
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   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-BF041516.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   2.155     4    6   24 rVB   252300    590801   9.21%   0.964%
  2   5.081   260  262  269 rVB   300300    436137   6.80%   0.711%
  3   5.493   295  298  300 rBV  5187583   6252386  97.49%  10.197%
  4   6.521   384  388  390 rBV  5448034   6413531 100.00%  10.460%
  5   6.659   397  400  402 rBV  5600911   5757528  89.77%   9.390%
 
  6   6.887   418  420  423 rVB  1452734   1640088  25.57%   2.675%
  7   7.047   432  434  436 rVB  4666672   4245425  66.19%   6.924%
  8   7.459   467  470  472 rBV  3943261   4452321  69.42%   7.261%
  9   7.539   475  477  479 rVB    79789     90147   1.41%   0.147%
 10   8.179   530  533  535 rBV  2637157   2289139  35.69%   3.733%
 
 11   9.253   624  627  630 rBV  5481985   5677685  88.53%   9.260%
 12   9.653   659  662  664 rBV   808905   1116051  17.40%   1.820%
 13   9.870   677  681  683 rBV   176839    156613   2.44%   0.255%
 14   9.928   684  686  689 rVB2 2165161   2327792  36.30%   3.796%
 15  10.110   699  702  705 rBV4   48354    110484   1.72%   0.180%
 
 16  10.373   721  725  726 rBV2  201365    342209   5.34%   0.558%
 17  10.590   741  744  747 rBV   121067    195645   3.05%   0.319%
 18  10.716   752  755  758 rBV  3358874   3467565  54.07%   5.655%
 19  10.842   764  766  773 rVB   377816    458322   7.15%   0.747%
 20  11.036   781  783  785 rBV2   49681     77839   1.21%   0.127%
 
 21  11.288   803  805  806 rVV   285389    233829   3.65%   0.381%
 22  11.322   806  808  811 rVV    66612     93700   1.46%   0.153%
 23  11.413   814  816  818 rVV  2555838   2256040  35.18%   3.679%
 24  11.470   818  821  825 rVB    42462     73321   1.14%   0.120%
 25  11.642   834  836  841 rVV   130898    148304   2.31%   0.242%
 
 26  11.711   841  842  846 rVV    90615     99967   1.56%   0.163%
 27  11.939   861  862  864 rBV   132300    165665   2.58%   0.270%
 28  11.973   864  865  867 rVB    81069     72059   1.12%   0.118%
 29  12.111   874  877  883 rVV3   75027    145558   2.27%   0.237%
 30  12.236   886  888  894 rVB   247427    227778   3.55%   0.371%
 
 31  12.511   910  912  916 rVB2   67524     83925   1.31%   0.137%
 32  12.613   919  921  923 rBV    43447     69444   1.08%   0.113%
 33  12.831   937  940  943 rBV2  241872    321318   5.01%   0.524%
 34  12.876   943  944  950 rVB2  106107    206694   3.22%   0.337%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   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-BF041516.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.002   952  955  957 rBV  4572581   4667612  72.78%   7.612%
 
 36  13.242   972  976  978 rBV2  124095    195987   3.06%   0.320%
 37  13.528   999 1001 1004 rBV2  133358    177473   2.77%   0.289%
 38  13.574  1004 1005 1010 rVB   114324    216922   3.38%   0.354%
 39  13.665  1010 1013 1015 rBV2  155533    154233   2.40%   0.252%
 40  13.905  1031 1034 1041 rBV   298251    477693   7.45%   0.779%
 
 41  14.042  1044 1046 1049 rBV  1566561   1493273  23.28%   2.435%
 42  14.225  1059 1062 1064 rBV   112862    115960   1.81%   0.189%
 43  14.534  1086 1089 1095 rBV   104029    164588   2.57%   0.268%
 44  14.831  1112 1115 1119 rBV    59130     69324   1.08%   0.113%
 45  15.162  1141 1144 1150 rBV2   74436    157034   2.45%   0.256%
 
