
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112619\
  Data File : BF118012.D                                          
  Acq On    : 26 Nov 2019  17:32
  Operator  : JU
  Sample    : K5948-02
  Misc      :  
  ALS Vial  : 15   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-BF111319.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   2.198    11   19   27 rVB   613947    801147  26.12%   2.969%
  2   5.110   509  514  525 rVB   434175    552187  18.01%   2.047%
  3   5.516   578  583  586 rBV  2585974   2400482  78.28%   8.897%
  4   6.522   749  754  757 rBV  2355935   2573064  83.90%   9.537%
  5   6.663   774  778  782 rBV  2786250   2674942  87.23%   9.915%
 
  6   6.892   814  817  821 rBV   862384    703297  22.93%   2.607%
  7   7.051   840  844  847 rBV  2385241   2051435  66.89%   7.604%
  8   7.457   908  913  916 rBV  1994724   1884711  61.46%   6.986%
  9   8.180  1032 1036 1040 rBV  1212023    997187  32.52%   3.696%
 10   9.263  1215 1220 1223 rBV  3710772   3066671 100.00%  11.366%
 
 11   9.651  1283 1286 1291 rBV   651378    516460  16.84%   1.914%
 12   9.945  1332 1336 1340 rBV  1317760   1028633  33.54%   3.813%
 13  10.321  1386 1400 1402 rBV5   20275     64044   2.09%   0.237%
 14  10.739  1467 1471 1474 rBV  2074379   1757258  57.30%   6.513%
 15  11.439  1586 1590 1593 rBV   993259    780477  25.45%   2.893%
 
 16  11.668  1626 1629 1636 rBV2   44447     60831   1.98%   0.225%
 17  11.957  1675 1678 1684 rBV   288609    310538  10.13%   1.151%
 18  12.392  1746 1752 1754 rBV7   19559     40136   1.31%   0.149%
 19  12.663  1795 1798 1801 rBV    37704     54621   1.78%   0.202%
 20  12.745  1809 1812 1816 rBV2  102505    108278   3.53%   0.401%
 
 21  12.833  1825 1827 1831 rBV4   24423     40346   1.32%   0.150%
 22  12.898  1834 1838 1842 rVV4   60925     75948   2.48%   0.281%
 23  13.027  1856 1860 1864 rBV  2816442   2581900  84.19%   9.570%
 24  13.251  1894 1898 1901 rBV6   36336     67128   2.19%   0.249%
 25  13.721  1975 1978 1979 rBV2   32606     37250   1.21%   0.138%
 
 26  13.933  2011 2014 2020 rVB3  138341    234208   7.64%   0.868%
 27  14.092  2037 2041 2048 rVB   670625    622469  20.30%   2.307%
 28  14.551  2117 2119 2122 rBV2   57055     44259   1.44%   0.164%
 29  14.851  2166 2170 2172 rBV   118151    157915   5.15%   0.585%
 30  15.221  2230 2233 2240 rVB    76713     88451   2.88%   0.328%
 
 31  15.598  2292 2297 2306 rBV   381658    603660  19.68%   2.237%
 
 
                        Sum of corrected areas:    26979933
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112619\
  Data File : BF118012.D                                          
  Acq On    : 26 Nov 2019  17:32
  Operator  : JU
  Sample    : K5948-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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\BF112619\
  Data File : BF118012.D                                          
  Acq On    : 26 Nov 2019  17:32
  Operator  : JU
  Sample    : K5948-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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.
---------------------------------------------------------------------
  2.20   22.78 ng         801147   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 39
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 23
 4 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 
 5 Borane, dimethoxy-                   74 C2H7BO2        004542-61-4 9 

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

5000

m/z-->

Abundance Scan 19 (2.198 min): BF118012.D (-11) (-)
73.0

43.0
87.155.0

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

5000

m/z-->

Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0

55.043.0
87.0

27.0
101.0

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

5000

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

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

5000

m/z-->

Abundance #4436: Pentane, 3-methoxy-
73.0

45.0

29.0 55.0 101.0

2.20 2.30 2.40 2.50 2.60

m/z  73.00  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  43.00   35.09%

