
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052517\
  Data File : BF095432.D                                          
  Acq On    : 25 May 2017  19:51
  Operator  : SJ/MA
  Sample    : I3347-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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   5.107   536  539  554 rBV2   88459    211126   7.51%   0.908%
  2   5.707   637  641  680 rBV  1076178   2499911  88.97%  10.749%
  3   7.290   906  910  926 rBV  1238828   2253434  80.20%   9.689%
  4   7.413   926  931  953 rVB  1648187   2809691 100.00%  12.081%
  5   7.742   983  987  997 rBV   483212    589893  20.99%   2.536%
 
  6   7.984  1023 1028 1048 rVB  1522790   1931583  68.75%   8.305%
  7   8.648  1136 1141 1168 rBV   815623   1494837  53.20%   6.428%
  8   9.772  1327 1332 1350 rBV   406655    792234  28.20%   3.406%
  9  11.536  1627 1632 1652 rBV  1804395   2767186  98.49%  11.898%
 10  12.236  1746 1751 1761 rBV   362937    574019  20.43%   2.468%
 
 11  12.601  1808 1813 1825 rBV2  574145    867629  30.88%   3.731%
 12  13.430  1950 1954 1958 rBV    47752     50739   1.81%   0.218%
 13  13.789  2005 2015 2019 rBV4   16615     39130   1.39%   0.168%
 14  13.901  2029 2034 2050 rBV   773127   1385972  49.33%   5.959%
 15  14.201  2082 2085 2088 rBV    49685     61203   2.18%   0.263%
 
 16  14.936  2206 2210 2213 rBV    32154     41049   1.46%   0.177%
 17  15.007  2215 2222 2226 rBV   429333    641461  22.83%   2.758%
 18  15.842  2360 2364 2373 rVV5   23620     50697   1.80%   0.218%
 19  15.960  2378 2384 2396 rVB5   95721    187269   6.67%   0.805%
 20  16.789  2521 2525 2535 rBV   157813    218847   7.79%   0.941%
 
 21  17.048  2565 2569 2573 rBV5   26561     37072   1.32%   0.159%
 22  17.089  2573 2576 2584 rVB   173332    223701   7.96%   0.962%
 23  17.318  2611 2615 2625 rBV  1360285   1683679  59.92%   7.240%
 24  17.559  2652 2656 2662 rVB2   18894     30931   1.10%   0.133%
 25  17.695  2674 2679 2683 rVB5   28120     41460   1.48%   0.178%
 
 26  18.559  2822 2826 2836 rVB3   52048    101916   3.63%   0.438%
 27  18.677  2840 2846 2851 rBV2  458195    681540  24.26%   2.931%
 28  18.965  2892 2895 2900 rBV5   25010     34796   1.24%   0.150%
 29  19.789  3032 3035 3041 rBV    83573    100434   3.57%   0.432%
 30  19.953  3059 3063 3066 rBV    63001     95910   3.41%   0.412%
 
 31  20.247  3110 3113 3116 rBV    50429     66388   2.36%   0.285%
 32  20.306  3120 3123 3127 rVV    74180     97451   3.47%   0.419%
 33  20.353  3127 3131 3141 rVV   334127    482555  17.17%   2.075%
 34  21.559  3333 3336 3340 rBV5   31274     47919   1.71%   0.206%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052517\
  Data File : BF095432.D                                          
  Acq On    : 25 May 2017  19:51
  Operator  : SJ/MA
  Sample    : I3347-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  21.724  3359 3364 3367 rVB5   31488     63014   2.24%   0.271%
 
 
 
                        Sum of corrected areas:    23256676
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052517\
  Data File : BF095432.D                                          
  Acq On    : 25 May 2017  19:51
  Operator  : SJ/MA
  Sample    : I3347-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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\BF052517\
  Data File : BF095432.D                                          
  Acq On    : 25 May 2017  19:51
  Operator  : SJ/MA
  Sample    : I3347-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.11    7.16 ng         211126   1,4-Dichlorobenzene-d4      7.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 35
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 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
0

5000

m/z-->

Abundance Scan 539 (5.107 min): BF095432.D (-536) (-)
43.0

59.1

101.1

83.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

59.0

15.0 101.031.0 83.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

101.0
58.015.0 31.0 86.069.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   58.41%

4.80 5.00 5.20 5.40

m/z 101.10   21.53%

4.80 5.00 5.20 5.40

m/z  58.00   14.10%

4.80 5.00 5.20 5.40

m/z  41.10    9.02%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052517\
  Data File : BF095432.D                                          
  Acq On    : 25 May 2017  19:51
  Operator  : SJ/MA
  Sample    : I3347-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.41                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.41   95.26 ng        2809690   1,4-Dichlorobenzene-d4      7.74

 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 35
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 930 (7.407 min): BF095432.D (-926) (-)
132.0

68.0

96.0
40.0 54.0 114.981.1

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
117.0

81.054.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

7.00 7.20 7.40 7.60 7.80

m/z 132.00  100.00%

7.00 7.20 7.40 7.60 7.80

m/z  68.05   37.87%

7.00 7.20 7.40 7.60 7.80

m/z 134.00   32.95%

7.00 7.20 7.40 7.60 7.80

m/z  65.95   22.34%

7.00 7.20 7.40 7.60 7.80

m/z  69.10   14.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052517\
  Data File : BF095432.D                                          
  Acq On    : 25 May 2017  19:51
  Operator  : SJ/MA
  Sample    : I3347-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Tridecanoic acid                Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.96    5.84 ng         187269   Phenanthrene-d10           15.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecanoic acid                    214 C13H26O2       000638-53-9 91
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 90
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 53
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 47
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 43

