
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   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-BF071618.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   5.213   485  489  494 rVB   328717    392920  10.26%   1.053%
  2   5.596   549  554  557 rBV  3367321   3144021  82.10%   8.423%
  3   6.595   718  724  728 rBV  3143118   3379326  88.24%   9.053%
  4   6.743   745  749  753 rVB  3451467   3365429  87.88%   9.016%
  5   6.795   755  758  761 rVB    46234     42672   1.11%   0.114%
 
  6   6.978   785  789  792 rBV  1453030   1138958  29.74%   3.051%
  7   7.131   811  815  819 rBV  2708240   2534453  66.18%   6.790%
  8   7.537   879  884  887 rBV  2350176   2095661  54.72%   5.614%
  9   8.260  1003 1007 1010 rBV  1639616   1430053  37.34%   3.831%
 10   9.336  1185 1190 1193 rVB  4185647   3829528 100.00%  10.259%
 
 11   9.725  1251 1256 1259 rBV   734272    572606  14.95%   1.534%
 12  10.019  1302 1306 1310 rBV2 1950896   1671770  43.65%   4.479%
 13  10.807  1434 1440 1443 rBV  2679414   2491630  65.06%   6.675%
 14  10.919  1456 1459 1462 rVB5   36015     43033   1.12%   0.115%
 15  11.507  1556 1559 1563 rBV  1815347   1757610  45.90%   4.709%
 
 16  12.025  1642 1647 1655 rBV3  287375    383221  10.01%   1.027%
 17  12.760  1769 1772 1776 rVB5   63468     68765   1.80%   0.184%
 18  12.807  1777 1780 1787 rBV8   68559     97462   2.55%   0.261%
 19  13.095  1825 1829 1833 rBV  3598808   3576987  93.41%   9.583%
 20  13.524  1899 1902 1905 rBV4   95907     96932   2.53%   0.260%
 
 21  13.783  1944 1946 1950 rBV5   35886     42419   1.11%   0.114%
 22  13.977  1976 1979 1987 rBV2  264132    287988   7.52%   0.772%
 23  14.154  2005 2009 2014 rVB  1415157   1342954  35.07%   3.598%
 24  14.301  2032 2034 2037 rBV4   57596     64278   1.68%   0.172%
 25  14.613  2084 2087 2092 rVB3  158717    216397   5.65%   0.580%
 
 26  14.936  2140 2142 2146 rVB5   69413     64289   1.68%   0.172%
 27  15.018  2153 2156 2160 rVB2  188099    192153   5.02%   0.515%
 28  15.295  2200 2203 2208 rVB3  154016    172140   4.50%   0.461%
 29  15.689  2265 2270 2279 rVB   985343   1347505  35.19%   3.610%
 30  16.165  2348 2351 2356 rBV7   67020    103586   2.70%   0.278%
 
 31  16.218  2356 2360 2366 rBV9   97839    164430   4.29%   0.440%
 32  17.430  2563 2566 2568 rBV4   37296     48569   1.27%   0.130%
 33  17.877  2635 2642 2649 rBV4  244949    534145  13.95%   1.431%
 34  17.971  2655 2658 2665 rVB9   60266    144548   3.77%   0.387%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   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-BF071618.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  18.242  2697 2704 2711 rBV9   93007    240253   6.27%   0.644%
 
 36  18.389  2723 2729 2735 rBV9   75259    157937   4.12%   0.423%
 37  18.759  2790 2792 2795 rBV4   36376     46318   1.21%   0.124%
 38  18.912  2815 2818 2819 rBV3   49584     45122   1.18%   0.121%
 
 
                        Sum of corrected areas:    37328068
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.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\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.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.
---------------------------------------------------------------------
  5.21    6.90 ng         392920   1,4-Dichlorobenzene-d4      6.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 40
 2 4-Ethyl-3-octanol                   158 C10H22O        019781-26-1 25
 3 2-Nonanone, 9-hydroxy-              158 C9H18O2        025368-56-3 23
 4 Silane, dimethyl-                    60 C2H8Si         001111-74-6 16
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 10

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 488 (5.207 min): BF107412.D (-485) (-)
43.0

