
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF120618\
  Data File : BF111138.D                                          
  Acq On    :  6 Dec 2018  15:08
  Operator  : JU/SJ
  Sample    : J6204-13
  Misc      :  
  ALS Vial  : 10   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-BF120518.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   5.022   490  499  505 rVB   563581    799935   5.76%   0.682%
  2   5.422   562  567  571 rBV  11072575  12446244  89.70%  10.606%
  3   6.439   733  740  744 rBV2 11495806  13875908 100.00%  11.824%
  4   6.575   758  763  766 rBV  12461282  12778717  92.09%  10.889%
  5   6.804   799  802  806 rVB  3360254   2707543  19.51%   2.307%
 
  6   6.963   825  829  832 rBV  10864236   9622651  69.35%   8.200%
  7   7.363   892  897  900 rBV  8088755   8537143  61.52%   7.275%
  8   8.086  1016 1020 1023 rBV  4343047   3521522  25.38%   3.001%
  9   9.169  1198 1204 1207 rBV  13378449  13269275  95.63%  11.307%
 10   9.551  1266 1269 1273 rBV   823578    729269   5.26%   0.621%
 
 11   9.839  1314 1318 1322 rVB2 4533898   3861813  27.83%   3.291%
 12  10.627  1447 1452 1455 rBV  9302258   8404187  60.57%   7.162%
 13  11.321  1566 1570 1573 rBV  4699499   3839225  27.67%   3.272%
 14  11.857  1655 1661 1673 rBV  1450175   1486050  10.71%   1.266%
 15  12.639  1791 1794 1807 rBV   511804    621166   4.48%   0.529%
 
 16  12.915  1835 1841 1844 rBV  11882762  12364396  89.11%  10.536%
 17  13.392  1914 1922 1926 rBV3   70263    150075   1.08%   0.128%
 18  13.815  1990 1994 2002 rBV   862833   1045720   7.54%   0.891%
 19  13.957  2014 2018 2021 rBV  3670472   3258832  23.49%   2.777%
 20  14.451  2099 2102 2113 rBV   380334    488575   3.52%   0.416%
 
 21  15.080  2206 2209 2212 rBV   202748    234186   1.69%   0.200%
 22  15.398  2257 2263 2268 rBV  2069831   2488257  17.93%   2.120%
 23  15.456  2269 2273 2277 rVB   118790    157992   1.14%   0.135%
 24  15.880  2341 2345 2349 rVB2  158683    224832   1.62%   0.192%
 25  15.927  2349 2353 2362 rBV5  113746    209630   1.51%   0.179%
 
 26  17.409  2600 2605 2616 rVB5   94067    227670   1.64%   0.194%
 
 
                        Sum of corrected areas:   117350813
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF120618\
  Data File : BF111138.D                                          
  Acq On    :  6 Dec 2018  15:08
  Operator  : JU/SJ
  Sample    : J6204-13
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518.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\BF120618\
  Data File : BF111138.D                                          
  Acq On    :  6 Dec 2018  15:08
  Operator  : JU/SJ
  Sample    : J6204-13
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518.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.
---------------------------------------------------------------------
  5.02    5.91 ng         799935   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 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 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 7 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 499 (5.022 min): BF111138.D (-490) (-)
43.0

59.1

101.1
83.0 206.9

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.0
83.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

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

59.0

101.0
15.0 83.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

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

101.0
15.0 84.060.0

4.60 4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   46.95%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   16.07%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   13.75%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    8.20%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF120618\
  Data File : BF111138.D                                          
  Acq On    :  6 Dec 2018  15:08
  Operator  : JU/SJ
  Sample    : J6204-13
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.57                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.57   94.39 ng       12778700   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 14
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 4 1,2,4-Trifluorobenzene              132 C6H3F3         000367-23-7 9 
 5 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 762 (6.569 min): BF111138.D (-758) (-)
132.0

68.1

96.140.0 54.0
115.081.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14770: Cyclopropanamine, 1-phenyl-
132.0

104.0

77.051.0

117.091.064.0
33.0

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

40 60 80 100 120 140 160 180
0

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

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   44.60%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   32.55%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   29.01%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   18.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF120618\
  Data File : BF111138.D                                          
  Acq On    :  6 Dec 2018  15:08
  Operator  : JU/SJ
  Sample    : J6204-13
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.86    7.74 ng        1486050   Phenanthrene-d10           11.32

 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 95
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 86
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 72

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 1662 (11.863 min): BF111138.D (-1655) (-)
43.0 73.0

129.1

213.2171.198.0 256.3
329.9

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

85.0
213.0 256.0157.0 185.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #72647: Tridecanoic acid
73.0

