
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011719\
  Data File : BM018616.D                                          
  Acq On    : 17 Jan 2019  16:23
  Operator  : JU/SJ
  Sample    : K1139-07
  Misc      :  
  ALS Vial  : 9   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_M\METHODS\8270-BM010919.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   4.881   300  305  314 rVB   275435    396112   3.77%   0.382%
  2   5.328   375  381  389 rBV  4835564   6945351  66.14%   6.700%
  3   6.916   643  651  669 rBV  4799700   7531606  71.72%   7.265%
  4   7.275   705  712  722 rBV  5181915   8052002  76.68%   7.767%
  5   7.740   784  791  797 rBV  1592513   2447526  23.31%   2.361%
 
  6   8.057   837  845  853 rVB  3405610   5388622  51.32%   5.198%
  7   8.904   980  989  999 rBV  2865125   4844706  46.14%   4.673%
  8  10.528  1258 1265 1272 rBV  1963918   3270222  31.14%   3.154%
  9  13.004  1679 1686 1697 rBV  5318453   7663944  72.98%   7.393%
 10  13.845  1823 1829 1837 rBV  1271686   1792657  17.07%   1.729%
 
 11  14.263  1894 1900 1910 rVB3   57155    145213   1.38%   0.140%
 12  14.386  1914 1921 1930 rBV2 2654798   4015616  38.24%   3.873%
 13  15.880  2166 2175 2185 rBV  4610720   6783235  64.60%   6.543%
 14  17.139  2382 2389 2394 rBV  3020385   4220170  40.19%   4.071%
 15  17.180  2394 2396 2400 rVB   148866    165029   1.57%   0.159%
 
 16  18.027  2533 2540 2551 rBV2 1221163   1970068  18.76%   1.900%
 17  18.204  2565 2570 2574 rBV3   70626    134811   1.28%   0.130%
 18  18.933  2689 2694 2700 rBV2   88233    174794   1.66%   0.169%
 19  19.198  2731 2739 2744 rBV   396485    638524   6.08%   0.616%
 20  19.251  2745 2748 2753 rVB2   87200    114706   1.09%   0.111%
 
 21  19.310  2753 2758 2763 rBV   504154    707438   6.74%   0.682%
 22  19.562  2798 2801 2809 rVB   367972    559842   5.33%   0.540%
 23  19.768  2831 2836 2851 rVB  8513611  10500957 100.00%  10.129%
 24  19.886  2853 2856 2866 rVB4   61904    145937   1.39%   0.141%
 25  21.027  3046 3050 3061 rBV3  978011   1281233  12.20%   1.236%
 
 26  21.333  3095 3102 3106 rBV  3341146   4662260  44.40%   4.497%
 27  21.368  3106 3108 3115 rVB   350338    422830   4.03%   0.408%
 28  21.468  3122 3125 3129 rVB   235358    245225   2.34%   0.237%
 29  21.909  3196 3200 3209 rVB   632098    915008   8.71%   0.883%
 30  22.374  3275 3279 3286 rBV  1236336   1710006  16.28%   1.649%
 
 31  22.509  3298 3302 3314 rVB   429278    716684   6.82%   0.691%
 32  22.892  3362 3367 3377 rBV2 1716319   3072746  29.26%   2.964%
 33  23.468  3459 3465 3479 rVB2 1856997   3615811  34.43%   3.488%
 34  23.609  3482 3489 3502 rVB  1993083   4020550  38.29%   3.878%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011719\
  Data File : BM018616.D                                          
  Acq On    : 17 Jan 2019  16:23
  Operator  : JU/SJ
  Sample    : K1139-07
  Misc      :  
  ALS Vial  : 9   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_M\METHODS\8270-BM010919.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  24.121  3570 3576 3585 rVB  1453812   2773509  26.41%   2.675%
 
 36  24.880  3700 3705 3714 rVB   774901   1624531  15.47%   1.567%
 
 
                        Sum of corrected areas:   103669481
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011719\
  Data File : BM018616.D                                          
  Acq On    : 17 Jan 2019  16:23
  Operator  : JU/SJ
  Sample    : K1139-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.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:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011719\
  Data File : BM018616.D                                          
  Acq On    : 17 Jan 2019  16:23
  Operator  : JU/SJ
  Sample    : K1139-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.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 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.88    3.24 ng         396112   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 72
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 305 (4.881 min): BM018616.D (-300) (-)
43.0

59.1

101.1

83.1 207.2

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.027.0 83.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #3955: 2,3-Butanedione, monooxime
43.0

101.0
15.0 84.060.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.0142.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   57.70%

4.60 4.80 5.00 5.20

m/z 101.10   22.66%

4.60 4.80 5.00 5.20

m/z  58.05   13.47%

4.60 4.80 5.00 5.20

m/z  41.05    9.87%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011719\
  Data File : BM018616.D                                          
  Acq On    : 17 Jan 2019  16:23
  Operator  : JU/SJ
  Sample    : K1139-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.27                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.27   65.80 ng        8052000   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 17
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 711 (7.269 min): BM018616.D (-705) (-)
132.0