2.20 2.30 2.40 2.50 2.60

m/z  87.10   26.27%

2.20 2.30 2.40 2.50 2.60

m/z  55.00   24.11%

2.20 2.30 2.40 2.50 2.60

m/z  71.10   11.19%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112619\
  Data File : BF118012.D                                          
  Acq On    : 26 Nov 2019  17:32
  Operator  : JU
  Sample    : K5948-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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.
---------------------------------------------------------------------
  5.11   15.70 ng         552187   1,4-Dichlorobenzene-d4      6.89

 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, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 17
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 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

5000

m/z-->

Abundance Scan 514 (5.110 min): BF118012.D (-509) (-)
43.0

59.0

101.0

83.0

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

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0

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

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

5000

m/z-->

Abundance #4035: 2,3-Butanedione, monooxime
43.0

101.0

15.0 58.028.0 84.069.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   60.47%

4.80 5.00 5.20 5.40

m/z 101.00   23.03%

4.80 5.00 5.20 5.40

m/z  58.00   15.45%

4.80 5.00 5.20 5.40

m/z  41.00    9.10%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112619\
  Data File : BF118012.D                                          
  Acq On    : 26 Nov 2019  17:32
  Operator  : JU
  Sample    : K5948-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.66                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.66   76.07 ng        2674940   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 3 Xenon                               132 Xe             007440-63-3 9 
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 778 (6.663 min): BF118012.D (-774) (-)
132.0

68.0

96.0
40.0 54.0 114.981.0

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

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 #14560: Xenon
132.0

66.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.00   39.38%

6.40 6.60 6.80 7.00

m/z 134.00   33.28%

6.40 6.60 6.80 7.00

m/z  66.00   26.27%

6.40 6.60 6.80 7.00

m/z  69.00   16.67%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112619\
  Data File : BF118012.D                                          
  Acq On    : 26 Nov 2019  17:32
  Operator  : JU
  Sample    : K5948-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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.
---------------------------------------------------------------------
 11.96    7.96 ng         310538   Phenanthrene-d10           11.44

 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 90
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 70

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

5000

m/z-->

Abundance Scan 1679 (11.963 min): BF118012.D (-1675) (-)
73.0

43.0

129.1

213.297.0 171.1 256.2
152.0 193.1

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 #72646: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

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

11.60 11.80 12.00 12.20

m/z  73.00  100.00%

11.60 11.80 12.00 12.20

m/z  59.95   76.36%

11.60 11.80 12.00 12.20

m/z  43.00   74.73%

11.60 11.80 12.00 12.20

m/z  41.00   63.57%

11.60 11.80 12.00 12.20

m/z  57.00   61.33%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112619\
  Data File : BF118012.D                                          
  Acq On    : 26 Nov 2019  17:32
  Operator  : JU
  Sample    : K5948-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.74    2.77 ng         108278   Phenanthrene-d10           11.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 93
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 64
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 52

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

5000

m/z-->

Abundance Scan 1811 (12.739 min): BF118012.D (-1809) (-)
43.0

73.0

129.0
99.0 185.0 241.2157.0 284.2207.0

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 #84452: Tetradecanoic acid
73.0

43.0

129.0

185.0
97.0 228.0

157.015.0

12.40 12.60 12.80 13.00

m/z  43.00  100.00%

12.40 12.60 12.80 13.00

m/z  59.95   80.16%

12.40 12.60 12.80 13.00

m/z  57.05   79.71%

12.40 12.60 12.80 13.00

m/z  73.00   78.96%

12.40 12.60 12.80 13.00

m/z  55.00   56.47%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112619\
  Data File : BF118012.D                                          
  Acq On    : 26 Nov 2019  17:32
  Operator  : JU
  Sample    : K5948-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown12.90                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.90    2.44 ng          75948   Chrysene-d12               14.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane, 9-octyl-                  394 C28H58         013475-77-9 12
 2 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54         055282-12-7 12
 3 Acetic acid, 1-cyano-1-(1-cyclop... 193 C10H11NO3      1000156-29-2 11
 4 1,2,5-Triazole, 1-(3-propenyl)-3... 213 C6H7N5O4       311314-76-8 10
 5 Dioctyl disulphide                  290 C16H34S2       000822-27-5 10

