
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  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:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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   4.798   475  478  490 rVB   190712    268139  10.78%   1.224%
  2   5.234   547  552  555 rBV  2503704   2487095 100.00%  11.353%
  3   6.275   723  729  732 rBV  2460161   2476860  99.59%  11.306%
  4   6.398   745  750  753 rBV  2214096   2116177  85.09%   9.660%
  5   6.622   785  788  792 rBV   712830    588902  23.68%   2.688%
 
  6   6.781   811  815  818 rBV  1858242   1608476  64.67%   7.342%
  7   7.187   879  884  887 rBV  1445239   1314550  52.85%   6.000%
  8   7.904  1002 1006 1009 rBV   955168    779654  31.35%   3.559%
  9   8.986  1185 1190 1193 rBV  2372190   2137670  85.95%   9.758%
 10   9.375  1253 1256 1260 rBV   227599    173083   6.96%   0.790%
 
 11   9.651  1299 1303 1307 rBV   800174    760795  30.59%   3.473%
 12   9.875  1336 1341 1348 rBV2   31496     32843   1.32%   0.150%
 13  10.439  1433 1437 1440 rBV  1198612   1077769  43.33%   4.920%
 14  10.575  1457 1460 1469 rBV    45370     53234   2.14%   0.243%
 15  11.133  1551 1555 1557 rBV   725382    679198  27.31%   3.100%
 
 16  11.151  1557 1558 1561 rVB   107715     72459   2.91%   0.331%
 17  11.680  1645 1648 1650 rBV    95073     75541   3.04%   0.345%
 18  12.333  1756 1759 1763 rBV   207293    194979   7.84%   0.890%
 19  12.463  1778 1781 1783 rBV3   20673     25515   1.03%   0.116%
 20  12.563  1793 1798 1801 rBV   197554    186792   7.51%   0.853%
 
 21  12.716  1820 1824 1827 rBV  1585248   1408846  56.65%   6.431%
 22  12.892  1847 1854 1857 rBV    26313     50317   2.02%   0.230%
 23  13.121  1891 1893 1898 rVB6   21330     26288   1.06%   0.120%
 24  13.192  1902 1905 1908 rVB    37688     33702   1.36%   0.154%
 25  13.627  1972 1979 1986 rBV3  117316    183677   7.39%   0.838%
 
 26  13.757  1996 2001 2004 rBV   698417    712264  28.64%   3.251%
 27  13.780  2004 2005 2008 rVB    99480     67453   2.71%   0.308%
 28  14.263  2083 2087 2098 rVB   114815    209459   8.42%   0.956%
 29  14.616  2144 2147 2150 rVB2   45961     47297   1.90%   0.216%
 30  14.674  2154 2157 2161 rVB2   84836     79360   3.19%   0.362%
 
 31  14.757  2167 2171 2179 rVB   132439    235220   9.46%   1.074%
 32  14.874  2184 2191 2198 rVV2  172887    307366  12.36%   1.403%
 33  15.027  2214 2217 2221 rVB    78310     87103   3.50%   0.398%
 34  15.080  2223 2226 2230 rBV    88452     92817   3.73%   0.424%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  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:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.139  2232 2236 2240 rBV   446998    516585  20.77%   2.358%
 
 36  15.486  2293 2295 2300 rVB4   40991     48443   1.95%   0.221%
 37  15.580  2307 2311 2315 rBV2   69894    119627   4.81%   0.546%
 38  15.621  2315 2318 2326 rVB5   63334    115001   4.62%   0.525%
 39  16.433  2453 2456 2467 rVB2   45233     97162   3.91%   0.444%
 40  16.821  2518 2522 2530 rVB    37758     70454   2.83%   0.322%
 
 41  16.968  2543 2547 2553 rVB9   32911     66142   2.66%   0.302%
 42  17.151  2574 2578 2587 rVB8   43550     94161   3.79%   0.430%
 43  17.862  2691 2699 2703 rBV9   48807    128894   5.18%   0.588%
 
