
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
  Data File : BF108833.D                                          
  Acq On    :  6 Sep 2018  19:47
  Operator  : JU/SJ
  Sample    : J4803-06
  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_F\METHODS\8270-BF090518.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   4.931   437  441  449 rVB   152122    185563   3.70%   0.397%
  2   5.349   506  512  515 rBV  3907695   4077476  81.24%   8.726%
  3   6.366   680  685  688 rBV  4245344   4368916  87.04%   9.350%
  4   6.501   704  708  712 rBV  4494690   4299876  85.67%   9.202%
  5   6.566   717  719  721 rBV    79522     61940   1.23%   0.133%
 
  6   6.737   744  748  751 rBV  2176813   1740634  34.68%   3.725%
  7   6.890   770  774  778 rBV  3562947   3384739  67.44%   7.243%
  8   7.295   837  843  846 rBV  2935403   2775846  55.30%   5.940%
  9   8.019   961  966  969 rBV  2522343   2278575  45.40%   4.876%
 10   9.095  1144 1149 1152 rBV  5293163   5019197 100.00%  10.741%
 
 11   9.484  1211 1215 1218 rBV  1634006   1229236  24.49%   2.631%
 12   9.766  1259 1263 1267 rBV2 2913705   2502073  49.85%   5.354%
 13  10.548  1391 1396 1399 rBV  3100511   2725009  54.29%   5.832%
 14  11.242  1510 1514 1517 rBV  2719341   2283060  45.49%   4.886%
 15  11.783  1601 1606 1609 rBV2  213997    249215   4.97%   0.533%
 
 16  12.442  1715 1718 1723 rVB   112849     98611   1.96%   0.211%
 17  12.566  1735 1739 1743 rBV2   45501     65917   1.31%   0.141%
 18  12.672  1752 1757 1760 rBV   108534    110328   2.20%   0.236%
 19  12.825  1779 1783 1786 rBV  4351620   3722645  74.17%   7.967%
 20  13.736  1935 1938 1947 rBV   532426    658618  13.12%   1.409%
 
 21  13.866  1956 1960 1963 rBV  2115087   1892185  37.70%   4.049%
 22  14.654  2092 2094 2098 rVB   100878     91844   1.83%   0.197%
 23  14.724  2104 2106 2111 rVB    89527     82078   1.64%   0.176%
 24  14.971  2145 2148 2152 rBV   133573    141509   2.82%   0.303%
 25  15.271  2194 2199 2206 rBV  1736796   1963615  39.12%   4.202%
 
 26  15.330  2206 2209 2216 rVB   135277    179355   3.57%   0.384%
 27  15.736  2275 2278 2284 rVB   136253    178449   3.56%   0.382%
 28  15.801  2285 2289 2295 rVV4   71844    137227   2.73%   0.294%
 29  16.207  2355 2358 2362 rBV    83048    131147   2.61%   0.281%
 30  16.760  2449 2452 2459 rVB3   54523     93673   1.87%   0.200%
 
 
 
                        Sum of corrected areas:    46728556
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
  Data File : BF108833.D                                          
  Acq On    :  6 Sep 2018  19:47
  Operator  : JU/SJ
  Sample    : J4803-06
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.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_F\DATA\BF090618\
  Data File : BF108833.D                                          
  Acq On    :  6 Sep 2018  19:47
  Operator  : JU/SJ
  Sample    : J4803-06
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.93    2.13 ng         185563   1,4-Dichlorobenzene-d4      6.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 441 (4.931 min): BF108833.D (-437) (-)
43.0

59.0

101.0

83.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.070.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

41.0

126.073.0 142.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

101.0
58.015.0 31.0 86.069.0

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   53.03%

4.60 4.80 5.00 5.20

m/z 101.00   19.45%

4.60 4.80 5.00 5.20

m/z  58.00   16.16%

4.60 4.80 5.00 5.20

m/z  41.00    8.22%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
  Data File : BF108833.D                                          
  Acq On    :  6 Sep 2018  19:47
  Operator  : JU/SJ
  Sample    : J4803-06
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.50                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.50   49.41 ng        4299880   1,4-Dichlorobenzene-d4      6.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
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0

5000

m/z-->

Abundance Scan 708 (6.501 min): BF108833.D (-704) (-)
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96.140.0
115.1
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
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m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0
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0

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.05   45.35%

6.20 6.40 6.60 6.80

m/z 134.00   32.89%

6.20 6.40 6.60 6.80

m/z  66.10   28.80%

6.20 6.40 6.60 6.80

m/z  69.05   18.33%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
  Data File : BF108833.D                                          
  Acq On    :  6 Sep 2018  19:47
  Operator  : JU/SJ
  Sample    : J4803-06
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.78    2.18 ng         249215   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 94
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 5 Decanoic acid, silver(1+) salt      278 C10H19AgO2     013126-67-5 52

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

5000

m/z-->

Abundance Scan 1605 (11.778 min): BF108833.D (-1601) (-)
73.043.1

129.1
97.1 213.2157.1 185.1 256.2

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

41.0
129.0

83.0
213.0 256.0157.0 185.0

102.0
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Abundance #72647: Tridecanoic acid
73.0

43.0

129.0

171.0
214.097.0

152.0
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0
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m/z-->

Abundance #95855: Pentadecanoic acid
73.043.0

129.0

242.0199.097.0
157.0

180.0

11.40 11.60 11.80 12.00

m/z  73.00  100.00%

11.40 11.60 11.80 12.00

m/z  43.10   89.58%

11.40 11.60 11.80 12.00

m/z  60.00   84.49%

11.40 11.60 11.80 12.00

m/z  57.10   65.55%

11.40 11.60 11.80 12.00

m/z  41.10   62.26%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
  Data File : BF108833.D                                          
  Acq On    :  6 Sep 2018  19:47
  Operator  : JU/SJ
  Sample    : J4803-06
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Heptacosanol                  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.74    6.96 ng         658618   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heptacosanol                      396 C27H56O        002004-39-9 93
 2 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 3 Behenic alcohol                     326 C22H46O        000661-19-8 91
 4 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91
 5 Cyclopentadecane                    210 C15H30         000295-48-7 90

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1939 (13.742 min): BF108833.D (-1935) (-)
83.143.0

125.1
154.1 195.1 253.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #210517: 1-Heptacosanol
57.0 97.0

139.0
168.027.0 378.0209.0238.0 278.0308.0 348.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #127771: 3-Eicosene, (E)-
57.0

97.0

27.0 126.0 280.0167.0196.0224.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #166292: Behenic alcohol
83.0

43.0

111.0

140.0 280.0182.0 224.0 309.0

13.40 13.60 13.80 14.00

m/z  83.10  100.00%

13.40 13.60 13.80 14.00

m/z  57.10   99.22%

13.40 13.60 13.80 14.00

m/z  43.05   92.68%

13.40 13.60 13.80 14.00

m/z  55.05   91.12%

13.40 13.60 13.80 14.00

m/z  97.05   89.49%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
  Data File : BF108833.D                                          
  Acq On    :  6 Sep 2018  19:47
  Operator  : JU/SJ
  Sample    : J4803-06
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.93     2.1 ng     185563  1   6.74 1740630  20.0
unknown6.50            6.50    49.4 ng    4299880  1   6.74 1740630  20.0
n-Hexadecanoic acid   11.78     2.2 ng     249215  4  11.24 2283060  20.0
1-Heptacosanol        13.74     7.0 ng     658618  5  13.87 1892190  20.0
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