
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003479.D                                          
  Acq On    : 09 Nov 2018  19:21
  Operator  : MJ/SJ
  Sample    : J5860-07
  Misc      :  
  ALS Vial  : 11   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-BN102418.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   3.028     3    7   17 rVB    94992    116125   2.20%   0.365%
  2   4.964   331  336  347 rBV    66842     92168   1.75%   0.290%
  3   5.416   406  413  428 rVB  1755131   2482039  47.11%   7.804%
  4   7.010   675  684  699 rBV  1655890   2914215  55.32%   9.162%
  5   7.381   739  747  756 rBV  1805263   2880960  54.69%   9.058%
 
  6   7.846   820  826  832 rBV   321711    509846   9.68%   1.603%
  7   8.169   873  881  888 rBV  1337335   2118798  40.22%   6.661%
  8   9.016  1016 1025 1036 rBV  1052732   1718655  32.62%   5.403%
  9  10.646  1292 1302 1312 rBV   458466    756044  14.35%   2.377%
 10  13.104  1713 1720 1727 rBV  2857986   4234913  80.39%  13.315%
 
 11  13.934  1856 1861 1867 rBV   325084    428197   8.13%   1.346%
 12  14.487  1948 1955 1962 rBV2  694836   1057908  20.08%   3.326%
 13  15.975  2201 2208 2218 rBV  2496454   3456580  65.61%  10.867%
 14  17.228  2415 2421 2427 rBV   900794   1228902  23.33%   3.864%
 15  18.098  2565 2569 2580 rBV   107711    147911   2.81%   0.465%
 
 16  19.375  2782 2786 2800 rBV    43403     60520   1.15%   0.190%
 17  19.845  2860 2866 2871 rBV  4205421   5268244 100.00%  16.563%
 18  21.098  3075 3079 3088 rBV    84312    122105   2.32%   0.384%
 19  21.404  3126 3131 3137 rBV   980313   1133421  21.51%   3.563%
 20  23.721  3517 3525 3535 rBV   567999   1079165  20.48%   3.393%
 
 
 
                        Sum of corrected areas:    31806716
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003479.D                                          
  Acq On    : 09 Nov 2018  19:21
  Operator  : MJ/SJ
  Sample    : J5860-07
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.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\BN110918\
  Data File : BN003479.D                                          
  Acq On    : 09 Nov 2018  19:21
  Operator  : MJ/SJ
  Sample    : J5860-07
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.03    4.56 ng         116125   1,4-Dichlorobenzene-d4      7.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 39
 3 Silane, ethyltrimethyl-             102 C5H14Si        003439-38-1 33
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 23
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 
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0

5000

m/z-->

Abundance Scan 7 (3.028 min): BN003479.D (-3) (-)
73.1

43.0
87.155.0
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0

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
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43.0 55.0 87.0
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m/z-->

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0

87.0

55.041.0

29.0
97.0 112.0 129.0
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0

5000

m/z-->

Abundance #4398: Silane, ethyltrimethyl-
73.0

59.0

87.0
43.0

102.029.0

3.10 3.20 3.30 3.40

m/z  73.10  100.00%

3.10 3.20 3.30 3.40

m/z  43.00   33.60%

3.10 3.20 3.30 3.40

m/z  87.10   25.18%

3.10 3.20 3.30 3.40

m/z  55.00   25.17%

3.10 3.20 3.30 3.40

m/z  71.10   10.93%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003479.D                                          
  Acq On    : 09 Nov 2018  19:21
  Operator  : MJ/SJ
  Sample    : J5860-07
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.96    3.62 ng          92168   1,4-Dichlorobenzene-d4      7.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 3 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
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m/z-->

Abundance Scan 335 (4.958 min): BN003479.D (-331) (-)
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
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m/z-->