 
                        Sum of corrected areas:    21907369
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.80    9.11 ng         268139   1,4-Dichlorobenzene-d4      6.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 28
 4 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 25
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
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5000

m/z-->

Abundance Scan 478 (4.798 min): BF096792.D (-475) (-)
43
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5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 833725 93
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m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
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101
4131 836915 53
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5000

m/z-->

Abundance #8344: 3-Hexanol, 4-methyl-
59

41
31

69 87
53 9815

4.40 4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.40 4.60 4.80 5.00 5.20

m/z  59.00   54.89%

4.40 4.60 4.80 5.00 5.20

m/z 101.10   14.47%

4.40 4.60 4.80 5.00 5.20

m/z  58.00   13.05%

4.40 4.60 4.80 5.00 5.20

m/z  41.00    9.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.40                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.40   71.87 ng        2116180   1,4-Dichlorobenzene-d4      6.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
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5000

m/z-->

Abundance Scan 750 (6.398 min): BF096792.D (-745) (-)
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m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
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785131
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
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5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
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98

89 189158107

6.00 6.20 6.40 6.60 6.80

m/z 132.10  100.00%

6.00 6.20 6.40 6.60 6.80

m/z  68.10   36.70%

6.00 6.20 6.40 6.60 6.80

m/z 134.00   33.01%

6.00 6.20 6.40 6.60 6.80

m/z  66.00   23.87%

6.00 6.20 6.40 6.60 6.80

m/z  69.10   14.42%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.68    2.22 ng          75541   Phenanthrene-d10           11.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 94
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 76
 4 Oxalic acid, dodecyl propyl ester   300 C17H32O4       1000309-26-5 25
 5 Sulfurous acid, octadecyl 2-prop... 376 C21H44O3S      1000309-12-7 22

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

5000

m/z-->

Abundance Scan 1648 (11.680 min): BF096792.D (-1645) (-)
43 7357
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97 115 213157 171 185 256199143 227
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5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343
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97 115 213 256157 171185143 199 227241
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5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343 60

129

29 87 199143 242115 185101 157 171 21315 226

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

5000

m/z-->

Abundance #72646: Tridecanoic acid
7360

43

29
129

21417111587
185101 143 157 198

11.40 11.60 11.80 12.00

m/z  43.05  100.00%

11.40 11.60 11.80 12.00

m/z  72.95   92.79%

11.40 11.60 11.80 12.00

m/z  57.05   87.39%

11.40 11.60 11.80 12.00

m/z  60.00   86.29%

11.40 11.60 11.80 12.00

m/z  55.05   78.18%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Trifluoroacetoxy hexadecane     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.63    5.16 ng         183677   Chrysene-d12               13.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
 2 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 91
 3 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 90
 5 1-Docosene                          308 C22H44         001599-67-3 87

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

5000

m/z-->

Abundance Scan 1979 (13.627 min): BF096792.D (-1972) (-)
57

83

111

140 168 20340 235 281

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

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57

97

12529
196 269154 22479 320251179
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5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
57
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154 28323821079 182 334265
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5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57 83

111

29 139 167 308195 336222 250 280

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  55.05   90.37%

13.40 13.60 13.80 14.00

m/z  43.10   90.27%

13.40 13.60 13.80 14.00

m/z  83.10   68.15%

13.40 13.60 13.80 14.00

m/z  97.10   63.35%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octacosyl trifluoroacetate      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.26    5.88 ng         209459   Chrysene-d12               13.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosyl trifluoroacetate          506 C30H57F3O2     1000351-74-9 91
 2 Docosyl pentafluoropropionate       472 C25H45F5O2     1000351-80-9 91
 3 Hexacosyl trifluoroacetate          478 C28H53F3O2     1000351-75-0 91
 4 Heneicosyl heptafluorobutyrate      508 C25H43F7O2     1000351-83-8 90
 5 Tricosyl pentafluoropropionate      486 C26H47F5O2     1000351-81-0 90
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5000

m/z-->

Abundance Scan 2087 (14.263 min): BF096792.D (-2083) (-)
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m/z-->

