
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111518\
  Data File : BG038019.D                                          
  Acq On    : 15 Nov 2018  15:04
  Operator  : JU/SJ
  Sample    : J5950-04
  Misc      :  
  ALS Vial  : 5   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-BG111318.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   3.752    76   79   87 rBV    36040     63528   1.77%   0.304%
  2   5.168   314  320  327 rBV    53329     87981   2.46%   0.421%
  3   5.627   391  398  410 rBV   999123   1675952  46.79%   8.022%
  4   7.236   663  672  684 rBV  1062181   1994957  55.69%   9.549%
  5   7.612   728  736  744 rBV  1009610   1766422  49.31%   8.455%
 
  6   8.088   809  817  830 rBV   156399    283987   7.93%   1.359%
  7   8.406   864  871  880 rVB   689313   1273751  35.56%   6.097%
  8   9.263  1009 1017 1027 rBV   642979   1185724  33.10%   5.675%
  9  10.903  1289 1296 1306 rBV   219611    418295  11.68%   2.002%
 10  13.341  1703 1711 1725 rBV  1698178   2619578  73.13%  12.539%
 
 11  14.164  1844 1851 1857 rBV   142163    213454   5.96%   1.022%
 12  14.722  1939 1946 1955 rVB2  366564    617933  17.25%   2.958%
 13  16.208  2192 2199 2213 rBV3 1312685   2083874  58.17%   9.974%
 14  17.466  2406 2413 2420 rBV2  484458    754941  21.08%   3.614%
 15  18.323  2554 2559 2570 rBV2  105915    178094   4.97%   0.852%
 
 16  19.593  2770 2775 2782 rBV2   44131     80085   2.24%   0.383%
 17  20.068  2849 2856 2863 rBV  2682308   3582112 100.00%  17.146%
 18  20.732  2963 2969 2975 rBV    43332     68441   1.91%   0.328%
 19  21.749  3135 3142 3149 rBV2  466970    797536  22.26%   3.817%
 20  22.513  3266 3272 3277 rBV3   24525     44905   1.25%   0.215%
 
 21  23.218  3386 3392 3399 rVB3   36706     67978   1.90%   0.325%
 22  24.040  3526 3532 3543 rVB4   38236     87774   2.45%   0.420%
 23  25.068  3689 3707 3720 rVB2  268067    869840  24.28%   4.163%
 24  26.167  3883 3894 3905 rBV3   24116     75059   2.10%   0.359%
 
 
                        Sum of corrected areas:    20892201
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111518\
  Data File : BG038019.D                                          
  Acq On    : 15 Nov 2018  15:04
  Operator  : JU/SJ
  Sample    : J5950-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.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\BG111518\
  Data File : BG038019.D                                          
  Acq On    : 15 Nov 2018  15:04
  Operator  : JU/SJ
  Sample    : J5950-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  (S)-(+)-1,2-Propanediol         Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.75    4.47 ng          63528   1,4-Dichlorobenzene-d4      8.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (S)-(+)-1,2-Propanediol              76 C3H8O2         004254-15-3 64
 2 Propylene Glycol                     76 C3H8O2         000057-55-6 43
 3 R-(-)-1,2-propanediol                76 C3H8O2         004254-14-2 43
 4 Propanoic acid, 2-hydroxy-, meth... 104 C4H8O3         002155-30-8 9 
 5 Formamide                            45 CH3NO          000075-12-7 7 

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

5000

m/z-->

Abundance Scan 79 (3.752 min): BG038019.D (-76) (-)
45.0

61.039.0 54.9

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

5000

m/z-->

Abundance #946: (S)-(+)-1,2-Propanediol
45.0

31.0 61.019.0 39.026.0 55.0 75.014.0

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

5000

m/z-->

Abundance #938: Propylene Glycol
45.0

29.0 61.019.0 39.0 55.0 76.014.0

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

5000

m/z-->

Abundance #944: R-(-)-1,2-propanediol
45.0

29.0
19.0 61.014.0 39.0 76.055.0

3.40 3.60 3.80 4.00

m/z  44.95  100.00%

3.40 3.60 3.80 4.00

m/z  43.00   16.92%

3.40 3.60 3.80 4.00

m/z  44.00    5.46%

3.40 3.60 3.80 4.00

m/z  61.00    5.35%

3.40 3.60 3.80 4.00

m/z  46.00    3.31%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111518\
  Data File : BG038019.D                                          
  Acq On    : 15 Nov 2018  15:04
  Operator  : JU/SJ
  Sample    : J5950-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.17    6.20 ng          87981   1,4-Dichlorobenzene-d4      8.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 Butanoic acid, 4-amino-3-hydroxy... 119 C4H9NO3        000924-49-2 9 
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 320 (5.168 min): BG038019.D (-314) (-)
43.0

59.0

101.0
83.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

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

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 83.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   56.92%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   16.65%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   16.58%

4.80 5.00 5.20 5.40 5.60

m/z  41.00    9.16%

8270-BG111318.M Fri Nov 16 10:20:58 2018                                              Page: 4



