
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102919\
  Data File : BF117589.D                                          
  Acq On    : 29 Oct 2019  14:31
  Operator  : JU
  Sample    : K5503-17
  Misc      :  
  ALS Vial  : 12   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-BF101819.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   4.945   483  486  497 rBV    13794     21885   2.10%   0.282%
  2   5.357   553  556  580 rBV   754108    960969  92.06%  12.402%
  3   6.386   727  731  747 rBV   910287   1026435  98.34%  13.247%
  4   6.504   747  751  760 rVV  1089985   1043806 100.00%  13.471%
  5   6.728   786  789  800 rVB   255873    229562  21.99%   2.963%
 
  6   6.881   812  815  832 rBV   797164    729634  69.90%   9.417%
  7   7.292   882  885  897 rBV   499468    562297  53.87%   7.257%
  8   8.010  1004 1007 1028 rBV   222864    268009  25.68%   3.459%
  9   9.080  1185 1189 1206 rBV   853343    827790  79.30%  10.684%
 10   9.480  1254 1257 1267 rBV    52814     58107   5.57%   0.750%
 
 11   9.763  1301 1305 1319 rBB   235561    246183  23.59%   3.177%
 12  10.557  1436 1440 1456 rBV   307954    353064  33.82%   4.557%
 13  11.251  1554 1558 1567 rBV   179563    190339  18.24%   2.457%
 14  11.774  1645 1647 1656 rBV    20643     25522   2.45%   0.329%
 15  12.827  1822 1826 1830 rBV   636637    540675  51.80%   6.978%
 
 16  13.733  1976 1980 1990 rBV2   46607     87034   8.34%   1.123%
 17  13.892  2003 2007 2017 rBV   198367    213491  20.45%   2.755%
 18  14.345  2079 2084 2087 rBV4   15785     19938   1.91%   0.257%
 19  14.645  2132 2135 2140 rVB    22331     20643   1.98%   0.266%
 20  14.715  2143 2147 2150 rVV    45292     44805   4.29%   0.578%
 
 21  14.957  2185 2188 2191 rVB    28238     29676   2.84%   0.383%
 22  15.333  2245 2252 2259 rVB   123718    186286  17.85%   2.404%
 23  15.427  2265 2268 2273 rVB6   11354     14855   1.42%   0.192%
 24  15.721  2314 2318 2324 rVB    18719     26991   2.59%   0.348%
 25  16.351  2422 2425 2433 rVB6   11705     20265   1.94%   0.262%
 
 
 
                        Sum of corrected areas:     7748261
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102919\
  Data File : BF117589.D                                          
  Acq On    : 29 Oct 2019  14:31
  Operator  : JU
  Sample    : K5503-17
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.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\BF102919\
  Data File : BF117589.D                                          
  Acq On    : 29 Oct 2019  14:31
  Operator  : JU
  Sample    : K5503-17
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.50   90.94 ng        1043810   1,4-Dichlorobenzene-d4      6.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
 5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 750 (6.498 min): BF117589.D (-747) (-)
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Abundance #52379: Tranylcypromine-propionyl
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
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6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.00   47.07%

6.20 6.40 6.60 6.80

m/z 134.00   31.48%

6.20 6.40 6.60 6.80

m/z  66.00   30.36%

6.20 6.40 6.60 6.80

m/z  69.05   20.41%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102919\
  Data File : BF117589.D                                          
  Acq On    : 29 Oct 2019  14:31
  Operator  : JU
  Sample    : K5503-17
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Dodecanoic acid                 Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.77    2.68 ng          25522   Phenanthrene-d10           11.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecanoic acid                     200 C12H24O2       000143-07-7 59
 2 n-Decanoic acid                     172 C10H20O2       000334-48-5 59
 3 Undecanoic acid                     186 C11H22O2       000112-37-8 50
 4 Butyraldehyde, semicarbazone        129 C5H11N3O       013183-21-6 43
 5 1-Decanol, 2-hexyl-                 242 C16H34O        002425-77-6 27

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1646 (11.768 min): BF117589.D (-1645) (-)
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Abundance #61122: Dodecanoic acid
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Abundance #39474: n-Decanoic acid
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m/z-->