Abundance #235928: Octacosyl trifluoroacetate
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29 153 437 488181 392208 250 364278 306 334
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5000

m/z-->

Abundance #231356: Docosyl pentafluoropropionate
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29 153 308 454181 353280224 250
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5000

m/z-->

Abundance #232315: Hexacosyl trifluoroacetate
57

97

125
29 153 409 460181 364336222 250 278 306

14.00 14.20 14.40 14.60

m/z  57.10  100.00%

14.00 14.20 14.40 14.60

m/z  43.10   82.59%

14.00 14.20 14.40 14.60

m/z  55.00   76.27%

14.00 14.20 14.40 14.60

m/z  97.10   63.21%

14.00 14.20 14.40 14.60

m/z  69.10   55.47%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1,19-Eicosadiene                Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.67    3.07 ng          79360   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,19-Eicosadiene                    278 C20H38         014811-95-1 94
 2 Bicyclo[10.8.0]eicosane, cis-       278 C20H38         1000155-82-2 90
 3 Octadecanal                         268 C18H36O        000638-66-4 87
 4 Pentadecanal-                       226 C15H30O        002765-11-9 74
 5 1,16-Hexadecanediol                 258 C16H34O2       007735-42-4 58

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

5000

m/z-->

Abundance Scan 2156 (14.668 min): BF096792.D (-2154) (-)
57 82
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268153 215134 173 234 254193 282

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

5000

m/z-->

Abundance #126192: 1,19-Eicosadiene
55

82

9641

110
12427 138152166180194 250208 278222236

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

5000

m/z-->

Abundance #126196: Bicyclo[10.8.0]eicosane, cis-
5541

82 96

278

11012427 138 250152 222208166 194180 236

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

5000

m/z-->

Abundance #117607: Octadecanal
43 8257

96

29
110

124138 222 250152 194166180 208 268

14.40 14.60 14.80 15.00

m/z  57.00  100.00%

14.40 14.60 14.80 15.00

m/z  82.05   89.32%

14.40 14.60 14.80 15.00

m/z  43.10   80.48%

14.40 14.60 14.80 15.00

m/z  55.00   79.39%

14.40 14.60 14.80 15.00

m/z  41.00   49.53%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Eicosyl heptafluorobutyrate     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.87   11.90 ng         307366   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosyl heptafluorobutyrate         494 C24H41F7O2     1000351-83-5 87
 2 17-Pentatriacontene                 491 C35H70         006971-40-0 83
 3 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 81
 4 Triacontyl trifluoroacetate         534 C32H61F3O2     1000351-75-7 74
 5 E-15-Heptadecenal                   252 C17H32O        1000130-97-9 72

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 2190 (14.868 min): BF096792.D (-2184) (-)
57

97

125
252167 207 282

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #234498: Eicosyl heptafluorobutyrate
57

97

125

29 169 280252 476325196 224

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #234187: 17-Pentatriacontene
43

83

111
139 167 196 224 267 490462292 321

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57

97

12529
196 269154 224 320

14.60 14.80 15.00 15.20

m/z  57.10  100.00%

14.60 14.80 15.00 15.20

m/z  55.00   86.30%

14.60 14.80 15.00 15.20

m/z  43.10   81.97%

14.60 14.80 15.00 15.20

m/z  97.10   65.52%

14.60 14.80 15.00 15.20

m/z  83.05   58.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Docosane                        Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.58    4.63 ng         119627   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Docosane                            310 C22H46         000629-97-0 80
 2 Hentriacontane                      437 C31H64         000630-04-6 74
 3 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 74
 4 Nonadecane                          268 C19H40         000629-92-5 72
 5 Nonadecane, 2-methyl-               282 C20H42         001560-86-7 72

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2311 (15.580 min): BF096792.D (-2307) (-)
57

