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Instrument :
BNA_F
ClientSampleId :
26WARD-2B-CS-8(10-20FTBGS)



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  Octadecanoic acid, butyl ester  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.39    3.55 ng         191680   Chrysene-d12               13.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 91
 2 n-Butyl myristate                   284 C18H36O2       000110-36-1 78
 3 Octadecanoic acid                   284 C18H36O2       000057-11-4 38
 4 Urea, N,N'-di-2-propenyl-           140 C7H12N2O       001801-72-5 38
 5 Cyclopentanone, 2,2,5,5-tetramet... 140 C9H16O         004541-35-9 38

50 100 150 200 250 300

5000

m/z-->

Abundance Scan 989 (13.391 min): BF086651.D (-987) (-)
56.1

129.183.0 285.3185.2 241.2157.1 213.2

50 100 150 200 250 300

5000

m/z-->

Abundance #137336: Octadecanoic acid, butyl ester
56.0

29.0
129.0 285.085.0 185.0 241.0 340.0157.0 213.0 311.0

50 100 150 200 250 300

5000

m/z-->

Abundance #108844: n-Butyl myristate
56.0

229.0

129.0 284.0185.083.0
157.0 255.0

50 100 150 200 250 300

5000

m/z-->

Abundance #108842: Octadecanoic acid
43.0

284.073.0

129.0

185.0 241.099.0
157.0 213.017.0

13.00 13.20 13.40 13.60 13.80

m/z  56.10  100.00%

13.00 13.20 13.40 13.60 13.80

m/z  57.10   62.49%

13.00 13.20 13.40 13.60 13.80

m/z  43.10   53.30%

13.00 13.20 13.40 13.60 13.80

m/z  41.10   42.15%

13.00 13.20 13.40 13.60 13.80

m/z  55.10   35.00%
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Instrument :
BNA_F
ClientSampleId :
26WARD-2B-CS-8(10-20FTBGS)



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  Trifluoroacetic acid, n-oct...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.77    5.95 ng         320726   Chrysene-d12               13.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetic acid, n-octadecy... 366 C20H37F3O2     079392-43-1 91
 2 17-Pentatriacontene                 491 C35H70         006971-40-0 91
 3 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 90
 4 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 87
 5 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 87

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 1022 (13.768 min): BF086651.D (-1019) (-)
57.1

97.1

141.1 203.1 244.2 316.3

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #146922: Trifluoroacetic acid, n-octadecyl ester
43.0

83.0

125.0 252.0168.0 210.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #168066: 17-Pentatriacontene
43.0

83.0

125.0
167.0 210.0 267.0 490.0307.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
43.0

83.0

125.0
196.0

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  43.10   90.03%

13.40 13.60 13.80 14.00

m/z  55.10   70.72%

13.40 13.60 13.80 14.00

m/z  83.10   53.87%

13.40 13.60 13.80 14.00

m/z  41.10   50.70%
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Instrument :
BNA_F
ClientSampleId :
26WARD-2B-CS-8(10-20FTBGS)



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 12  13-Docosenamide, (Z)-           Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.66   12.19 ng         552266   Perylene-d12               15.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 13-Docosenamide, (Z)-               337 C22H43NO       000112-84-5 95
 2 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 87
 3 7-Nonenamide                        155 C9H17NO        090949-53-4 64
 4 Octanamide                          143 C8H17NO        000629-01-6 59
 5 Hexadecanamide                      255 C16H33NO       000629-54-9 59

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1100 (14.660 min): BF086651.D (-1097) (-)
59.0

97.1 126.1154.1 184.2 249.3 294.3212.2 337.3

50 100 150 200 250 300 350

5000

m/z-->

Abundance #135945: 13-Docosenamide, (Z)-
59.0

29.0 97.0 337.0126.0
154.0 184.0 276.0234.0 308.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #106874: 9-Octadecenamide, (Z)-
59.0

281.029.0 86.0 114.0 154.0 184.0 253.0220.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #26840: 7-Nonenamide
59.0

155.029.0 98.0 126.0

14.40 14.60 14.80 15.00

m/z  59.05  100.00%

14.40 14.60 14.80 15.00

m/z  72.10   59.97%

14.40 14.60 14.80 15.00

m/z  55.10   54.55%

14.40 14.60 14.80 15.00

m/z  41.10   38.30%

14.40 14.60 14.80 15.00

m/z  43.10   37.91%
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Instrument :
BNA_F
ClientSampleId :
26WARD-2B-CS-8(10-20FTBGS)



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
  Data File : BF086651.D                                          
  Acq On    :  3 May 2016  18:22
  Operator  : UM/SJ
  Sample    : H2685-09
  Misc      :  
  ALS Vial  : 41   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.94     3.8 ng     250428  1   6.75 1312870  20.0
unknown6.52            6.52    85.3 ng    5600630  1   6.75 1312870  20.0
Cyclohexasiloxane...   8.58     4.1 ng     321090  2   8.04 1572080  20.0
unknown8.90            8.90     2.5 ng     198536  2   8.04 1572080  20.0
Eicosane              10.22     2.4 ng     198029  3   9.79 1651150  20.0
Hexadecane            10.70     4.3 ng     278861  4  11.26 1285940  20.0
n-Hexadecanoic acid   11.81     3.6 ng     233330  4  11.26 1285940  20.0
Hexadecanoic acid...  12.68     6.3 ng     340449  5  13.91 1078750  20.0
Octadecanoic acid...  13.39     3.5 ng     191680  5  13.91 1078750  20.0
Trifluoroacetic a...  13.77     6.0 ng     320726  5  13.91 1078750  20.0
13-Docosenamide, ...  14.66    12.2 ng     552266  6  15.30  906438  20.0
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Instrument :
BNA_F
ClientSampleId :
26WARD-2B-CS-8(10-20FTBGS)