 46  15.482  1169 1172 1175 rBV  1062901   1374714  21.43%   2.242%
 47  15.951  1210 1213 1216 rBV    62545    104860   1.63%   0.171%
 48  17.048  1304 1309 1320 rBV7   43390    212656   3.32%   0.347%
 49  17.471  1343 1346 1350 rBV4   72830    172928   2.70%   0.282%
 50  17.848  1375 1379 1384 rVB4   49234    128529   2.00%   0.210%
 
 51  18.020  1391 1394 1399 rVB5   39217     98894   1.54%   0.161%
 52  18.271  1410 1416 1425 rBV2  177281    678976  10.59%   1.107%
 53  18.523  1434 1438 1448 rVB6   62259    226125   3.53%   0.369%
 54  19.151  1490 1493 1501 rVB8   31593    133881   2.09%   0.218%
 
 
                        Sum of corrected areas:    61316972
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.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\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Propane, 1,1-dimethoxy-         Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.16    7.20 ng         590801   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 1,1-dimethoxy-             104 C5H12O2        004744-10-9 78
 2 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 10
 3 Thiocyanic acid, methyl ester        73 C2H3NS         000556-64-9 9 
 4 Silanol, trimethyl-                  90 C3H10OSi       001066-40-6 9 
 5 1,3-Dioxolane, 2-(chloromethyl)-    122 C4H7ClO2       002568-30-1 9 

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

5000

m/z-->

Abundance Scan 6 (2.155 min): BF086265.D (-4) (-)
75.1

45.1

57.135.1 103.1

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

5000

m/z-->

Abundance #4666: Propane, 1,1-dimethoxy-
75.0

45.0
31.0

15.0 57.0 103.088.0

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

5000

m/z-->

Abundance #4342: Pentane, 3-methoxy-
73.0

45.0

29.0 55.0 101.0

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

5000

m/z-->

Abundance #706: Thiocyanic acid, methyl ester
73.0

45.0
15.0

32.0 58.0
2.0

2.20 2.30 2.40 2.50 2.60

m/z  75.10  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  73.05   70.86%

2.20 2.30 2.40 2.50 2.60

m/z  45.10   34.94%

2.20 2.30 2.40 2.50 2.60

m/z  41.10   28.12%

2.20 2.30 2.40 2.50 2.60

m/z  47.05   17.38%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.08    5.32 ng         436137   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 28
 3 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 10
 5 Acetone                              58 C3H6O          000067-64-1 9 

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

5000

m/z-->

Abundance Scan 262 (5.081 min): BF086265.D (-260) (-)
43.1

59.1

101.1
83.169.1

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

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.051.0 69.0 91.0

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

5000

m/z-->

Abundance #7974: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

29.0
101.0

78.0

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

5000

m/z-->

Abundance #3602: 1-Propen-2-ol, acetate
43.0

58.0
72.015.0 100.027.0

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   50.00%

4.80 5.00 5.20 5.40

m/z  58.10   16.96%

4.80 5.00 5.20 5.40

m/z 101.10   16.43%

4.80 5.00 5.20 5.40

m/z  41.10    8.15%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.66                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.66   70.21 ng        5757530   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Benzene, 1,2,4-trifluoro-           132 C6H3F3         000367-23-7 9 
 5 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 400 (6.659 min): BF086265.D (-397) (-)
132.1

68.1

96.140.1 54.1
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 #13679: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0

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

6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   43.95%

6.40 6.60 6.80 7.00

m/z 134.10   33.06%

6.40 6.60 6.80 7.00

m/z  66.10   29.53%

6.40 6.60 6.80 7.00

m/z  69.10   18.05%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Hexadecane                      Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.37    2.94 ng         342209   Acenaphthene-d10            9.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 90
 2 Tetradecane                         198 C14H30         000629-59-4 87
 3 Dodecane, 1-iodo-                   296 C12H25I        004292-19-7 86
 4 Decane, 2,3,5-trimethyl-            184 C13H28         062238-11-3 78
 5 Eicosane                            282 C20H42         000112-95-8 72

