
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
  Data File : BF093750.D                                          
  Acq On    : 18 Mar 2017  13:33
  Operator  : SJ/MA
  Sample    : I2263-09
  Misc      :  
  ALS Vial  : 33   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-BF031817.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   5.019   271  274  277 rBV   152056    220646   3.72%   0.534%
  2   5.441   308  311  313 rBV  2675690   2635089  44.37%   6.378%
  3   6.470   398  401  403 rBV  2021012   1949297  32.83%   4.718%
  4   6.607   410  413  416 rBV  3272948   4043114  68.08%   9.787%
  5   6.847   431  434  436 rBV  1338506   1190581  20.05%   2.882%
 
  6   7.007   445  448  450 rVB  3584221   3758627  63.29%   9.098%
  7   7.407   480  483  485 rBV  3051132   3148913  53.03%   7.622%
  8   8.127   544  546  549 rVB  1587674   1504683  25.34%   3.642%
  9   9.213   637  641  643 rBV  4934306   5938367 100.00%  14.374%
 10   9.830   693  695  697 rVB   143277    176464   2.97%   0.427%
 
 11   9.876   697  699  702 rBV  1284372   1690707  28.47%   4.092%
 12  10.322   734  738  740 rVB2   32483     60252   1.01%   0.146%
 13  10.665   765  768  771 rBV  2813462   3149052  53.03%   7.622%
 14  10.768   774  777  778 rVV   480535    411781   6.93%   0.997%
 15  10.802   778  780  784 rVB    70066     91006   1.53%   0.220%
 
 16  11.248   816  819  820 rBV2   69718     63117   1.06%   0.153%
 17  11.362   826  829  831 rVB  1691133   1726953  29.08%   4.180%
 18  11.899   873  876  885 rBV   199874    260604   4.39%   0.631%
 19  12.608   935  938  942 rBV3   24130     63086   1.06%   0.153%
 20  12.688   942  945  951 rVV   365620    456877   7.69%   1.106%
 
 21  12.951   965  968  970 rBV  4604655   5100062  85.88%  12.345%
 22  13.431  1003 1010 1013 rBV3   20998     66684   1.12%   0.161%
 23  13.865  1045 1048 1056 rVB    44249     92444   1.56%   0.224%
 24  13.991  1056 1059 1061 rBV  1556691   1690509  28.47%   4.092%
 25  14.848  1132 1134 1137 rBV   151732    153097   2.58%   0.371%
 
 26  15.340  1174 1177 1180 rBV    47762     64497   1.09%   0.156%
 27  15.397  1180 1182 1185 rVV   854001   1257180  21.17%   3.043%
 28  15.465  1185 1188 1191 rVB    58183     82698   1.39%   0.200%
 29  15.877  1221 1224 1229 rBV    51380     85148   1.43%   0.206%
 30  16.357  1261 1266 1275 rVB    51344    119347   2.01%   0.289%
 
 31  16.917  1311 1315 1318 rBV    28245     61772   1.04%   0.150%
 
 
                        Sum of corrected areas:    41312654
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
  Data File : BF093750.D                                          
  Acq On    : 18 Mar 2017  13:33
  Operator  : SJ/MA
  Sample    : I2263-09
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
  Data File : BF093750.D                                          
  Acq On    : 18 Mar 2017  13:33
  Operator  : SJ/MA
  Sample    : I2263-09
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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    3.71 ng         220646   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 2-Pentanol, 2,4-dimethyl-           116 C7H16O         000625-06-9 28
 3 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 23
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
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5000

m/z-->

Abundance Scan 274 (5.019 min): BF093750.D (-271) (-)
43

59
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835137
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m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
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15 10131 8337 5325
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m/z-->

Abundance #8152: 2-Pentanol, 2,4-dimethyl-
59

43 101
31 8315 53 716537
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5000

m/z-->

Abundance #4231: 3-Hydroxy-3-methyl-2-butanone
59

43
31

8715 69

4.60 4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   52.34%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   17.92%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   17.77%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    9.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
  Data File : BF093750.D                                          
  Acq On    : 18 Mar 2017  13:33
  Operator  : SJ/MA
  Sample    : I2263-09
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown6.61                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.61   67.92 ng        4043110   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
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m/z-->

Abundance Scan 413 (6.607 min): BF093750.D (-410) (-)
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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Abundance #14006: 5-Aminoindole
132
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66 775139 11527 8914
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m/z-->

Abundance #48639: Tranylcypromine-propionyl
13257

74
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98

189158

6.20 6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   43.32%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   32.18%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   27.13%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   17.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
  Data File : BF093750.D                                          
  Acq On    : 18 Mar 2017  13:33
  Operator  : SJ/MA
  Sample    : I2263-09
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Benzenesulfonamide, N,4-dim...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.77    4.77 ng         411781   Phenanthrene-d10           11.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenesulfonamide, N,4-dimethyl-   185 C8H11NO2S      000640-61-9 93
 2 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S      1000187-28-7 62
 3 (O-p-Tosylisonitroso)malononitrile  249 C10H7N3O3S     020893-01-0 47
 4 4-Toluenesulfonylmethylisocyanide   195 C9H9NO2S       036635-61-7 47
 5 Toluene-4-sulfonic acid, 2-benzy... 366 C18H22O6S      118653-93-3 43
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0