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

5000

m/z-->

Abundance Scan 2384 (15.960 min): BF095432.D (-2378) (-)
73.0

43.0

149.0129.1
97.0 213.2190.1

256.2

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

5000

m/z-->

Abundance #72647: Tridecanoic acid
73.0

43.0

129.0

171.0
214.097.0

152.0

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

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
0

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

15.60 15.80 16.00 16.20

m/z  73.00  100.00%

15.60 15.80 16.00 16.20

m/z  59.95   77.77%

15.60 15.80 16.00 16.20

m/z  43.05   68.48%

15.60 15.80 16.00 16.20

m/z  41.10   64.58%

15.60 15.80 16.00 16.20

m/z  57.05   60.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052517\
  Data File : BF095432.D                                          
  Acq On    : 25 May 2017  19:51
  Operator  : SJ/MA
  Sample    : I3347-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Decanol, 2-hexyl-             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.56    2.99 ng         101916   Chrysene-d12               18.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Decanol, 2-hexyl-                 242 C16H34O        002425-77-6 74
 2 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 68
 3 Dotriacontyl pentafluoropropionate  612 C35H65F5O2     1000351-81-4 64
 4 Tetrapentacontane, 1,54-dibromo-    915 C54H108Br2     1000156-09-4 58
 5 1-Dodecanol, 2-hexyl-               270 C18H38O        110225-00-8 58

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance Scan 2826 (18.559 min): BF095432.D (-2822) (-)
57.0

111.0
234.1174.9

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #95990: 1-Decanol, 2-hexyl-
57.0

111.0

224.0168.0

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0

111.0

196.0
258.0

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #241397: Dotriacontyl pentafluoropropionate
57.0

111.0

167.0 448.0 594.0222.0 278.0 334.0 494.0390.0

18.20 18.40 18.60 18.80

m/z  57.05  100.00%

18.20 18.40 18.60 18.80

m/z  43.10   76.59%

18.20 18.40 18.60 18.80

m/z  55.00   69.52%

18.20 18.40 18.60 18.80

m/z  97.05   68.11%

18.20 18.40 18.60 18.80

m/z  71.05   51.90%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052517\
  Data File : BF095432.D                                          
  Acq On    : 25 May 2017  19:51
  Operator  : SJ/MA
  Sample    : I3347-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Supraene                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.79    4.16 ng         100434   Perylene-d12               20.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Supraene                            410 C30H50         007683-64-9 86
 2 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24         062951-96-6 80
 3 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H26O        004602-84-0 78
 4 Squalene                            410 C30H50         000111-02-4 64
 5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24         230646-72-7 59

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3035 (19.789 min): BF095432.D (-3032) (-)
69.1

137.1
107.1 253.1189.138.9 221.1 350.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215928: Supraene
69.0

137.0
107.029.0 191.0 341.0 410.0231.0 273.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (Z)-
69.0

29.0 123.0
177.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #79433: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0

109.029.0 191.0222.0149.0

19.40 19.60 19.80 20.00 20.20

m/z  69.10  100.00%

19.40 19.60 19.80 20.00 20.20

m/z  81.00   49.44%

19.40 19.60 19.80 20.00 20.20

m/z  41.00   25.38%

19.40 19.60 19.80 20.00 20.20

m/z  95.10   16.96%

19.40 19.60 19.80 20.00 20.20

m/z 137.10   11.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052517\
  Data File : BF095432.D                                          
  Acq On    : 25 May 2017  19:51
  Operator  : SJ/MA
  Sample    : I3347-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown21.72                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.72    2.61 ng          63014   Perylene-d12               20.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-[1-(Hydroxy-phenyl-methyl)-6,7... 383 C23H29NO4      114609-12-0 27
 2 (E)-Dodec-2-en-1-yl 2-methylbuta... 268 C17H32O2       1000372-81-2 10
 3 Acetic acid, (2,4-dichlorophenox... 276 C12H14Cl2O3    001713-15-1 10
 4 Pipobroman                          354 C10H16Br2N2O2  000054-91-1 10
 5 Fumaric acid, dodecyl tetrahydro... 368 C21H36O5       1000330-58-6 9 

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3363 (21.718 min): BF095432.D (-3359) (-)
276.1

57.1

136.2
207.1

85.0 176.1 243.1 341.2

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #204014: 1-[1-(Hydroxy-phenyl-methyl)-6,7-dimethoxy-3,4-di...
57.0 276.0

192.0

29.0 85.0 148.0118.0 220.0248.0 326.0 382.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #117500: (E)-Dodec-2-en-1-yl 2-methylbutanoate
57.0 85.0

268.029.0 138.0 211.0183.0 239.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #123829: Acetic acid, (2,4-dichlorophenoxy)-, 2-methylprop...
57.0

29.0
175.0 276.0220.0145.0112.0

21.40 21.60 21.80 22.00

m/z 276.10  100.00%

21.40 21.60 21.80 22.00

m/z  57.10   64.17%

21.40 21.60 21.80 22.00

m/z  55.05   59.43%

21.40 21.60 21.80 22.00

m/z 136.20   45.79%

21.40 21.60 21.80 22.00

m/z 277.10   39.17%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052517\
  Data File : BF095432.D                                          
  Acq On    : 25 May 2017  19:51
  Operator  : SJ/MA
  Sample    : I3347-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.11     7.2 ng     211126  1   7.74  589893  20.0
unknown7.41            7.41    95.3 ng    2809690  1   7.74  589893  20.0
Tridecanoic acid      15.96     5.8 ng     187269  4  15.01  641461  20.0
1-Decanol, 2-hexyl-   18.56     3.0 ng     101916  5  18.68  681540  20.0
Supraene              19.79     4.2 ng     100434  6  20.35  482555  20.0
unknown21.72          21.72     2.6 ng      63014  6  20.35  482555  20.0
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