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

5000

m/z-->

Abundance Scan 725 (10.373 min): BF086265.D (-721) (-)
57.1

85.2

113.239.1 141.1 168.2

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

5000

m/z-->

Abundance #73965: Hexadecane
57.0

85.0
29.0

113.0 141.0 169.0 226.0197.0

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

5000

m/z-->

Abundance #55008: Tetradecane
57.0

85.0

29.0

113.0 198.0141.0 169.0

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

5000

m/z-->

Abundance #114972: Dodecane, 1-iodo-
57.0

85.0

29.0 155.0113.0
183.0

10.00 10.20 10.40 10.60

m/z  57.10  100.00%

10.00 10.20 10.40 10.60

m/z  71.15   69.94%

10.00 10.20 10.40 10.60

m/z  43.10   63.14%

10.00 10.20 10.40 10.60

m/z  85.20   48.77%

10.00 10.20 10.40 10.60

m/z  41.10   25.41%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heneicosane                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.84    4.06 ng         458322   Phenanthrene-d10           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Heptadecane                         240 C17H36         000629-78-7 83
 3 Eicosane                            282 C20H42         000112-95-8 80
 4 Undecane, 5-ethyl-5-propyl-         226 C16H34         002755-07-9 78
 5 Nonadecane                          268 C19H40         000629-92-5 72

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 766 (10.842 min): BF086265.D (-764) (-)
57.2

85.2

113.2 140.2 169.2 197.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #115570: Heneicosane
57.0

85.0

29.0 113.0 141.0 169.0 296.0197.0 225.0 253.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #82608: Heptadecane
57.0

85.0

29.0
113.0 141.0 240.0169.0 197.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #107652: Eicosane
57.0

85.0
29.0

113.0 141.0 169.0 282.0

10.60 10.80 11.00 11.20

m/z  57.20  100.00%

10.60 10.80 11.00 11.20

m/z  71.15   71.83%

10.60 10.80 11.00 11.20

m/z  43.10   67.58%

10.60 10.80 11.00 11.20

m/z  85.20   47.21%

10.60 10.80 11.00 11.20

m/z  41.10   27.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Hexadecanoic acid, butyl ester  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.83    4.30 ng         321318   Chrysene-d12               14.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 91
 2 Hexadecanoic acid, 2-methylpropy... 312 C20H40O2       000110-34-9 50
 3 Nipecotic acid                      129 C6H11NO2       000498-95-3 47
 4 2,2-Dimethyl-1,3-butanediol         118 C6H14O2        000076-35-7 35
 5 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 27

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 940 (12.831 min): BF086265.D (-937) (-)
56.1

257.3129.1
83.2 185.2 213.2157.2 312.5281.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #124071: Hexadecanoic acid, butyl ester
56.0

257.0
29.0 129.0

83.0 312.0213.0185.0157.0 283.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #124097: Hexadecanoic acid, 2-methylpropyl ester
57.0

239.0
29.0

129.085.0 213.0157.0 312.0185.0 282.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #12423: Nipecotic acid
57.0

30.0 84.0
129.0

12.60 12.80 13.00 13.20

m/z  56.10  100.00%

12.60 12.80 13.00 13.20

m/z  57.10   55.15%

12.60 12.80 13.00 13.20

m/z  43.10   36.77%

12.60 12.80 13.00 13.20

m/z  41.10   31.79%

12.60 12.80 13.00 13.20

m/z  73.10   30.62%

8270-BF041516.M Mon Apr 18 18:53:48 2016                                              Page: 9

Instrument :
BNA_F
ClientSampleId :
CDMSHDUP



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Tetradecane                     Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.88    2.77 ng         206694   Chrysene-d12               14.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecane                         198 C14H30         000629-59-4 76
 2 Octacosane                          394 C28H58         000630-02-4 62
 3 Tetracosane                         338 C24H50         000646-31-1 62
 4 Eicosane                            282 C20H42         000112-95-8 58
 5 Octane, 2-methyl-                   128 C9H20          003221-61-2 58