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1838 (12.898 min): BF118012.D (-1834) (-)
57.0

275.2
202.0

95.0
136.1166.0

231.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #209567: Eicosane, 9-octyl-
43.0

85.0

281.0
238.0127.0 169.0198.0 310.0 352.0 392.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194511: Octadecane, 3-ethyl-5-(2-ethylbutyl)-
43.0

85.0

281.0183.0127.0
225.0 337.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #55196: Acetic acid, 1-cyano-1-(1-cyclopenten-3-one-1-yl)-...
29.0

65.0 121.0
193.0

164.0

12.60 12.80 13.00 13.20

m/z  57.05  100.00%

12.60 12.80 13.00 13.20

m/z  43.00   94.31%

12.60 12.80 13.00 13.20

m/z  71.05   81.22%

12.60 12.80 13.00 13.20

m/z  41.05   64.12%

12.60 12.80 13.00 13.20

m/z 275.20   55.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112619\
  Data File : BF118012.D                                          
  Acq On    : 26 Nov 2019  17:32
  Operator  : JU
  Sample    : K5948-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown13.25                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.25    2.16 ng          67128   Chrysene-d12               14.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-(2-Bicyclo[2.2.1]hept-5-en-2-y... 283 C17H17NO3      1000300-35-9 32
 2 N,N'-Trimethylenebis[s-3-aminopr... 382 C9H22N2O6S4    035871-60-4 25
 3 4-(2,4-Dioxo-1,2,3,4-tetrahydro-... 273 C13H11N3O4     1000300-05-4 22
 4 4,7-Methano-1H-indene, 2,3,3a,4,... 134 C10H14         019398-83-5 22
 5 4,7-Methanoindene, 3a,4,5,6,7,7a... 134 C10H14         002825-86-7 22

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

5000

m/z-->

Abundance Scan 1898 (13.251 min): BF118012.D (-1894) (-)
57.0

83.0
111.1 303.1154.0178.1 221.1 252.1 326.1277.2

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

5000

m/z-->

Abundance #130136: 3-(2-Bicyclo[2.2.1]hept-5-en-2-yl-2-oxo-ethyl)-3-...
55.0

148.0

120.092.0
172.0

200.0
283.0223.0247.0

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

5000

m/z-->

Abundance #203745: N,N'-Trimethylenebis[s-3-aminopropylthiosulfuric ...
64.0

41.0

159.0
97.0

191.0130.0 221.0 253.0 285.0

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

5000

m/z-->

Abundance #121606: 4-(2,4-Dioxo-1,2,3,4-tetrahydro-pyrimidin-5-yl)-4...
43.0 66.0

208.0

91.0

273.0
164.0136.0 250.0

13.00 13.20 13.40 13.60

m/z  57.00  100.00%

13.00 13.20 13.40 13.60

m/z  65.90   83.53%

13.00 13.20 13.40 13.60

m/z  63.90   76.51%

13.00 13.20 13.40 13.60

m/z  55.00   75.41%

13.00 13.20 13.40 13.60

m/z  43.10   71.47%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112619\
  Data File : BF118012.D                                          
  Acq On    : 26 Nov 2019  17:32
  Operator  : JU
  Sample    : K5948-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Heptadecyl heptafluorobutyrate  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.93    7.53 ng         234208   Chrysene-d12               14.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 94
 2 Cyclotetracosane                    336 C24H48         000297-03-0 93
 3 9-Eicosene, (E)-                    280 C20H40         074685-29-3 93
 4 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 93
 5 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 93

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2013 (13.927 min): BF118012.D (-2011) (-)
57.0

97.0

125.1
153.9 302.1271.2216.1244.0 330.0 369.1183.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #227401: Heptadecyl heptafluorobutyrate
57.0

97.0

125.029.0 238.0169.0 210.0 283.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #174179: Cyclotetracosane
43.0

83.0

111.0

139.0 336.0167.0196.0224.0 308.0251.0279.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #127770: 9-Eicosene, (E)-
57.0