85

113 217239169143 263192

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #153222: Docosane
57

85

29 113 141 169 197 310225 253 281

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #223851: Hentriacontane
57

85

11329 141 169 197 225 253 309 351 436379280 407

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #152416: Tridecane, 1-iodo-
57

85

28
183113 155 310

15.20 15.40 15.60 15.80

m/z  57.10  100.00%

15.20 15.40 15.60 15.80

m/z  43.10   55.48%

15.20 15.40 15.60 15.80

m/z  71.05   54.78%

15.20 15.40 15.60 15.80

m/z  85.05   37.44%

15.20 15.40 15.60 15.80

m/z  55.00   21.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Octacosanol                     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.62    4.45 ng         115001   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosanol                         410 C28H58O        000557-61-9 70
 2 1-Heptacosanol                      396 C27H56O        002004-39-9 70
 3 Octacosyl acetate                   452 C30H60O2       018206-97-8 62
 4 1-Docosene                          308 C22H44         001599-67-3 58
 5 Heptacosyl acetate                  438 C29H58O2       1000351-78-2 58

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 2318 (15.621 min): BF096792.D (-2315) (-)
57

97

125 150 264239178 207

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #215904: Octacosanol
57

97

125
29 153 181 209 392364236 292264 322

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #210517: 1-Heptacosanol
57 97

125

29 153 181 378350209 236 264 292 320

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #227661: Octacosyl acetate
43 97

69

125

153 181 392364209 250 278 306 334 43715

15.40 15.60 15.80 16.00

m/z  57.10  100.00%

15.40 15.60 15.80 16.00

m/z  97.10   61.96%

15.40 15.60 15.80 16.00

m/z  55.05   61.54%

15.40 15.60 15.80 16.00

m/z  83.05   61.46%

15.40 15.60 15.80 16.00

m/z  43.00   60.55%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown16.97                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.97    2.56 ng          66142   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Glycine, N-neopentyloxycarbonyl-... 399 C23H45NO4      1000323-29-8 10
 2 7-Oxabicyclo[4.1.0]heptane, 2,2,... 218 C15H22O        070038-20-9 10
 3 2-Butene-1,4-diol, 2,3-dibromo-     244 C4H6Br2O2      003234-02-4 10
 4 Urs-12-en-28-ol                     426 C30H50O        010153-88-5 9 
 5 Benzofuran, 7-(2,4-dinitrophenox... 388 C19H20N2O7     062059-48-7 9 

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2547 (16.968 min): BF096792.D (-2543) (-)
55

93 133 159 303231185 414329273 381113

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #211773: Glycine, N-neopentyloxycarbonyl-, pentadecyl ester
71

144
43 120

329190 38425597 286211

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #75943: 7-Oxabicyclo[4.1.0]heptane, 2,2,6-trimethyl-1-(3-m...
43

119

91

218
67 175147

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #97615: 2-Butene-1,4-diol, 2,3-dibromo-
29 57

85 119

147
246

167

16.60 16.80 17.00 17.20

m/z  55.00  100.00%

16.60 16.80 17.00 17.20

m/z  43.00   99.65%

16.60 16.80 17.00 17.20

m/z  71.00   53.17%

16.60 16.80 17.00 17.20

m/z  41.00   44.45%

16.60 16.80 17.00 17.20

m/z  93.00   43.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  unknown17.15                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.15    3.65 ng          94161   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indolizine, 1-acetyl-2-methyl-6-... 218 C11H10N2O3     1000071-33-1 38
 2 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N2O2     1000213-07-2 38
 3 Thieno[2,3-b]pyridine-2-carbonit... 218 C10H10N4S      147992-88-9 38
 4 1,4-Naphthalenedione, 5,8-dimeth... 218 C12H10O4       015013-16-8 30
 5 .beta.-Alanine, n-pentafluoropro... 291 C10H14F5NO3    1000320-94-9 22

