
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017346.D                                          
  Acq On    : 29 May 2015   5:53
  Operator  : TP/IZ
  Sample    : G2415-02
  Misc      :  
  ALS Vial  : 24   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_G\METHODS\8270-BG051315.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   3.099    66   70   82 rVB    80451    102490  18.84%   1.968%
  2   4.033   225  229  233 rBV2    5991      7784   1.43%   0.149%
  3   4.768   351  354  359 rVB4    5192      6555   1.20%   0.126%
  4   5.249   431  436  443 rBV    90347    131938  24.25%   2.533%
  5   6.853   703  709  719 rBV    96452    149920  27.56%   2.878%
 
  6   7.194   761  767  774 rBV    98829    148777  27.35%   2.857%
  7   7.652   839  845  852 rBV   105943    164317  30.20%   3.155%
  8   7.905   884  888  892 rVV2    4059      5527   1.02%   0.106%
  9   7.970   892  899  909 rVB    73043    126987  23.34%   2.438%
 10   8.816  1033 1043 1050 rBV    59300     95552  17.56%   1.835%
 
 11   8.986  1064 1072 1075 rBV4    5678      9916   1.82%   0.190%
 12   9.133  1089 1097 1106 rBV5    4550     10516   1.93%   0.202%
 13   9.227  1109 1113 1118 rVB2    4968      7543   1.39%   0.145%
 14  10.443  1309 1320 1328 rBV   144221    269546  49.54%   5.175%
 15  11.877  1558 1564 1570 rBV    91235    126683  23.28%   2.432%
 
 16  12.929  1737 1743 1756 rVB   141246    213628  39.27%   4.102%
 17  13.134  1773 1778 1782 rBV2    8802     12306   2.26%   0.236%
 18  13.775  1882 1887 1894 rVB3   11104     19598   3.60%   0.376%
 19  13.845  1894 1899 1906 rVB3    2939      6126   1.13%   0.118%
 20  13.969  1913 1920 1926 rBV5    3185      5887   1.08%   0.113%
 
 21  14.145  1946 1950 1953 rVB    11439     14010   2.58%   0.269%
 22  14.215  1959 1962 1966 rVB3    5150      5884   1.08%   0.113%
 23  14.309  1973 1978 1987 rVB2  212652    325853  59.89%   6.256%
 24  14.844  2065 2069 2073 rVB4    5458      7212   1.33%   0.138%
 25  14.909  2075 2080 2083 rBV2    3829      5673   1.04%   0.109%
 
 26  15.038  2096 2102 2104 rBV4    3709      6438   1.18%   0.124%
 27  15.108  2110 2114 2116 rBV5    4806      7502   1.38%   0.144%
 28  15.167  2121 2124 2127 rVV2   11638     13891   2.55%   0.267%
 29  15.678  2206 2211 2215 rBV6    4984      7491   1.38%   0.144%
 30  15.737  2215 2221 2227 rVB4   11708     19008   3.49%   0.365%
 
 31  15.808  2227 2233 2241 rBV   114510    175255  32.21%   3.365%
 32  15.978  2258 2262 2267 rVB4   16903     22610   4.16%   0.434%
 33  16.031  2267 2271 2278 rBV3   10740     21049   3.87%   0.404%
 34  16.213  2296 2302 2306 rBV5    8371     12989   2.39%   0.249%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017346.D                                          
  Acq On    : 29 May 2015   5:53
  Operator  : TP/IZ
  Sample    : G2415-02
  Misc      :  
  ALS Vial  : 24   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_G\METHODS\8270-BG051315.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  16.366  2324 2328 2330 rBV4    3494      5602   1.03%   0.108%
 
 36  16.489  2343 2349 2354 rVB5    7064     11970   2.20%   0.230%
 37  16.542  2354 2358 2362 rVB2    6150      8344   1.53%   0.160%
 38  16.607  2366 2369 2371 rBV2    5026      5611   1.03%   0.108%
 39  16.724  2386 2389 2394 rBV5    4425      6818   1.25%   0.131%
 40  16.824  2401 2406 2409 rBV     9422     11735   2.16%   0.225%
 