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

41.0

126.073.0 142.0
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5000

m/z-->

Abundance #4425: Butane, 1-ethoxy-
59.0

31.0

43.0 73.0
15.0 102.087.0

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   58.75%

4.60 4.80 5.00 5.20

m/z 101.00   22.74%

4.60 4.80 5.00 5.20

m/z  58.00   17.82%

4.60 4.80 5.00 5.20

m/z  41.00    9.27%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003479.D                                          
  Acq On    : 09 Nov 2018  19:21
  Operator  : MJ/SJ
  Sample    : J5860-07
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.38                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.38  113.01 ng        2880960   1,4-Dichlorobenzene-d4      7.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 16
 4 Amphetaminil                        250 C17H18N2       017590-01-1 12
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
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m/z-->

Abundance Scan 747 (7.381 min): BN003479.D (-739) (-)
132.0

68.0

96.0
40.0 54.0 115.081.0
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
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51.031.0
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5000

m/z-->

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

67.0

41.0 97.0
117.0

81.054.0
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0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

7.00 7.20 7.40 7.60 7.80

m/z 132.00  100.00%

7.00 7.20 7.40 7.60 7.80

m/z  68.00   35.44%

7.00 7.20 7.40 7.60 7.80

m/z 134.00   33.24%

7.00 7.20 7.40 7.60 7.80

m/z  66.00   22.16%

7.00 7.20 7.40 7.60 7.80

m/z  96.00   14.25%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003479.D                                          
  Acq On    : 09 Nov 2018  19:21
  Operator  : MJ/SJ
  Sample    : J5860-07
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.10    2.41 ng         147911   Phenanthrene-d10           17.23

 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 90
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 87
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 5 Oxalic acid, allyl octadecyl ester  382 C23H42O4       1000309-24-5 25

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

5000

m/z-->

Abundance Scan 2569 (18.098 min): BN003479.D (-2565) (-)
73.043.0

129.1
213.297.1

185.1157.1 256.2
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Abundance #107549: n-Hexadecanoic acid
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129.0

83.0
213.0 256.0157.0 185.0

110.040.0
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m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0
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0
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m/z-->

Abundance #72646: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

152.0

17.80 18.00 18.20 18.40

m/z  72.95  100.00%

17.80 18.00 18.20 18.40

m/z  43.00   81.76%

17.80 18.00 18.20 18.40

m/z  60.00   81.75%

17.80 18.00 18.20 18.40

m/z  55.00   66.90%

17.80 18.00 18.20 18.40

m/z  57.00   66.17%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003479.D                                          
  Acq On    : 09 Nov 2018  19:21
  Operator  : MJ/SJ
  Sample    : J5860-07
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heptafluorobutyric acid, pe...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.10    2.15 ng         122105   Chrysene-d12               21.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 93
 2 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 93
 3 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 93
 4 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 93
 5 1-Heneicosanol                      312 C21H44O        015594-90-8 93
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Abundance Scan 3079 (21.098 min): BN003479.D (-3075) (-)
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Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0

97.0

169.0
210.0138.0 255.0 406.026.0
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Abundance #194133: Dichloroacetic acid, heptadecyl ester
57.0

97.0

139.0 238.0180.026.0 295.0
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0

5000

m/z-->

Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0

97.0

140.0 182.0 255.0 306.026.0

20.80 21.00 21.20 21.40

m/z  57.10  100.00%

20.80 21.00 21.20 21.40

m/z  43.10   79.03%

20.80 21.00 21.20 21.40

m/z  55.00   73.43%

20.80 21.00 21.20 21.40

m/z  83.10   71.44%

20.80 21.00 21.20 21.40

m/z  97.10   67.08%

8270-BN102418.M Mon Nov 12 16:58:47 2018                                              Page: 7

Instrument :
BNA_N
ClientSampleId :
EP2-SB-107(14-16)



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003479.D                                          
  Acq On    : 09 Nov 2018  19:21
  Operator  : MJ/SJ
  Sample    : J5860-07
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.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...   3.03     4.6 ng     116125  1   7.85  509846  20.0
2-Pentanone, 4-hy...   4.96     3.6 ng      92168  1   7.85  509846  20.0
unknown7.38            7.38   113.0 ng    2880960  1   7.85  509846  20.0
n-Hexadecanoic acid   18.10     2.4 ng     147911  4  17.23 1228900  20.0
Heptafluorobutyri...  21.10     2.1 ng     122105  5  21.40 1133420  20.0
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