101.1

180.8 267.4135.2 433.0376.9

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

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

101.0

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #29613: 4-Ethyl-3-octanol
59.0

98.0
140.0

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #30194: 2-Nonanone, 9-hydroxy-
43.0

82.0

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   65.97%

4.80 5.00 5.20 5.40 5.60

m/z 101.05   23.17%

4.80 5.00 5.20 5.40 5.60

m/z  58.05   18.85%

4.80 5.00 5.20 5.40 5.60

m/z  39.00   10.62%

8270-BF071618.M Tue Jul 17 13:55:01 2018                                              Page: 4

Instrument :
BNA_F
ClientSampleId :
FK-PS-01-033



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.74                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.74   59.10 ng        3365430   1,4-Dichlorobenzene-d4      6.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 14
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 14
 3 1,2,4-Trifluorobenzene              132 C6H3F3         000367-23-7 10
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 10
 5 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 10

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 749 (6.743 min): BF107412.D (-745) (-)
132.0

68.0

183.9 226.0 499.8276.4 371.3 427.5

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

33.0
70.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

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

69.0

31.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #14396: 1,2,4-Trifluorobenzene
132.0

63.0

25.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.05   55.95%

6.40 6.60 6.80 7.00

m/z  66.00   40.00%

6.40 6.60 6.80 7.00

m/z 134.00   31.78%

6.40 6.60 6.80 7.00

m/z  69.10   27.91%

8270-BF071618.M Tue Jul 17 13:55:02 2018                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
FK-PS-01-033



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown12.02                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.02    4.36 ng         383221   Phenanthrene-d10           11.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecanoic acid                     200 C12H24O2       000143-07-7 49
 2 Undecanoic acid                     186 C11H22O2       000112-37-8 49
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 47
 4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS        029926-41-8 27
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 27

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

5000

m/z-->

Abundance Scan 1646 (12.019 min): BF107412.D (-1642) (-)
60.0

114.9157.1
213.1

256.3 327.2 380.3 543.6472.2

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

5000

m/z-->

Abundance #61122: Dodecanoic acid
73.0

129.0

171.0
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0

5000

m/z-->

Abundance #50051: Undecanoic acid
60.0

129.0
186.0

18.0
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0

5000

m/z-->

Abundance #84455: Tetradecanoic acid
73.0

129.0

185.0
228.0

11.80 12.00 12.20 12.40

m/z  59.95  100.00%

11.80 12.00 12.20 12.40

m/z  72.90   93.36%

11.80 12.00 12.20 12.40

m/z  43.00   93.26%

11.80 12.00 12.20 12.40

m/z  55.00   90.56%

11.80 12.00 12.20 12.40

m/z  41.05   90.52%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  13-Tetradecen-1-ol acetate      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.98    4.29 ng         287988   Chrysene-d12               14.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 13-Tetradecen-1-ol acetate          254 C16H30O2       056221-91-1 93
 2 Cyclotetracosane                    336 C24H48         000297-03-0 93
 3 Cycloeicosane                       280 C20H40         000296-56-0 92
 4 Cyclotetradecane                    196 C14H28         000295-17-0 91
 5 Behenic alcohol                     326 C22H46O        000661-19-8 90

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 1979 (13.977 min): BF107412.D (-1976) (-)
57.0

97.1

153.2
208.1 280.5 446.1330.6 403.5 529.7

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #105686: 13-Tetradecen-1-ol acetate
43.0

83.0

125.0
167.0 254.0208.0
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5000

m/z-->

Abundance #174180: Cyclotetracosane
83.0

43.0

336.0

125.0
167.0 279.0210.0
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0

5000

m/z-->

Abundance #127768: Cycloeicosane
55.0

97.0

139.0 280.0182.0 224.0

13.60 13.80 14.00 14.20

m/z  57.05  100.00%

13.60 13.80 14.00 14.20

m/z  69.05   97.71%

13.60 13.80 14.00 14.20

m/z  83.10   93.00%

13.60 13.80 14.00 14.20

m/z  55.00   88.23%

13.60 13.80 14.00 14.20

m/z  97.10   80.20%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heptadecane                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.61    3.22 ng         216397   Chrysene-d12               14.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane                         240 C17H36         000629-78-7 90
 2 Hexadecane                          226 C16H34         000544-76-3 76
 3 Nonadecane                          268 C19H40         000629-92-5 76
 4 Hentriacontane                      437 C31H64         000630-04-6 72
 5 Octadecane                          254 C18H38         000593-45-3 72
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0