 41  16.859  2409 2412 2415 rVB4    6399      8048   1.48%   0.155%
 42  17.059  2440 2446 2453 rBV2  311139    420142  77.22%   8.067%
 43  17.153  2458 2462 2469 rVB6    3989      8114   1.49%   0.156%
 44  17.294  2484 2486 2489 rBV3    4540      5646   1.04%   0.108%
 45  17.365  2492 2498 2502 rVB5   11112     17669   3.25%   0.339%
 
 46  17.517  2521 2524 2527 rVB4    9292      9967   1.83%   0.191%
 47  17.735  2558 2561 2564 rVB2    5400      5810   1.07%   0.112%
 48  17.964  2595 2600 2607 rBV3   38016     64527  11.86%   1.239%
 49  18.164  2626 2634 2639 rBV7    6766     18408   3.38%   0.353%
 50  18.258  2646 2650 2653 rBV3    8021     10422   1.92%   0.200%
 
 51  18.293  2653 2656 2660 rVB5    6909      8275   1.52%   0.159%
 52  18.769  2733 2737 2741 rBV3    6662      8910   1.64%   0.171%
 53  18.833  2742 2748 2750 rVV5    4944      9688   1.78%   0.186%
 54  18.980  2766 2773 2778 rBV3    7547     10899   2.00%   0.209%
 55  19.104  2790 2794 2797 rBV3   15244     21713   3.99%   0.417%
 
 56  19.145  2797 2801 2806 rVB4   22709     33654   6.19%   0.646%
 57  19.233  2814 2816 2818 rBV2    6627      7546   1.39%   0.145%
 58  19.327  2828 2832 2835 rVB4    5448      6382   1.17%   0.123%
 59  19.403  2841 2845 2849 rVV5    5820      6945   1.28%   0.133%
 60  19.691  2889 2894 2900 rBV   328110    382483  70.30%   7.344%
 
 61  20.214  2980 2983 2988 rBV5    9022     15610   2.87%   0.300%
 62  20.385  3007 3012 3019 rBV    40345     73225  13.46%   1.406%
 63  20.960  3105 3110 3113 rBV3   42966     57404  10.55%   1.102%
 64  21.043  3121 3124 3127 rVB5    9716      7976   1.47%   0.153%
 65  21.160  3141 3144 3147 rBV3   10123     11356   2.09%   0.218%
 
 66  21.248  3153 3159 3167 rVB   427950    544060 100.00%  10.446%
 67  21.342  3172 3175 3183 rBV3   24459     39085   7.18%   0.750%
 68  22.288  3331 3336 3344 rBV   289332    398483  73.24%   7.651%
 69  22.418  3353 3358 3366 rVB    45721     73051  13.43%   1.403%
 70  22.541  3377 3379 3383 rBV5    6285      8572   1.58%   0.165%
 
 71  23.487  3532 3540 3547 rVB2  287505    526121  96.70%  10.102%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017346.D                                          
  Acq On    : 29 May 2015   5:53
  Operator  : TP/IZ
  Sample    : G2415-02
  Misc      :  
  ALS Vial  : 24   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_G\METHODS\8270-BG051315.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 72  23.963  3618 3621 3626 rBV6    3555      6745   1.24%   0.130%
 73  24.527  3712 3717 3722 rVB8   15058     29751   5.47%   0.571%
 74  26.342  4025 4026 4031 rBV5    4907      7124   1.31%   0.137%
 75  26.571  4059 4065 4072 rVB5   11271     27948   5.14%   0.537%
 
 
 