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

5000

m/z-->

Abundance Scan 2578 (17.151 min): BF096792.D (-2574) (-)
218203

57

43 71
93 107 148 189173133 290

265

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

5000

m/z-->

Abundance #75361: Indolizine, 1-acetyl-2-methyl-6-nitro-
218203

157

43 69
129102 17214383 116

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

5000

m/z-->

Abundance #75613: 8-Amino-6,7-dimethoxy-4-methylquinoline
218203

160145104 132 1757751 11891 189

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

5000

m/z-->

Abundance #75201: Thieno[2,3-b]pyridine-2-carbonitrile, 3-amino-4-di...
218

203

44

18676 103 14713011763 16190

16.80 17.00 17.20 17.40

m/z 218.20  100.00%

16.80 17.00 17.20 17.40

m/z 203.20   88.29%

16.80 17.00 17.20 17.40

m/z  57.10   68.51%

16.80 17.00 17.20 17.40

m/z  55.05   68.15%

16.80 17.00 17.20 17.40

m/z  43.10   43.71%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  unknown17.86                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.86    4.99 ng         128894   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H28O2       000604-39-7 46
 2 Testosterone                        288 C19H28O2       000058-22-0 46
 3 Hyoscyamine                         289 C17H23NO3      000101-31-5 38
 4 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN2O3    350039-84-8 38
 5 p-Fluoroatropine dehydrate          289 C17H20FNO2     1000212-74-8 38

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

5000

m/z-->

Abundance Scan 2699 (17.862 min): BF096792.D (-2691) (-)
55 124

14771 22995
289245211175 271192 32739

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

5000

m/z-->

Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124

288
91 147107 246203164 187 228 270

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

5000

m/z-->

Abundance #134630: Testosterone
124

288

246
1477941 105 203

228165 185 270

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

5000

m/z-->

Abundance #135269: Hyoscyamine
124

28982
42 10365 27214115 200

17.60 17.80 18.00 18.20

m/z  55.00  100.00%

17.60 17.80 18.00 18.20

m/z 124.05   96.14%

17.60 17.80 18.00 18.20

m/z  43.00   77.09%

17.60 17.80 18.00 18.20

m/z  57.00   51.61%

17.60 17.80 18.00 18.20

m/z  41.10   49.08%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  unknown17.86                    Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.86    4.99 ng         128894   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 

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

5000

m/z-->

Abundance Scan 2699 (17.862 min): BF096792.D (-2691) (-)
55 124

14771 22995
289245211175 271192 32739

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

5131

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

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97

115

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

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

189158

17.60 17.80 18.00 18.20

m/z  55.00  100.00%

17.60 17.80 18.00 18.20

m/z 124.05   96.14%

17.60 17.80 18.00 18.20

m/z  43.00   77.09%

17.60 17.80 18.00 18.20

m/z  57.00   51.61%

17.60 17.80 18.00 18.20

m/z  41.10   49.08%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096792.D                                          
  Acq On    : 15 Jul 2017  00:51
  Operator  : SJ/JU
  Sample    : I4187-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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...   4.80     9.1 ng     268139  1   6.62  588902  20.0
unknown6.40            6.40    71.9 ng    2116180  1   6.62  588902  20.0
n-Hexadecanoic acid   11.68     2.2 ng      75541  4  11.13  679198  20.0
Trifluoroacetoxy ...  13.63     5.2 ng     183677  5  13.76  712264  20.0
Octacosyl trifluo...  14.26     5.9 ng     209459  5  13.76  712264  20.0
1,19-Eicosadiene      14.67     3.1 ng      79360  6  15.14  516585  20.0
Eicosyl heptafluo...  14.87    11.9 ng     307366  6  15.14  516585  20.0
Docosane              15.58     4.6 ng     119627  6  15.14  516585  20.0
Octacosanol           15.62     4.5 ng     115001  6  15.14  516585  20.0
unknown16.97          16.97     2.6 ng      66142  6  15.14  516585  20.0
unknown17.15          17.15     3.6 ng      94161  6  15.14  516585  20.0
unknown17.86          17.86     5.0 ng     128894  6  15.14  516585  20.0
unknown17.86          17.86     5.0 ng     128894  6  15.14  516585  20.0
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