5000

m/z-->

Abundance Scan 2087 (14.613 min): BF107412.D (-2084) (-)
57.0

99.1

183.3 239.1140.0 355.9293.9 502.9416.9
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Abundance #94346: Heptadecane
57.0

99.0

141.0 240.0183.015.0
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Abundance #83027: Hexadecane
57.0

99.0
226.0141.0183.014.0
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5000

m/z-->

Abundance #117638: Nonadecane
57.0

99.0
141.0 268.0183.0225.0

14.20 14.40 14.60 14.80 15.00

m/z  57.00  100.00%

14.20 14.40 14.60 14.80 15.00

m/z  71.00   79.70%

14.20 14.40 14.60 14.80 15.00

m/z  85.05   63.61%

14.20 14.40 14.60 14.80 15.00

m/z  43.10   36.08%

14.20 14.40 14.60 14.80 15.00

m/z  55.05   31.58%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  2,6,10-Dodecatrien-1-ol, 3,...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.02    2.85 ng         192153   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H26O        004602-84-0 91
 2 Squalene                            410 C30H50         000111-02-4 80
 3 trans-Farnesol                      222 C15H26O        000106-28-5 72
 4 Butane, 1,2-dibromo-3-methyl-       228 C5H10Br2       010288-13-8 58
 5 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H24O        1000196-53-3 58

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 2156 (15.018 min): BF107412.D (-2153) (-)
69.0

136.9 192.0 281.3 357.1236.9 319.8 438.1476.2

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

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

109.029.0 191.0149.0
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5000

m/z-->

Abundance #215932: Squalene
69.0

137.0
175.0 341.0231.0 273.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #79392: trans-Farnesol
69.0

29.0 109.0 161.0 222.0

14.80 15.00 15.20 15.40

m/z  69.00  100.00%

14.80 15.00 15.20 15.40

m/z  81.05   58.65%

14.80 15.00 15.20 15.40

m/z  41.00   26.17%

14.80 15.00 15.20 15.40

m/z  67.10   17.06%

14.80 15.00 15.20 15.40

m/z  95.05   15.40%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Hentriacontane                  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.29    2.55 ng         172140   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hentriacontane                      437 C31H64         000630-04-6 83
 2 Nonadecane, 2,3-dimethyl-           296 C21H44         075163-99-4 72
 3 Docosane, 11-decyl-                 451 C32H66         055401-55-3 72
 4 Eicosane                            282 C20H42         000112-95-8 62
 5 Pentadecane, 2,6,10-trimethyl-      254 C18H38         003892-00-0 59

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 2202 (15.289 min): BF107412.D (-2200) (-)
71.0

183.2
127.0 266.8231.1 338.2 393.2303.2 481.4

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #223852: Hentriacontane
57.0

99.0
141.0 183.0 225.0 309.0267.0 351.0 437.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #141439: Nonadecane, 2,3-dimethyl-
43.0

85.0

253.0
127.0 169.0 211.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #227195: Docosane, 11-decyl-
57.0

99.0
309.0141.0 183.0 225.0 267.0 350.0 392.0

15.00 15.20 15.40 15.60

m/z  70.95  100.00%

15.00 15.20 15.40 15.60

m/z  57.00   92.40%

15.00 15.20 15.40 15.60

m/z  43.05   72.20%

15.00 15.20 15.40 15.60

m/z  97.05   50.97%

15.00 15.20 15.40 15.60

m/z  85.00   49.38%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Cyclohexanone, 3-ethyl-         Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.22    2.44 ng         164430   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexanone, 3-ethyl-             126 C8H14O         022461-89-8 55
 2 Cyclohexanecarboselenoic acid, S... 268 C13H16OSe      060718-41-4 47
 3 Diethyldivinylsilane                140 C8H16Si        018270-16-1 43
 4 Cyclohexanecarboxylic acid, 4-pe... 292 C18H25FO2      079912-83-7 43
 5 Cyclohexanehexanoic acid, .epsil... 212 C12H20O3       020606-25-1 43