                        Sum of corrected areas:     5208300
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017346.D                                          
  Acq On    : 29 May 2015   5:53
  Operator  : TP/IZ
  Sample    : G2415-02
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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_G\DATA\BG052815\
  Data File : BG017346.D                                          
  Acq On    : 29 May 2015   5:53
  Operator  : TP/IZ
  Sample    : G2415-02
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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-Butanone, 3-hydroxy-          Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.10   12.47 ng         102490   1,4-Dichlorobenzene-d4      7.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Butanone, 3-hydroxy-               88 C4H8O2         000513-86-0 78
 2 Propane, 1-methoxy-2-methyl-         88 C5H12O         000625-44-5 56
 3 Ethanol, 2-(vinyloxy)-               88 C4H8O2         000764-48-7 40
 4 Propanoic acid, 2-methyl-            88 C4H8O2         000079-31-2 9 
 5 2-Propanone, 1-methoxy-              88 C4H8O2         005878-19-3 9 

0 10 20 30 40 50 60 70 80 90

5000

m/z-->

Abundance Scan 70 (3.099 min): BG017346.D (-66) (-)
45

887339 55

0 10 20 30 40 50 60 70 80 90

5000

m/z-->

Abundance #2012: 2-Butanone, 3-hydroxy-
45

27 8873

0 10 20 30 40 50 60 70 80 90

5000

m/z-->

Abundance #2100: Propane, 1-methoxy-2-methyl-
45

2915 39 8856 732

0 10 20 30 40 50 60 70 80 90

5000

m/z-->

Abundance #2009: Ethanol, 2-(vinyloxy)-
45

31

15
58 73 883925

2.80 3.00 3.20 3.40

m/z  45.00  100.00%

2.80 3.00 3.20 3.40

m/z  43.00   66.47%

2.80 3.00 3.20 3.40

m/z  42.00    8.89%

2.80 3.00 3.20 3.40

m/z  87.95    6.34%

2.80 3.00 3.20 3.40

m/z  44.00    3.51%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017346.D                                          
  Acq On    : 29 May 2015   5:53
  Operator  : TP/IZ
  Sample    : G2415-02
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.19                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.19   18.11 ng         148777   1,4-Dichlorobenzene-d4      7.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 27
 2 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 25
 3 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 22
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 5 5-Aminoindole                       132 C8H8N2         005192-03-0 22

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 766 (7.188 min): BG017346.D (-761) (-)
132

68

9640 54
20784

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132

10533 44
70

8656

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methyl-
132

104
63

7739 51 90 117

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
13256

27 42 76 9115

6.80 7.00 7.20 7.40 7.60

m/z 132.00  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  68.00   46.46%

6.80 7.00 7.20 7.40 7.60

m/z  66.00   31.00%

6.80 7.00 7.20 7.40 7.60

m/z 134.00   28.56%

6.80 7.00 7.20 7.40 7.60

m/z  69.00   23.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017346.D                                          
  Acq On    : 29 May 2015   5:53
  Operator  : TP/IZ
  Sample    : G2415-02
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Tridecane                       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.88    9.40 ng         126683   Naphthalene-d8             10.45

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane                           184 C13H28         000629-50-5 94
 2 Hexadecane                          226 C16H34         000544-76-3 90
 3 Tetradecane                         198 C14H30         000629-59-4 90
 4 Undecane                            156 C11H24         001120-21-4 86
 5 Dodecane                            170 C12H26         000112-40-3 86

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 1565 (11.883 min): BG017346.D (-1558) (-)
43 57