5000

m/z-->

Abundance Scan 777 (10.768 min): BF093750.D (-774) (-)
91

65 155 185
12139 10878 13952
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5000

m/z-->

Abundance #46289: Benzenesulfonamide, N,4-dimethyl-
91
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1556530

12110851 1397815
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m/z-->

Abundance #46295: Cyclohepta-2,4,6-trienesulfonic acid, methylamide
91
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6530 12151 108 13978
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5000

m/z-->

Abundance #87504: (O-p-Tosylisonitroso)malononitrile
91

155

65
39 52 24927 78 107 139 172121

10.40 10.60 10.80 11.00

m/z  91.10  100.00%

10.40 10.60 10.80 11.00

m/z  65.00   23.11%

10.40 10.60 10.80 11.00

m/z 155.00   20.59%

10.40 10.60 10.80 11.00

m/z 185.10   19.05%

10.40 10.60 10.80 11.00

m/z  92.05   17.69%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
  Data File : BF093750.D                                          
  Acq On    : 18 Mar 2017  13:33
  Operator  : SJ/MA
  Sample    : I2263-09
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Tetradecanoic acid              Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.90    3.02 ng         260604   Phenanthrene-d10           11.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 49
 3 Tetradecane, 1-iodo-                324 C14H29I        019218-94-1 11
 4 Tridecane                           184 C13H28         000629-50-5 11
 5 Dodecane                            170 C12H26         000112-40-3 11

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

5000

m/z-->

Abundance Scan 876 (11.899 min): BF093750.D (-873) (-)
7343 60

129
97

213115 157 171 185143 199 256227

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
7360

43

129
29 228185

87 115 143101 171 199157 213
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5000

m/z-->

Abundance #92226: n-Hexadecanoic acid
43 7360

29

129 25697 213115 157 171185143 227199

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

5000

m/z-->

Abundance #129580: Tetradecane, 1-iodo-
5743

71
29

85

99 155113127 141 19716915

11.60 11.80 12.00 12.20

m/z  73.00  100.00%

11.60 11.80 12.00 12.20

m/z  43.05   96.07%

11.60 11.80 12.00 12.20

m/z  60.00   82.16%

11.60 11.80 12.00 12.20

m/z  57.10   77.87%

11.60 11.80 12.00 12.20

m/z  55.05   75.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
  Data File : BF093750.D                                          
  Acq On    : 18 Mar 2017  13:33
  Operator  : SJ/MA
  Sample    : I2263-09
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Pentadecanoic acid              Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.69    5.41 ng         456877   Chrysene-d12               13.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 3 n-Decanoic acid                     172 C10H20O2       000334-48-5 70
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 43
 5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS        029926-41-8 38
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5000

m/z-->

Abundance Scan 945 (12.688 min): BF093750.D (-942) (-)
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Abundance #83686: Pentadecanoic acid
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Abundance #75071: Tetradecanoic acid
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5000
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Abundance #37189: n-Decanoic acid
60

41
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27 87 115 172143101 157

12.40 12.60 12.80 13.00

m/z  73.05  100.00%

12.40 12.60 12.80 13.00

m/z  43.10   97.94%

12.40 12.60 12.80 13.00

m/z  60.00   81.47%

12.40 12.60 12.80 13.00

m/z  57.10   77.60%

12.40 12.60 12.80 13.00

m/z  55.10   74.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
  Data File : BF093750.D                                          
  Acq On    : 18 Mar 2017  13:33
  Operator  : SJ/MA
  Sample    : I2263-09
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Squalene                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.85    2.44 ng         153097   Perylene-d12               15.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         007683-64-9 91
 2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50         000111-02-4 90
 3 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24         230646-72-7 72
 4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H28O2       004128-17-0 72
 5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H24O        125529-10-4 72

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1134 (14.848 min): BF093750.D (-1132) (-)
69

41
95 137

163 189 282
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5000

m/z-->

Abundance #158504: Squalene
69

41

95 137
161 191 341 410217 273 367299
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5000

m/z-->

Abundance #158521: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
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95 137
191161 341231 36715 273 410299
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5000

m/z-->

Abundance #50582: 1,5,9-Decatriene, 2,3,5,8-tetramethyl-
6941

95

137
177

14.60 14.80 15.00 15.20

m/z  69.10  100.00%

14.60 14.80 15.00 15.20

m/z  81.10   48.45%

14.60 14.80 15.00 15.20

m/z  41.10   26.07%

14.60 14.80 15.00 15.20

m/z  95.05   12.33%

14.60 14.80 15.00 15.20

m/z  68.10   12.01%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
  Data File : BF093750.D                                          
  Acq On    : 18 Mar 2017  13:33
  Operator  : SJ/MA
  Sample    : I2263-09
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.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     3.7 ng     220646  1   6.85 1190580  20.0
unknown6.61            6.61    67.9 ng    4043110  1   6.85 1190580  20.0
Benzenesulfonamid...  10.77     4.8 ng     411781  4  11.36 1726950  20.0
Tetradecanoic acid    11.90     3.0 ng     260604  4  11.36 1726950  20.0
Pentadecanoic acid    12.69     5.4 ng     456877  5  13.99 1690510  20.0
Squalene              14.85     2.4 ng     153097  6  15.41 1257180  20.0
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