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 2360 (16.218 min): BF107412.D (-2356) (-)
83.1

43.0
125.1

224.2
166.1 268.4 533.6316.3 367.8 486.3419.9

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #11359: Cyclohexanone, 3-ethyl-
83.0

41.0

126.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #116917: Cyclohexanecarboselenoic acid, Se-phenyl ester
83.0

158.041.0 268.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #18589: Diethyldivinylsilane
83.0

43.0
140.0

16.00 16.20 16.40 16.60

m/z  83.10  100.00%

16.00 16.20 16.40 16.60

m/z  97.10   62.13%

16.00 16.20 16.40 16.60

m/z 111.20   48.20%

16.00 16.20 16.40 16.60

m/z  68.95   42.85%

16.00 16.20 16.40 16.60

m/z  43.00   41.96%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  .beta.-Sitosterol               Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.88    7.93 ng         534145   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 .beta.-Sitosterol                   414 C29H50O        000083-46-5 60
 2 .gamma.-Sitosterol                  414 C29H50O        000083-47-6 22
 3 Cyclopentanecarboxylic acid, 1-p... 273 C14H15N3OS     1000311-03-5 11
 4 N-Acetyl-S-(2-oxocyclohexyl)-L-c... 273 C12H19NO4S     077549-11-2 11
 5 1-Oxaspiro[4.4]nonane-4-carboxam... 273 C16H19NO3      1000319-97-0 11

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 2642 (17.877 min): BF107412.D (-2635) (-)
43.0

105.0

213.2161.1
255.2

329.5 414.3 452.4291.0 364.2

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #217432: .beta.-Sitosterol
43.0

107.0 414.0
145.0 213.0 303.0255.0 381.0179.0 341.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #217434: .gamma.-Sitosterol
43.0

81.0
414.0145.0

303.0213.0
255.0 381.0

179.0 342.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #121687: Cyclopentanecarboxylic acid, 1-phenyl-, [1,3,4]th...
91.0

145.0

273.0

45.0
190.0 232.0

17.60 17.80 18.00 18.20

m/z  43.00  100.00%

17.60 17.80 18.00 18.20

m/z 104.95   78.79%

17.60 17.80 18.00 18.20

m/z 107.10   72.70%

17.60 17.80 18.00 18.20

m/z 119.00   69.29%

17.60 17.80 18.00 18.20

m/z  79.00   67.46%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown17.97                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.97    2.15 ng         144548   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 6,7-Benzo-phenothiazine-5,5-dioxide 281 C16H11NO2S     001225-11-2 14
 2 2-Amino-1,1-dicarboxylic acid, N... 281 C14H16FNO4     026832-95-1 14
 3 5-Benzylcarbamoyl-1H-imidazole-4... 273 C14H15N3O3     312758-83-1 14
 4 Phentolamine                        281 C17H19N3O      000050-60-2 11
 5 Quinoline-2-carboxylic acid (pyr... 263 C16H13N3O      1000302-58-7 11

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 2658 (17.971 min): BF107412.D (-2655) (-)
72.9

217.2

107.2
281.1

172.9

327.2
381.2 477.637.4

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #128271: 6,7-Benzo-phenothiazine-5,5-dioxide
281.0

217.0

43.0 102.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #128119: 2-Amino-1,1-dicarboxylic acid, N-[3-fluorophenyl]-
281.0

235.0179.0

135.0
95.0

43.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #121679: 5-Benzylcarbamoyl-1H-imidazole-4-carboxylic acid ...
107.0

273.0

167.0
67.0 228.0

17.60 17.80 18.00 18.20

m/z  72.90  100.00%

17.60 17.80 18.00 18.20

m/z  43.00   82.20%

17.60 17.80 18.00 18.20

m/z  66.85   80.55%

17.60 17.80 18.00 18.20

m/z 217.20   79.59%

17.60 17.80 18.00 18.20

m/z 107.20   63.01%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown18.24                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.24    3.57 ng         240253   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hydroxymethyl-5,8,9-endo-10-ex... 236 C16H28O        1000140-32-9 30
 2 Pyrido[3,4-d]pyridazin-1(2H)-one... 205 C9H11N5O       1000271-08-5 27
 3 Aciphyllene                         204 C15H24         087745-31-1 18
 4 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I        1000195-85-9 16
 5 9-Cedranone                         220 C15H24O        1000156-23-2 16