71

85

18498 112 126 141 154

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #45543: Tridecane
57

43

71
85

29
99 184112 127 141 15516 169

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #73965: Hexadecane
5743

71

85
29

99 113 127 141 155 169 183 226197

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #55009: Tetradecane
57

43

71

85
29

99 113 198127 141 155 169

11.60 11.80 12.00 12.20

m/z  43.10  100.00%

11.60 11.80 12.00 12.20

m/z  57.10   97.43%

11.60 11.80 12.00 12.20

m/z  41.00   57.04%

11.60 11.80 12.00 12.20

m/z  71.10   56.04%

11.60 11.80 12.00 12.20

m/z  85.10   31.18%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017346.D                                          
  Acq On    : 29 May 2015   5:53
  Operator  : TP/IZ
  Sample    : G2415-02
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.96    3.07 ng          64527   Phenanthrene-d10           17.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 93
 2 Dodecanoic acid                     200 C12H24O2       000143-07-7 50
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 47
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 47
 5 Isopropyl Palmitate                 298 C19H38O2       000142-91-6 47

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

5000

m/z-->

Abundance Scan 2599 (17.958 min): BG017346.D (-2595) (-)
43 73

57

129 256213
87 157111 143 185171 227 281

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

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43 73

57

29 256
129

21397 115 157171185 227143 199 241

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

5000

m/z-->

Abundance #56043: Dodecanoic acid
73

43
57

12929
20015787 115101 143 171

185

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

5000

m/z-->

Abundance #65566: Tridecanoic acid
73

43 57

129
17129 21411587

185101 15215 199

17.60 17.80 18.00 18.20

m/z  43.05  100.00%

17.60 17.80 18.00 18.20

m/z  73.00   93.96%

17.60 17.80 18.00 18.20

m/z  55.00   72.81%

17.60 17.80 18.00 18.20

m/z  60.00   71.38%

17.60 17.80 18.00 18.20

m/z  41.00   57.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017346.D                                          
  Acq On    : 29 May 2015   5:53
  Operator  : TP/IZ
  Sample    : G2415-02
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  9-Octadecenamide, (Z)-          Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.38    2.69 ng          73225   Chrysene-d12               21.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 78
 2 Octanamide                          143 C8H17NO        000629-01-6 53
 3 Hexadecanamide                      255 C16H33NO       000629-54-9 50
 4 Tetradecanamide                     227 C14H29NO       000638-58-4 50
 5 2-Propanone, 1-cyclopentyl-         126 C8H14O         001122-98-1 43

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3011 (20.379 min): BG017346.D (-3007) (-)
59

41
126 28196 20879 147 238 355

50 100 150 200 250 300 350

5000

m/z-->

Abundance #106874: 9-Octadecenamide, (Z)-
59

41
28183 114 136154 18418 253220

50 100 150 200 250 300 350

5000

m/z-->

Abundance #19501: Octanamide
59

41 86 14311418

50 100 150 200 250 300 350

5000

m/z-->

Abundance #91512: Hexadecanamide
59

41 25586 128 212170110 19417 152

20.00 20.20 20.40 20.60

m/z  59.00  100.00%

20.00 20.20 20.40 20.60

m/z  72.00   66.20%

20.00 20.20 20.40 20.60

m/z  55.00   53.10%

20.00 20.20 20.40 20.60

m/z  41.00   27.68%

20.00 20.20 20.40 20.60

m/z  43.00   22.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017346.D                                          
  Acq On    : 29 May 2015   5:53
  Operator  : TP/IZ
  Sample    : G2415-02
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  9-Eicosene, (E)-                Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.96    2.11 ng          57404   Chrysene-d12               21.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Eicosene, (E)-                    280 C20H40         074685-29-3 96
 2 3-Eicosene, (E)-                    280 C20H40         074685-33-9 95
 3 1-Heneicosyl formate                340 C22H44O2       077899-03-7 91
 4 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 90
 5 1-Eicosene                          280 C20H40         003452-07-1 90