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 944 (12.876 min): BF086265.D (-943) (-)
57.2

213.2

99.1 135.1 169.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #55007: Tetradecane
57.0

99.027.0 198.0141.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #155178: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #136481: Tetracosane
57.0

99.0
27.0 141.0 183.0 338.0225.0 267.0

12.60 12.80 13.00 13.20

m/z  57.20  100.00%

12.60 12.80 13.00 13.20

m/z  71.10   72.35%

12.60 12.80 13.00 13.20

m/z  43.10   68.49%

12.60 12.80 13.00 13.20

m/z  85.20   47.66%

12.60 12.80 13.00 13.20

m/z 213.15   33.84%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Heptadecane                     Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.24    2.62 ng         195987   Chrysene-d12               14.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane                         240 C17H36         000629-78-7 90
 2 Heneicosane                         296 C21H44         000629-94-7 90
 3 Eicosane, 10-methyl-                296 C21H44         054833-23-7 87
 4 Nonacosane                          408 C29H60         000630-03-5 80
 5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 80

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 976 (13.242 min): BF086265.D (-972) (-)
57.1

85.2

113.2
141.2 216.2169.2 193.1 281.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #82608: Heptadecane
57.0

85.0

29.0
113.0 141.0 240.0169.0 197.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #115570: Heneicosane
57.0

85.0

29.0 113.0 141.0 169.0 296.0197.0 225.0 253.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #115575: Eicosane, 10-methyl-
57.0

85.0

154.0113.0
281.0183.0 211.0 239.0

13.00 13.20 13.40 13.60

m/z  57.10  100.00%

13.00 13.20 13.40 13.60

m/z  71.15   81.70%

13.00 13.20 13.40 13.60

m/z  85.15   61.81%

13.00 13.20 13.40 13.60

m/z  43.10   55.63%

13.00 13.20 13.40 13.60

m/z  55.10   21.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Octadecanoic acid, butyl ester  Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.53    2.38 ng         177473   Chrysene-d12               14.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 64
 2 Decane, 2,2,3-trimethyl-            184 C13H28         062338-09-4 43
 3 Pentadecane, 8-methylene-           224 C16H32         055668-09-2 37
 4 2-Methyl-n-1-tridecene              196 C14H28         018094-01-4 35
 5 1-Hexene, 4-methyl-                  98 C7H14          003769-23-1 30

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 1001 (13.528 min): BF086265.D (-999) (-)
56.1

129.183.1
185.2 285.4241.3

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #137336: Octadecanoic acid, butyl ester
56.0

29.0
129.0 285.085.0 185.0 241.0 340.0157.0 213.0 311.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #45608: Decane, 2,2,3-trimethyl-
57.0

29.0 126.085.0 169.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #72506: Pentadecane, 8-methylene-
56.0

29.0 84.0
125.0

224.0168.0 196.0

13.20 13.40 13.60 13.80

m/z  56.10  100.00%

13.20 13.40 13.60 13.80

m/z  57.10   53.33%

13.20 13.40 13.60 13.80

m/z  43.10   42.06%

13.20 13.40 13.60 13.80

m/z  41.10   34.74%

13.20 13.40 13.60 13.80

m/z  55.10   30.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown13.67                    Concentration Rank 20

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.67    2.07 ng         154233   Chrysene-d12               14.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Humulane-1,6-dien-3-ol              222 C15H26O        1000140-23-1 43
 2 1R,4S,7S,11R-2,2,4,8-Tetramethyl... 204 C15H24         1000140-07-6 41
 3 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24         1000140-07-7 38
 4 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24         000489-40-7 38
 5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24         137235-51-9 30