68.0

96.140.0 54.0 115.181.1

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #13677: 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 #13930: (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 #48639: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

7.00 7.20 7.40 7.60

m/z 132.00  100.00%

7.00 7.20 7.40 7.60

m/z  68.05   37.55%

7.00 7.20 7.40 7.60

m/z 134.00   32.56%

7.00 7.20 7.40 7.60

m/z  66.10   25.98%

7.00 7.20 7.40 7.60

m/z  69.05   16.27%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011719\
  Data File : BM018616.D                                          
  Acq On    : 17 Jan 2019  16:23
  Operator  : JU/SJ
  Sample    : K1139-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.03    9.34 ng        1970070   Phenanthrene-d10           17.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 94
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 91
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 72
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 68

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

5000

m/z-->

Abundance Scan 2540 (18.027 min): BM018616.D (-2533) (-)
73.043.0

129.1
213.297.0

185.1157.1 256.2
282.0

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

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.097.0
157.0 185.0

236.0

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

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

5000

m/z-->

Abundance #65562: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

17.80 18.00 18.20 18.40

m/z  73.05  100.00%

17.80 18.00 18.20 18.40

m/z  43.05   89.43%

17.80 18.00 18.20 18.40

m/z  59.95   78.63%

17.80 18.00 18.20 18.40

m/z  41.05   76.51%

17.80 18.00 18.20 18.40

m/z  55.05   71.30%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011719\
  Data File : BM018616.D                                          
  Acq On    : 17 Jan 2019  16:23
  Operator  : JU/SJ
  Sample    : K1139-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octadecanoic acid               Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.31    3.03 ng         707438   Chrysene-d12               21.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 76
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 74
 4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 72
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 70

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2758 (19.310 min): BM018616.D (-2753) (-)
43.1 73.1

129.1

241.2185.1
284.2

101.1 213.1157.0 341.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #108843: Octadecanoic acid
43.0 73.0

129.0

284.0185.0 241.0
101.0 157.0 213.015.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #65566: Tridecanoic acid
73.0

43.0

129.0
171.0 214.0

101.015.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

101.0 157.0

19.00 19.20 19.40 19.60

m/z  43.10  100.00%

19.00 19.20 19.40 19.60

m/z  73.10   97.52%

19.00 19.20 19.40 19.60

m/z  41.10   81.10%

19.00 19.20 19.40 19.60

m/z  60.00   80.57%

19.00 19.20 19.40 19.60

m/z  57.05   80.07%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011719\
  Data File : BM018616.D                                          
  Acq On    : 17 Jan 2019  16:23
  Operator  : JU/SJ
  Sample    : K1139-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  E-15-Heptadecenal               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.03    5.50 ng        1281230   Chrysene-d12               21.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 E-15-Heptadecenal                   252 C17H32O        1000130-97-9 97
 2 1-Octadecanol                       270 C18H38O        000112-92-5 90
 3 1-Hexadecanol                       242 C16H34O        036653-82-4 87
 4 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 81
 5 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 81

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3051 (21.033 min): BM018616.D (-3046) (-)
43.1 83.1

125.1

168.2 252.2210.1 308.1341.0 429.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #89757: E-15-Heptadecenal
43.0

83.0

125.0
252.0168.0 210.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #100813: 1-Octadecanol
43.0 83.0

125.0

224.0168.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #83793: 1-Hexadecanol
55.0

97.0

139.0 196.014.0

20.80 21.00 21.20 21.40

m/z  43.10  100.00%

20.80 21.00 21.20 21.40

m/z  57.10   97.77%

20.80 21.00 21.20 21.40

m/z  55.10   91.49%

20.80 21.00 21.20 21.40

m/z  83.10   89.22%

20.80 21.00 21.20 21.40

m/z  97.10   78.75%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011719\
  Data File : BM018616.D                                          
  Acq On    : 17 Jan 2019  16:23
  Operator  : JU/SJ
  Sample    : K1139-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Tetratriacontane                Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.91    3.93 ng         915008   Chrysene-d12               21.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetratriacontane                    479 C34H70         014167-59-0 91
 2 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 91
 5 Eicosane                            282 C20H42         000112-95-8 91