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

5000

m/z-->

Abundance Scan 3110 (20.960 min): BG017346.D (-3105) (-)
43 83

111

67
208 280226139 167 328191

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

5000

m/z-->

Abundance #106399: 9-Eicosene, (E)-
57 83

41

111

139 280168 196 25222 223

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

5000

m/z-->

Abundance #106400: 3-Eicosene, (E)-
5741

83

111

139 280167 196 25224 224

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

5000

m/z-->

Abundance #137330: 1-Heneicosyl formate
57 83

11141

139 294167 266196 222 322 340

20.60 20.80 21.00 21.20

m/z  43.10  100.00%

20.60 20.80 21.00 21.20

m/z  55.00   95.79%

20.60 20.80 21.00 21.20

m/z  57.05   94.94%

20.60 20.80 21.00 21.20

m/z  83.10   88.26%

20.60 20.80 21.00 21.20

m/z  69.05   80.97%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017346.D                                          
  Acq On    : 29 May 2015   5:53
  Operator  : TP/IZ
  Sample    : G2415-02
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  13-Docosenamide, (Z)-           Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.29   14.65 ng         398483   Chrysene-d12               21.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 13-Docosenamide, (Z)-               337 C22H43NO       000112-84-5 90
 2 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 87
 3 Tetradecanamide                     227 C14H29NO       000638-58-4 78
 4 Octadecanamide                      283 C18H37NO       000124-26-5 72
 5 Octanamide                          143 C8H17NO        000629-01-6 53

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3336 (22.288 min): BG017346.D (-3331) (-)
59

83
12639 154 337294254184 226105 410

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #135944: 13-Docosenamide, (Z)-
59

137
83 112

39 337294193 240165 263

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #106874: 9-Octadecenamide, (Z)-
59

2818329 114136 184 253156 220

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #74439: Tetradecanamide
59

22797 12829 184152

22.00 22.20 22.40 22.60

m/z  59.00  100.00%

22.00 22.20 22.40 22.60

m/z  72.00   59.22%

22.00 22.20 22.40 22.60

m/z  55.10   53.85%

22.00 22.20 22.40 22.60

m/z  41.05   39.36%

22.00 22.20 22.40 22.60

m/z  43.10   38.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017346.D                                          
  Acq On    : 29 May 2015   5:53
  Operator  : TP/IZ
  Sample    : G2415-02
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Docosa-2,6,10,14,18-pentaen...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.42    2.78 ng          73051   Perylene-d12               23.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H44O        1000163-04-7 87
 2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50         000111-02-4 80
 3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24         062951-96-6 80
 4 3,7,11-Trimethyl-dodeca-2,6,10-t... 236 C15H24O2       007548-13-2 78
 5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H36O        056882-09-8 72

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3358 (22.418 min): BG017346.D (-3353) (-)
69

41

12195 149 189 341237 267209

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69

41
93

136
161 192 384315273 341231113

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69

41
13795

341 410191161 367273217 299117 244

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (Z)-
69

41

95 123 149 177

22.20 22.40 22.60 22.80

m/z  69.10  100.00%

22.20 22.40 22.60 22.80

m/z  81.05   41.49%

22.20 22.40 22.60 22.80

m/z  41.00   30.98%

22.20 22.40 22.60 22.80

m/z  68.10   12.84%

22.20 22.40 22.60 22.80

m/z  67.00   12.39%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017346.D                                          
  Acq On    : 29 May 2015   5:53
  Operator  : TP/IZ
  Sample    : G2415-02
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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-Butanone, 3-hyd...   3.10    12.5 ng     102490  1   7.65  164317  20.0
unknown7.19            7.19    18.1 ng     148777  1   7.65  164317  20.0
Tridecane             11.88     9.4 ng     126683  2  10.45  269546  20.0
n-Hexadecanoic acid   17.96     3.1 ng      64527  4  17.06  420142  20.0
9-Octadecenamide,...  20.38     2.7 ng      73225  5  21.25  544060  20.0
9-Eicosene, (E)-      20.96     2.1 ng      57404  5  21.25  544060  20.0
13-Docosenamide, ...  22.29    14.7 ng     398483  5  21.25  544060  20.0
Docosa-2,6,10,14,...  22.42     2.8 ng      73051  6  23.49  526121  20.0
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