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

5000

m/z-->

Abundance Scan 1013 (13.665 min): BF086265.D (-1010) (-)
204.3109.281.143.1

135.2
161.2

230.2 281.1

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

5000

m/z-->

Abundance #70968: Humulane-1,6-dien-3-ol
109.0

43.0

204.0
81.0

161.0
133.0

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

5000

m/z-->

Abundance #58778: 1R,4S,7S,11R-2,2,4,8-Tetramethyltricyclo[5.3.1.0(4...
109.0 204.0

161.0133.0
41.0

69.0

180.0

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

5000

m/z-->

Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0

95.0 161.0
123.041.0 67.0

13.40 13.60 13.80 14.00

m/z 204.30  100.00%

13.40 13.60 13.80 14.00

m/z 109.15   99.89%

13.40 13.60 13.80 14.00

m/z  81.10   95.92%

13.40 13.60 13.80 14.00

m/z  43.10   87.88%

13.40 13.60 13.80 14.00

m/z  95.10   44.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Ethanol, 2-(hexadecyloxy)-      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.91    6.40 ng         477693   Chrysene-d12               14.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-(hexadecyloxy)-          286 C18H38O2       002136-71-2 91
 2 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 74
 3 Ethanol, 2-(octadecyloxy)-          314 C20H42O2       002136-72-3 74
 4 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 70
 5 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 68

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 1034 (13.905 min): BF086265.D (-1031) (-)
57.1

85.2

111.2
141.2 168.3 209.1 283.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57.0

85.0

31.0 111.0
196.0 255.0224.0141.0 169.0 281.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0

83.0

111.029.0
196.0168.0139.0 227.0 258.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #125129: Ethanol, 2-(octadecyloxy)-
57.0

85.0

29.0
111.0

283.0224.0 252.0141.0 169.0 197.0 311.0

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  71.20   67.62%

13.60 13.80 14.00 14.20

m/z  43.10   67.26%

13.60 13.80 14.00 14.20

m/z  85.15   46.42%

13.60 13.80 14.00 14.20

m/z  55.10   41.18%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Eicosane                        Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.53    2.20 ng         164588   Chrysene-d12               14.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 74
 2 Heneicosane                         296 C21H44         000629-94-7 72
 3 Heptadecane                         240 C17H36         000629-78-7 68
 4 Hexadecane                          226 C16H34         000544-76-3 68
 5 Octadecane                          254 C18H38         000593-45-3 64

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1089 (14.534 min): BF086265.D (-1086) (-)
57.1

97.1
127.2 207.1 397.4169.2 281.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #107655: Eicosane
57.0

99.0
141.0 282.027.0 183.0 225.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #115570: Heneicosane
57.0

99.0
141.027.0 183.0 296.0225.0 266.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #82608: Heptadecane
57.0

99.0
27.0 141.0 240.0183.0

14.20 14.40 14.60 14.80

m/z  57.10  100.00%

14.20 14.40 14.60 14.80

m/z  71.20   77.93%

14.20 14.40 14.60 14.80

m/z  43.10   61.03%

14.20 14.40 14.60 14.80

m/z  85.15   60.98%

14.20 14.40 14.60 14.80

m/z  55.10   36.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  unknown17.05                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.05    3.09 ng         212656   Perylene-d12               15.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetic acid, [(Z,Z)-3,7,11-trime... 264 C17H28O2       1000164-38-6 38
 2 Nerolidol 1                         222 C15H26O        1000285-43-5 38
 3 4-Hexenenitrile, 2,5-dimethyl-2-... 191 C13H21N        069340-56-3 35
 4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H28O2       004128-17-0 35
 5 Crotonic acid, o-formylphenyl ester 190 C11H10O3       114636-69-0 30