97.0

29.0

125.0
280.0153.0181.0 252.0209.0

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  43.05   78.39%

13.60 13.80 14.00 14.20

m/z  83.10   73.49%

13.60 13.80 14.00 14.20

m/z  55.00   64.48%

13.60 13.80 14.00 14.20

m/z  69.00   63.13%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112619\
  Data File : BF118012.D                                          
  Acq On    : 26 Nov 2019  17:32
  Operator  : JU
  Sample    : K5948-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  13-Docosenamide, (Z)-           Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.85    5.23 ng         157915   Perylene-d12               15.60

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 13-Docosenamide, (Z)-               337 C22H43NO       000112-84-5 93
 2 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 86
 3 Tetradecanamide                     227 C14H29NO       000638-58-4 50
 4 Octadecanamide                      283 C18H37NO       000124-26-5 43
 5 Dodecanamide                        199 C12H25NO       001120-16-7 35

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2170 (14.851 min): BF118012.D (-2166) (-)
59.0

97.0 126.0
337.2285.0212.1163.0 386.2242.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #174697: 13-Docosenamide, (Z)-
59.0

137.0
97.0

337.0294.0193.0 240.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #128443: 9-Octadecenamide, (Z)-
59.0

281.029.0 114.0 154.0184.0 220.0 252.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #83610: Tetradecanamide
59.0

227.097.0 128.029.0 184.0

14.60 14.80 15.00 15.20

m/z  59.00  100.00%

14.60 14.80 15.00 15.20

m/z  72.00   74.02%

14.60 14.80 15.00 15.20

m/z  55.00   55.46%

14.60 14.80 15.00 15.20

m/z  43.10   42.37%

14.60 14.80 15.00 15.20

m/z  41.00   32.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112619\
  Data File : BF118012.D                                          
  Acq On    : 26 Nov 2019  17:32
  Operator  : JU
  Sample    : K5948-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Pentacosane                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.22    2.93 ng          88451   Perylene-d12               15.60

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentacosane                         352 C25H52         000629-99-2 97
 2 Heneicosane                         296 C21H44         000629-94-7 93
 3 Docosane, 11-decyl-                 451 C32H66         055401-55-3 86
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 86
 5 Hexacosane                          366 C26H54         000630-01-3 86

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2233 (15.221 min): BF118012.D (-2230) (-)
57.0

99.1
141.1 218.9 315.0 350.1284.0 389.2183.1 252.1

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #185533: Pentacosane
57.0

99.0
141.0 183.0 225.0 352.0267.027.0 309.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.027.0 183.0 296.0225.0 266.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #227195: Docosane, 11-decyl-
57.0

99.0
309.0141.0 183.0 225.0 267.0 350.0380.0

15.00 15.20 15.40 15.60

m/z  57.00  100.00%

15.00 15.20 15.40 15.60

m/z  71.05   72.48%

15.00 15.20 15.40 15.60

m/z  43.00   62.94%

15.00 15.20 15.40 15.60

m/z  85.10   53.51%

15.00 15.20 15.40 15.60

m/z  99.10   18.63%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112619\
  Data File : BF118012.D                                          
  Acq On    : 26 Nov 2019  17:32
  Operator  : JU
  Sample    : K5948-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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...   2.20    22.8 ng     801147  1   6.89  703297  20.0
2-Pentanone, 4-hy...   5.11    15.7 ng     552187  1   6.89  703297  20.0
unknown6.66            6.66    76.1 ng    2674940  1   6.89  703297  20.0
n-Hexadecanoic acid   11.96     8.0 ng     310538  4  11.44  780477  20.0
Octadecanoic acid     12.74     2.8 ng     108278  4  11.44  780477  20.0
unknown12.90          12.90     2.4 ng      75948  5  14.09  622469  20.0
unknown13.25          13.25     2.2 ng      67128  5  14.09  622469  20.0
Heptadecyl heptaf...  13.93     7.5 ng     234208  5  14.09  622469  20.0
13-Docosenamide, ...  14.85     5.2 ng     157915  6  15.60  603660  20.0
Pentacosane           15.22     2.9 ng      88451  6  15.60  603660  20.0
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