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

5000

m/z-->

Abundance Scan 3200 (21.909 min): BM018616.D (-3196) (-)
57.1

99.1
141.1183.1 281.1225.2 323.3 489.1 549.1416.0

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

5000

m/z-->

Abundance #167078: Tetratriacontane
57.0

99.0
141.0183.0225.0 311.0 410.0267.015.0 367.0

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

5000

m/z-->

Abundance #142113: Heptadecane, 9-octyl-
57.0

99.0 239.0141.0183.0 281.0323.0

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

5000

m/z-->

Abundance #115570: Heneicosane
57.0

99.0
141.0183.0 296.0225.015.0

21.60 21.80 22.00 22.20

m/z  57.10  100.00%

21.60 21.80 22.00 22.20

m/z  43.10   74.58%

21.60 21.80 22.00 22.20

m/z  71.10   74.52%

21.60 21.80 22.00 22.20

m/z  85.10   54.43%

21.60 21.80 22.00 22.20

m/z  41.05   29.55%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011719\
  Data File : BM018616.D                                          
  Acq On    : 17 Jan 2019  16:23
  Operator  : JU/SJ
  Sample    : K1139-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Heptadecane, 9-hexyl-           Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.37    7.34 ng        1710010   Chrysene-d12               21.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 9-hexyl-               324 C23H48         055124-79-3 93
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Heptacosane                         380 C27H56         000593-49-7 91
 4 2-Bromo dodecane                    248 C12H25Br       013187-99-0 91
 5 Tetracosane                         338 C24H50         000646-31-1 91
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011719\
  Data File : BM018616.D                                          
  Acq On    : 17 Jan 2019  16:23
  Operator  : JU/SJ
  Sample    : K1139-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  2,6,10,14,18,22-Tetracosahe...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.51    3.57 ng         716684   Perylene-d12               23.61

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50         000111-02-4 90
 2 Squalene                            410 C30H50         007683-64-9 87
 3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H44O        1000163-04-7 72
 4 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66         000502-62-5 72
 5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24         230646-72-7 64

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 3302 (22.509 min): BM018616.D (-3298) (-)
69.1

137.1
189.0 267.0231.0 341.1302.1 403.0 476.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0

121.0
161.0 203.0 341.029.0 410.0273.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #158503: Squalene
69.0

137.0
29.0 191.0 341.0 410.0231.0 273.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69.0

111.0
149.029.0 192.0 384.0315.0273.0231.0

22.20 22.40 22.60 22.80

m/z  69.10  100.00%

22.20 22.40 22.60 22.80

m/z  81.10   51.48%

22.20 22.40 22.60 22.80

m/z  41.05   27.17%

22.20 22.40 22.60 22.80

m/z  95.10   15.71%

22.20 22.40 22.60 22.80

m/z 137.10   12.44%

8270-BM010919.M Fri Jan 18 07:26:35 2019                                              Page: 11

Instrument :
BNA_M
ClientSampleId :
S-4



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011719\
  Data File : BM018616.D                                          
  Acq On    : 17 Jan 2019  16:23
  Operator  : JU/SJ
  Sample    : K1139-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Tetratetracontane               Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.12   13.80 ng        2773510   Perylene-d12               23.61

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetratetracontane                   619 C44H90         007098-22-8 91
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Octacosane                          394 C28H58         000630-02-4 91
 4 Docosane, 11-decyl-                 451 C32H66         055401-55-3 91
 5 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011719\
  Data File : BM018616.D                                          
  Acq On    : 17 Jan 2019  16:23
  Operator  : JU/SJ
  Sample    : K1139-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Hexadecane, 1-iodo-             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.88    8.08 ng        1624530   Perylene-d12               23.61

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane, 1-iodo-                 352 C16H33I        000544-77-4 97
 2 Tetratetracontane                   619 C44H90         007098-22-8 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Tetracosane                         338 C24H50         000646-31-1 91
 5 Docosane, 11-decyl-                 451 C32H66         055401-55-3 91

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

5000

m/z-->

Abundance Scan 3705 (24.880 min): BM018616.D (-3700) (-)
57.1

113.1
169.2 225.2 281.1 337.3 387.2 475.2

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

5000

m/z-->

Abundance #141774: Hexadecane, 1-iodo-
57.0

225.0113.0
169.0 352.0

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

5000

m/z-->

Abundance #172957: Tetratetracontane
57.0

113.0 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

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

5000

m/z-->

Abundance #115569: Heneicosane
57.0

113.0
169.0 296.0225.0

24.60 24.80 25.00 25.20

m/z  57.10  100.00%

24.60 24.80 25.00 25.20

m/z  71.10   73.09%

24.60 24.80 25.00 25.20

m/z  43.10   68.27%

24.60 24.80 25.00 25.20

m/z  85.10   53.00%

24.60 24.80 25.00 25.20

m/z  55.10   24.18%

8270-BM010919.M Fri Jan 18 07:26:37 2019                                              Page: 13

Instrument :
BNA_M
ClientSampleId :
S-4



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011719\
  Data File : BM018616.D                                          
  Acq On    : 17 Jan 2019  16:23
  Operator  : JU/SJ
  Sample    : K1139-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.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...   4.88     3.2 ng     396112  1   7.74 2447530  20.0
unknown7.27            7.27    65.8 ng    8052000  1   7.74 2447530  20.0
n-Hexadecanoic acid   18.03     9.3 ng    1970070  4  17.14 4220170  20.0
Octadecanoic acid     19.31     3.0 ng     707438  5  21.33 4662260  20.0
E-15-Heptadecenal     21.03     5.5 ng    1281230  5  21.33 4662260  20.0
Tetratriacontane      21.91     3.9 ng     915008  5  21.33 4662260  20.0
Heptadecane, 9-he...  22.37     7.3 ng    1710010  5  21.33 4662260  20.0
2,6,10,14,18,22-T...  22.51     3.6 ng     716684  6  23.61 4020550  20.0
Tetratetracontane     24.12    13.8 ng    2773510  6  23.61 4020550  20.0
Hexadecane, 1-iodo-   24.88     8.1 ng    1624530  6  23.61 4020550  20.0
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