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

5000

m/z-->

Abundance Scan 1309 (17.048 min): BF086265.D (-1304) (-)
69.1

151.1
41.1 107.1

207.1
177.1131.1 278.2

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

5000

m/z-->

Abundance #96908: Acetic acid, [(Z,Z)-3,7,11-trimethyl-2,6,10-dodeca...
69.0

41.0
93.0

136.0 204.0161.0 264.0
114.0 181.0 243.0

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

5000

m/z-->

Abundance #70951: Nerolidol 1
69.0

93.0
43.0

136.0 161.0 189.0

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

5000

m/z-->

Abundance #49876: 4-Hexenenitrile, 2,5-dimethyl-2-(3-methyl-2-butenyl)-
69.0

41.0

108.0
191.0148.0

16.80 17.00 17.20 17.40

m/z  69.10  100.00%

16.80 17.00 17.20 17.40

m/z 151.10   38.36%

16.80 17.00 17.20 17.40

m/z  81.10   31.84%

16.80 17.00 17.20 17.40

m/z  41.10   31.70%

16.80 17.00 17.20 17.40

m/z 107.10   31.53%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 19  4-(2,2-Dimethyl-6-methylene...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.27    9.88 ng         678976   Perylene-d12               15.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-(2,2-Dimethyl-6-methylenecyclo... 194 C13H22O        095452-13-4 52
 2 1-Cyclobutanol, 1-methyl-2-(2,2-... 208 C14H24O        1000197-21-8 47
 3 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N        006006-01-5 38
 4 6,10-Dodecadien-1-yn-3-ol, 3,7,1... 220 C15H24O        002387-68-0 35
 5 1-Naphthalenepropanol, .alpha.-e... 306 C20H34O2       004549-12-6 30

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1416 (18.271 min): BF086265.D (-1410) (-)
69.1

135.241.1 95.1 189.2163.1
218.2 257.3283.1 355.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #51988: 4-(2,2-Dimethyl-6-methylenecyclohexyl)butanal
69.0

41.0

109.0
150.0

179.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #61639: 1-Cyclobutanol, 1-methyl-2-(2,2-dimethyl-6-methyle...
69.0

107.043.0 150.0
180.0

208.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #76960: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl-
69.0

41.0

136.0
95.0 231.0175.0

18.00 18.20 18.40 18.60

m/z  69.10  100.00%

18.00 18.20 18.40 18.60

m/z  81.10   58.21%

18.00 18.20 18.40 18.60

m/z 135.15   37.25%

18.00 18.20 18.40 18.60

m/z  41.10   35.28%

18.00 18.20 18.40 18.60

m/z  95.10   29.32%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
  Data File : BF086265.D                                          
  Acq On    : 16 Apr 2016  14:53
  Operator  : UM/SJ
  Sample    : H2471-13
  Misc      :  
  ALS Vial  : 46   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.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|
----------------------------------------------------------------------------
Propane, 1,1-dime...   2.16     7.2 ng     590801  1   6.89 1640090  20.0
2-Pentanone, 4-hy...   5.08     5.3 ng     436137  1   6.89 1640090  20.0
unknown6.66            6.66    70.2 ng    5757530  1   6.89 1640090  20.0
Hexadecane            10.37     2.9 ng     342209  3   9.93 2327790  20.0
Heneicosane           10.84     4.1 ng     458322  4  11.41 2256040  20.0
Hexadecanoic acid...  12.83     4.3 ng     321318  5  14.04 1493270  20.0
Tetradecane           12.88     2.8 ng     206694  5  14.04 1493270  20.0
Heptadecane           13.24     2.6 ng     195987  5  14.04 1493270  20.0
Octadecanoic acid...  13.53     2.4 ng     177473  5  14.04 1493270  20.0
unknown13.67          13.67     2.1 ng     154233  5  14.04 1493270  20.0
Ethanol, 2-(hexad...  13.91     6.4 ng     477693  5  14.04 1493270  20.0
Eicosane              14.53     2.2 ng     164588  5  14.04 1493270  20.0
unknown17.05          17.05     3.1 ng     212656  6  15.48 1374710  20.0
4-(2,2-Dimethyl-6...  18.27     9.9 ng     678976  6  15.48 1374710  20.0
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