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111518\
  Data File : BG038019.D                                          
  Acq On    : 15 Nov 2018  15:04
  Operator  : JU/SJ
  Sample    : J5950-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.61                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.61  124.40 ng        1766420   1,4-Dichlorobenzene-d4      8.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 1,2,4-Trifluorobenzene              132 C6H3F3         000367-23-7 9 
 5 Xenon                               132 Xe             007440-63-3 9 

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 736 (7.612 min): BG038019.D (-728) (-)
131.9

68.0

96.040.0 54.0
114.981.1

40 60 80 100 120 140 160 180

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

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

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

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   44.21%

7.20 7.40 7.60 7.80 8.00

m/z 133.90   33.16%

7.20 7.40 7.60 7.80 8.00

m/z  66.00   30.38%

7.20 7.40 7.60 7.80 8.00

m/z  69.00   17.21%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111518\
  Data File : BG038019.D                                          
  Acq On    : 15 Nov 2018  15:04
  Operator  : JU/SJ
  Sample    : J5950-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.32    4.72 ng         178094   Phenanthrene-d10           17.47

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 91
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 62
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 59
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 47

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

5000

m/z-->

Abundance Scan 2558 (18.318 min): BG038019.D (-2554) (-)
73.043.0

129.0
97.0 213.1

171.1 256.0
194.0

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0

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

5000

m/z-->

Abundance #72647: Tridecanoic acid
73.0

43.0

129.0

171.0
214.097.0

152.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

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   92.51%

18.00 18.20 18.40 18.60

m/z  43.00   87.16%

18.00 18.20 18.40 18.60

m/z  57.00   80.31%

18.00 18.20 18.40 18.60

m/z  55.00   78.77%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111518\
  Data File : BG038019.D                                          
  Acq On    : 15 Nov 2018  15:04
  Operator  : JU/SJ
  Sample    : J5950-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octadecanoic acid               Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.59    2.12 ng          80085   Phenanthrene-d10           17.47

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 92
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 64
 3 n-Decanoic acid                     172 C10H20O2       000334-48-5 53
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 53
 5 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 52

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

5000

m/z-->

Abundance Scan 2775 (19.593 min): BG038019.D (-2770) (-)
73.043.0

129.0
97.0

241.1185.1
284.1213.1158.1

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

5000

m/z-->

Abundance #131261: Octadecanoic acid
73.043.0

129.0

97.0
185.0 241.0 284.0

207.0157.0

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

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

5000

m/z-->

Abundance #39470: n-Decanoic acid
60.0

129.029.0

87.0 172.0
150.0

19.20 19.40 19.60 19.80 20.00

m/z  73.00  100.00%

19.20 19.40 19.60 19.80 20.00

m/z  43.00   94.50%

19.20 19.40 19.60 19.80 20.00

m/z  60.00   84.09%

19.20 19.40 19.60 19.80 20.00

m/z  57.00   82.49%

19.20 19.40 19.60 19.80 20.00

m/z  55.00   66.26%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111518\
  Data File : BG038019.D                                          
  Acq On    : 15 Nov 2018  15:04
  Operator  : JU/SJ
  Sample    : J5950-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Octacosane                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.04    2.02 ng          87774   Perylene-d12               25.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 91
 2 Hentriacontane                      437 C31H64         000630-04-6 90
 3 Tetracosane                         338 C24H50         000646-31-1 87
 4 Hexacosane                          366 C26H54         000630-01-3 87
 5 Heneicosane                         296 C21H44         000629-94-7 83

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3532 (24.040 min): BG038019.D (-3526) (-)
57.0

99.0
141.0 220.9 282.9176.8

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.0 183.0 225.0 281.0 394.0337.025.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #223851: Hentriacontane
57.0

99.0
141.0 183.0 225.0 267.0 309.0 351.0 436.0393.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #175557: Tetracosane
57.0

99.0
141.0 183.0 338.0225.0 267.025.0

23.80 24.00 24.20 24.40

m/z  57.00  100.00%

23.80 24.00 24.20 24.40

m/z  43.00   62.77%

23.80 24.00 24.20 24.40

m/z  71.00   56.74%

23.80 24.00 24.20 24.40

m/z  84.95   44.11%

23.80 24.00 24.20 24.40

m/z  54.95   25.45%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111518\
  Data File : BG038019.D                                          
  Acq On    : 15 Nov 2018  15:04
  Operator  : JU/SJ
  Sample    : J5950-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.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|
----------------------------------------------------------------------------
(S)-(+)-1,2-Propa...   3.75     4.5 ng      63528  1   8.09  283987  20.0
2-Pentanone, 4-hy...   5.17     6.2 ng      87981  1   8.09  283987  20.0
unknown7.61            7.61   124.4 ng    1766420  1   8.09  283987  20.0
n-Hexadecanoic acid   18.32     4.7 ng     178094  4  17.47  754941  20.0
Octadecanoic acid     19.59     2.1 ng      80085  4  17.47  754941  20.0
Octacosane            24.04     2.0 ng      87774  6  25.07  869840  20.0
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