Abundance #50052: Undecanoic acid
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11.40 11.60 11.80 12.00

m/z  73.00  100.00%

11.40 11.60 11.80 12.00

m/z  55.00   79.01%

11.40 11.60 11.80 12.00

m/z  60.00   78.50%

11.40 11.60 11.80 12.00

m/z  43.00   73.86%

11.40 11.60 11.80 12.00

m/z  57.00   72.01%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102919\
  Data File : BF117589.D                                          
  Acq On    : 29 Oct 2019  14:31
  Operator  : JU
  Sample    : K5503-17
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  1-Hexacosanol                   Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.73    8.15 ng          87034   Chrysene-d12               13.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexacosanol                       382 C26H54O        000506-52-5 87
 2 n-Tetracosanol-1                    354 C24H50O        000506-51-4 87
 3 17-Pentatriacontene                 491 C35H70         006971-40-0 78
 4 1-Eicosanol                         298 C20H42O        000629-96-9 68
 5 3-Eicosene, (E)-                    280 C20H40         074685-33-9 58
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0
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m/z-->

Abundance Scan 1979 (13.727 min): BF117589.D (-1976) (-)
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Abundance #203698: 1-Hexacosanol
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Abundance #186969: n-Tetracosanol-1
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m/z-->

Abundance #234187: 17-Pentatriacontene
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13.40 13.60 13.80 14.00

m/z  83.05  100.00%

13.40 13.60 13.80 14.00

m/z  57.00   82.35%

13.40 13.60 13.80 14.00

m/z  97.10   80.13%

13.40 13.60 13.80 14.00

m/z  55.00   79.08%

13.40 13.60 13.80 14.00

m/z  43.00   70.25%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102919\
  Data File : BF117589.D                                          
  Acq On    : 29 Oct 2019  14:31
  Operator  : JU
  Sample    : K5503-17
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Tricosane                       Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.64    2.22 ng          20643   Perylene-d12               15.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tricosane                           324 C23H48         000638-67-5 64
 2 Tetracosane                         338 C24H50         000646-31-1 59
 3 2-Bromo dodecane                    248 C12H25Br       013187-99-0 53
 4 Sulfurous acid, butyl tetradecyl... 334 C18H38O3S      1000309-18-1 53
 5 Heneicosane                         296 C21H44         000629-94-7 53

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 2134 (14.639 min): BF117589.D (-2132) (-)
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5000

m/z-->

Abundance #164579: Tricosane
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5000

m/z-->

Abundance #175555: Tetracosane
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0

5000

m/z-->

Abundance #100330: 2-Bromo dodecane
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29 169113
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14.40 14.60 14.80 15.00

m/z  57.10  100.00%

14.40 14.60 14.80 15.00

m/z  71.10   75.37%

14.40 14.60 14.80 15.00

m/z  85.05   62.50%

14.40 14.60 14.80 15.00

m/z  43.00   47.07%

14.40 14.60 14.80 15.00

m/z  41.00   27.86%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102919\
  Data File : BF117589.D                                          
  Acq On    : 29 Oct 2019  14:31
  Operator  : JU
  Sample    : K5503-17
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Docosa-2,6,10,14,18-pentaen...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.72    4.81 ng          44805   Perylene-d12               15.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H44O        1000163-04-7 80
 2 Supraene                            410 C30H50         007683-64-9 74
 3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H28O        066408-55-7 64
 4 Squalene                            410 C30H50         000111-02-4 64
 5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H26O        004602-84-0 53
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m/z-->

Abundance Scan 2148 (14.721 min): BF117589.D (-2143) (-)
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Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
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Abundance #215928: Supraene
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0

5000

m/z-->

Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69

41

13693
248161 205115

14.40 14.60 14.80 15.00

m/z  69.10  100.00%

14.40 14.60 14.80 15.00

m/z  81.10   48.58%

14.40 14.60 14.80 15.00

m/z  41.00   27.91%

14.40 14.60 14.80 15.00

m/z 149.00   20.87%

14.40 14.60 14.80 15.00

m/z  95.00   20.42%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102919\
  Data File : BF117589.D                                          
  Acq On    : 29 Oct 2019  14:31
  Operator  : JU
  Sample    : K5503-17
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Tridecane, 1-iodo-              Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.96    3.19 ng          29676   Perylene-d12               15.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 59
 2 10-Methylnonadecane                 282 C20H42         056862-62-5 59
 3 Tetracosane                         338 C24H50         000646-31-1 53
 4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H30O3S      1000309-19-0 53
 5 Hentriacontane                      437 C31H64         000630-04-6 53