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

5000

m/z-->

Abundance Scan 2704 (18.242 min): BF107412.D (-2697) (-)
133.2

93.0
205.2

42.9 269.1
325.1

455.5378.3 498.7 549.3

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

5000

m/z-->

Abundance #90922: 1-Hydroxymethyl-5,8,9-endo-10-exo-tetramethyltricy...
205.0

109.0
149.0

55.0

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

5000

m/z-->

Abundance #65434: Pyrido[3,4-d]pyridazin-1(2H)-one, 3,4-dihydro-5-am...
205.0

133.0

65.0

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

5000

m/z-->

Abundance #64263: Aciphyllene
95.0

147.0189.0

55.0

18.00 18.20 18.40 18.60

m/z 133.20  100.00%

18.00 18.20 18.40 18.60

m/z  95.05   77.73%

18.00 18.20 18.40 18.60

m/z  93.05   76.04%

18.00 18.20 18.40 18.60

m/z  55.05   71.82%

18.00 18.20 18.40 18.60

m/z 109.20   70.21%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  3a-Methyl-3,3a-dihydropyrro...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.39    2.34 ng         157937   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3a-Methyl-3,3a-dihydropyrrolo[3,... 218 C11H10N2OS     017163-68-7 52
 2 4,4,9,9-Tetramethyl-4,9-disilatr... 218 C12H18Si2      1000280-67-7 52
 3 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H14O3       1000186-57-9 50
 4 Quinolin-8-amine, 5,6-dimethoxy-... 218 C12H14N2O2     064992-95-6 50
 5 5H-Oxazolo[3,2-a]pyridine-8-carb... 218 C12H14N2O2     1000337-58-3 50

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2729 (18.389 min): BF107412.D (-2723) (-)
218.2

67.0 121.2
187.2

316.5282.0 359.5250.7156.9
37.1 400.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #75415: 3a-Methyl-3,3a-dihydropyrrolo[3,2-b][1,4]benzothia...
203.0

160.0

39.0

69.0
116.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #75659: 4,4,9,9-Tetramethyl-4,9-disilatricyclo[6.2.0.0(3,6...
203.0

43.0 159.083.0 119.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218.0

175.0
69.0

109.039.0 145.0

18.00 18.20 18.40 18.60 18.80

m/z 218.15  100.00%

18.00 18.20 18.40 18.60 18.80

m/z 203.10   98.72%

18.00 18.20 18.40 18.60 18.80

m/z  67.00   36.53%

18.00 18.20 18.40 18.60 18.80

m/z 121.15   35.71%

18.00 18.20 18.40 18.60 18.80

m/z  41.00   33.05%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
  Data File : BF107412.D                                          
  Acq On    : 16 Jul 2018  19:45
  Operator  : JU/SJ
  Sample    : J3976-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.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...   5.21     6.9 ng     392920  1   6.98 1138960  20.0
unknown6.74            6.74    59.1 ng    3365430  1   6.98 1138960  20.0
unknown12.02          12.02     4.4 ng     383221  4  11.51 1757610  20.0
13-Tetradecen-1-o...  13.98     4.3 ng     287988  5  14.15 1342950  20.0
Heptadecane           14.61     3.2 ng     216397  5  14.15 1342950  20.0
2,6,10-Dodecatrie...  15.02     2.9 ng     192153  6  15.69 1347510  20.0
Hentriacontane        15.29     2.5 ng     172140  6  15.69 1347510  20.0
Cyclohexanone, 3-...  16.22     2.4 ng     164430  6  15.69 1347510  20.0
.beta.-Sitosterol     17.88     7.9 ng     534145  6  15.69 1347510  20.0
unknown17.97          17.97     2.1 ng     144548  6  15.69 1347510  20.0
unknown18.24          18.24     3.6 ng     240253  6  15.69 1347510  20.0
3a-Methyl-3,3a-di...  18.39     2.3 ng     157937  6  15.69 1347510  20.0
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