43.0

129.0

171.0
214.0

99.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

199.0 242.098.0 157.0
15.0

11.60 11.80 12.00 12.20

m/z  43.05  100.00%

11.60 11.80 12.00 12.20

m/z  72.95   89.46%

11.60 11.80 12.00 12.20

m/z  59.95   88.04%

11.60 11.80 12.00 12.20

m/z  57.10   79.71%

11.60 11.80 12.00 12.20

m/z  55.10   72.76%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF120618\
  Data File : BF111138.D                                          
  Acq On    :  6 Dec 2018  15:08
  Operator  : JU/SJ
  Sample    : J6204-13
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518.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               Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.64    3.24 ng         621166   Phenanthrene-d10           11.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 93
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 93
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 87
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 53
 5 N-Cyclooct-4-enylacetamide          167 C10H17NO       170952-69-9 25

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

5000

m/z-->

Abundance Scan 1794 (12.639 min): BF111138.D (-1791) (-)
43.0

73.0

129.1
97.0

185.2 241.2
284.4157.2 213.2

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

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
0

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
0

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

107.0

12.40 12.60 12.80 13.00

m/z  43.05  100.00%

12.40 12.60 12.80 13.00

m/z  57.05   75.05%

12.40 12.60 12.80 13.00

m/z  73.00   71.42%

12.40 12.60 12.80 13.00

m/z  59.95   68.23%

12.40 12.60 12.80 13.00

m/z  55.10   65.04%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF120618\
  Data File : BF111138.D                                          
  Acq On    :  6 Dec 2018  15:08
  Operator  : JU/SJ
  Sample    : J6204-13
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heptadecyl trifluoroacetate     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.82    6.42 ng        1045720   Chrysene-d12               13.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 94
 2 1-Docosene                          308 C22H44         001599-67-3 94
 3 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 4 n-Tetracosanol-1                    354 C24H50O        000506-51-4 93
 5 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 1995 (13.821 min): BF111138.D (-1990) (-)
57.1

83.0

111.2

139.1 207.1182.2 248.3

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
57.0

97.0

125.029.0
154.0 283.0238.0210.0182.0 334.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #151538: 1-Docosene
55.0

97.0

29.0
125.0

153.0 308.0181.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0 83.0

111.0

29.0
139.0 167.0 266.0196.0 294.0238.0

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.05   88.41%

13.60 13.80 14.00 14.20

m/z  55.05   71.54%

13.60 13.80 14.00 14.20

m/z  83.05   62.98%

13.60 13.80 14.00 14.20

m/z  97.10   59.51%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF120618\
  Data File : BF111138.D                                          
  Acq On    :  6 Dec 2018  15:08
  Operator  : JU/SJ
  Sample    : J6204-13
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Triacontyl trifluoroacetate     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.45    3.00 ng         488575   Chrysene-d12               13.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Triacontyl trifluoroacetate         534 C32H61F3O2     1000351-75-7 91
 2 Octacosyl trifluoroacetate          506 C30H57F3O2     1000351-74-9 91
 3 Heptacosyl pentafluoropropionate    542 C30H55F5O2     1000351-81-6 90
 4 Hexacosyl pentafluoropropionate     528 C29H53F5O2     1000351-81-2 90
 5 Tetracosyl heptafluorobutyrate      550 C28H49F7O2     1000351-83-7 90

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 2102 (14.451 min): BF111138.D (-2099) (-)
57.1

97.0

139.0 195.2 397.4267.1 341.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #238130: Triacontyl trifluoroacetate
57.0

97.0

139.0
465.0 516.0181.0 420.0222.0 264.0 306.0 348.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #235928: Octacosyl trifluoroacetate
57.0

97.0

139.0 437.0 488.0181.0 392.0222.0 264.0 306.0 348.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #238675: Heptacosyl pentafluoropropionate
57.0

97.0

139.0
378.0 524.0181.0 423.0222.0 264.0 306.0

14.20 14.40 14.60 14.80

m/z  57.10  100.00%

14.20 14.40 14.60 14.80

m/z  43.10   81.07%

14.20 14.40 14.60 14.80

m/z  55.10   63.37%

14.20 14.40 14.60 14.80

m/z  83.10   46.53%

14.20 14.40 14.60 14.80

m/z  71.05   45.83%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF120618\
  Data File : BF111138.D                                          
  Acq On    :  6 Dec 2018  15:08
  Operator  : JU/SJ
  Sample    : J6204-13
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518.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...   5.02     5.9 ng     799935  1   6.80 2707540  20.0
unknown6.57            6.57    94.4 ng   12778700  1   6.80 2707540  20.0
n-Hexadecanoic acid   11.86     7.7 ng    1486050  4  11.32 3839230  20.0
Octadecanoic acid     12.64     3.2 ng     621166  4  11.32 3839230  20.0
Heptadecyl triflu...  13.82     6.4 ng    1045720  5  13.96 3258830  20.0
Triacontyl triflu...  14.45     3.0 ng     488575  5  13.96 3258830  20.0
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