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 2189 (14.962 min): BF117589.D (-2185) (-)
57

85

41 113 141 183 203 221
163

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #152416: Tridecane, 1-iodo-
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0

5000

m/z-->

Abundance #129494: 10-Methylnonadecane
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41
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113 267

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #175555: Tetracosane
57

85

41 113 141 169 197 225 338253 281 309

14.60 14.80 15.00 15.20

m/z  57.00  100.00%

14.60 14.80 15.00 15.20

m/z  71.05   85.53%

14.60 14.80 15.00 15.20

m/z  85.05   65.38%

14.60 14.80 15.00 15.20

m/z  43.00   60.66%

14.60 14.80 15.00 15.20

m/z  83.05   27.69%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102919\
  Data File : BF117589.D                                          
  Acq On    : 29 Oct 2019  14:31
  Operator  : JU
  Sample    : K5503-17
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Pentadecane, 2,6,10-trimethyl-  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.72    2.90 ng          26991   Perylene-d12               15.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane, 2,6,10-trimethyl-      254 C18H38         003892-00-0 59
 2 Octadecane, 1-iodo-                 380 C18H37I        000629-93-6 50
 3 Decane, 2,3,7-trimethyl-            184 C13H28         062238-13-5 47
 4 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 47
 5 Nonadecane, 2-methyl-               282 C20H42         001560-86-7 45

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

5000

m/z-->

Abundance Scan 2318 (15.721 min): BF117589.D (-2314) (-)
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5000

m/z-->

Abundance #105904: Pentadecane, 2,6,10-trimethyl-
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Abundance #202264: Octadecane, 1-iodo-
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5000

m/z-->

Abundance #48887: Decane, 2,3,7-trimethyl-
43 57

71

85

14129 99
113

15.40 15.60 15.80 16.00

m/z  57.05  100.00%

15.40 15.60 15.80 16.00

m/z  71.00   71.98%

15.40 15.60 15.80 16.00

m/z  85.00   58.84%

15.40 15.60 15.80 16.00

m/z  43.10   52.46%

15.40 15.60 15.80 16.00

m/z  99.10   35.16%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102919\
  Data File : BF117589.D                                          
  Acq On    : 29 Oct 2019  14:31
  Operator  : JU
  Sample    : K5503-17
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown16.35                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.35    2.18 ng          20265   Perylene-d12               15.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN3O       051306-43-5 35
 2 (7a-Isopropenyl-4,5-dimethylocta... 222 C15H26O        1000187-02-9 25
 3 Anthracene, 9-cyclohexyltetradec... 274 C20H34         055255-70-4 22
 4 4(1H)-Pteridinone, 2-amino-6,7-d... 191 C8H9N5O        000611-55-2 14
 5 Naphthalene, 1-(1,1-dimethylethy... 194 C14H26         056292-64-9 14
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102919\
  Data File : BF117589.D                                          
  Acq On    : 29 Oct 2019  14:31
  Operator  : JU
  Sample    : K5503-17
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.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|
----------------------------------------------------------------------------
unknown6.50            6.50    90.9 ng    1043810  1   6.73  229562  20.0
Dodecanoic acid       11.77     2.7 ng      25522  4  11.25  190339  20.0
1-Hexacosanol         13.73     8.2 ng      87034  5  13.89  213491  20.0
Tricosane             14.64     2.2 ng      20643  6  15.33  186286  20.0
Docosa-2,6,10,14,...  14.72     4.8 ng      44805  6  15.33  186286  20.0
Tridecane, 1-iodo-    14.96     3.2 ng      29676  6  15.33  186286  20.0
Pentadecane, 2,6,...  15.72     2.9 ng      26991  6  15.33  186286  20.0
unknown16.35          16.35     2.2 ng      20265  6  15.33  186286  20.0
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