
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099167.D                                          
  Acq On    :  7 Oct 2017  00:27
  Operator  : SJ/JU
  Sample    : I5517-05
  Misc      :  
  ALS Vial  : 21   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-BF092317.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   2.169     9   14   28 rVB   633132    803387  21.42%   2.908%
  2   5.087   507  510  523 rVB   196457    219289   5.85%   0.794%
  3   5.487   573  578  581 rBV  1738486   1658723  44.22%   6.004%
  4   6.487   744  748  751 rBV  1289219   1015830  27.08%   3.677%
  5   6.634   768  773  776 rBV  2967958   2801037  74.67%  10.139%
 
  6   6.863   808  812  815 rBV   953428    778967  20.77%   2.820%
  7   7.022   834  839  842 rBV  2772892   2604100  69.42%   9.426%
  8   7.428   902  908  911 rBV  2052168   2151156  57.35%   7.786%
  9   8.145  1025 1030 1033 rBV  1157246   1067927  28.47%   3.866%
 10   8.551  1093 1099 1102 rBV   357766    411982  10.98%   1.491%
 
 11   9.222  1207 1213 1216 rBV  3572800   3751058 100.00%  13.578%
 12   9.898  1322 1328 1332 rBV  1349930   1176562  31.37%   4.259%
 13  10.692  1457 1463 1466 rBV  2007650   2083829  55.55%   7.543%
 14  11.245  1552 1557 1563 rBV6   28202     48233   1.29%   0.175%
 15  11.386  1577 1581 1584 rBV  1369387   1178330  31.41%   4.265%
 
 16  11.586  1611 1615 1624 rBV   181705    180731   4.82%   0.654%
 17  12.739  1807 1811 1815 rBV   161189    148347   3.95%   0.537%
 18  12.780  1815 1818 1821 rVB   109412     84791   2.26%   0.307%
 19  12.974  1845 1851 1854 rBV  3144660   3412396  90.97%  12.352%
 20  13.480  1935 1937 1941 rVB    73411     63728   1.70%   0.231%
 
 21  13.745  1978 1982 1988 rVB2   45825     55765   1.49%   0.202%
 22  14.021  2025 2029 2038 rVB   910328    821282  21.89%   2.973%
 23  15.121  2212 2216 2221 rVB    42161     49311   1.31%   0.178%
 24  15.492  2274 2279 2289 rBV   516666    700262  18.67%   2.535%
 25  15.933  2349 2354 2360 rBV    57917     86526   2.31%   0.313%
 
 26  16.439  2434 2440 2453 rVB2   59301    112666   3.00%   0.408%
 27  17.033  2533 2541 2551 rBV2   40193     93483   2.49%   0.338%
 28  17.727  2652 2659 2667 rVB3   28274     67043   1.79%   0.243%
 
 
                        Sum of corrected areas:    27626741
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099167.D                                          
  Acq On    :  7 Oct 2017  00:27
  Operator  : SJ/JU
  Sample    : I5517-05
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099167.D                                          
  Acq On    :  7 Oct 2017  00:27
  Operator  : SJ/JU
  Sample    : I5517-05
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.17   20.63 ng         803387   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 23
 4 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 22
 5 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12

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

5000

m/z-->

Abundance Scan 14 (2.169 min): BF099167.D (-9) (-)
73

43
55 87

37 67

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

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73

43 55 87
29

6735 80

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

5000

m/z-->

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73

87

5541

29
9767 1127947 129

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

5000

m/z-->

Abundance #2051: 1,3-Dioxolane, 2-methyl-
73

43

58
8729

2.20 2.30 2.40 2.50 2.60

m/z  73.10  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  43.05   37.18%

2.20 2.30 2.40 2.50 2.60

m/z  55.10   27.56%

2.20 2.30 2.40 2.50 2.60

m/z  87.10   24.53%

2.20 2.30 2.40 2.50 2.60

m/z  41.05   12.05%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099167.D                                          
  Acq On    :  7 Oct 2017  00:27
  Operator  : SJ/JU
  Sample    : I5517-05
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.09    5.63 ng         219289   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 

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

5000

m/z-->

Abundance Scan 511 (5.093 min): BF099167.D (-507) (-)
43
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101

8351
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0

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8351

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

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

5000

m/z-->

Abundance #4076: Morpholine, 4-methyl-
43

10115 7127 56 86

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   58.01%

4.80 5.00 5.20 5.40

m/z 101.00   21.73%

4.80 5.00 5.20 5.40

m/z  58.00   17.83%

4.80 5.00 5.20 5.40

m/z  41.00    8.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099167.D                                          
  Acq On    :  7 Oct 2017  00:27
  Operator  : SJ/JU
  Sample    : I5517-05
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.63                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.63   71.92 ng        2801040   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 35
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Xenon                               132 Xe             007440-63-3 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

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

5000

m/z-->

Abundance Scan 772 (6.628 min): BF099167.D (-768) (-)
132

68

96
40 7554 10447 61 87 115

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38

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

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79
89 105 1246034

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   37.82%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   32.40%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   24.19%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   14.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099167.D                                          
  Acq On    :  7 Oct 2017  00:27
  Operator  : SJ/JU
  Sample    : I5517-05
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Ethanol, 2-[4-(1,1-dimethyl...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.59    3.07 ng         180731   Phenanthrene-d10           11.39

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-[4-(1,1-dimethylpropy... 208 C13H20O2       006382-07-6 72
 2 1,3-Dioxolane, 2-(4-methoxypheny... 194 C11H14O3       036881-00-2 72
 3 Ethanol, 2-[4-(1,1-dimethylethyl... 194 C12H18O2       000713-46-2 50
 4 Benzothiazole-6-carboxylic acid     179 C8H5NO2S       003622-35-3 47
 5 Acetic acid, [2-[(2-propenylamin... 235 C12H13NO4      000119-45-9 37

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

5000

m/z-->

Abundance Scan 1616 (11.592 min): BF099167.D (-1611) (-)
179

135

1075741 9177 250120 161148

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

5000

m/z-->

Abundance #67713: Ethanol, 2-[4-(1,1-dimethylpropyl)phenoxy]-
179

135

107

9141 208775527 193121 14915 161

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

5000

m/z-->

Abundance #56021: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methyl-
179

135

43 87 19428 16310764 121 15015

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

5000

m/z-->

Abundance #56222: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179

135

194
107

41 91775727 120 16315 149

11.20 11.40 11.60 11.80 12.00

m/z 179.10  100.00%

11.20 11.40 11.60 11.80 12.00

m/z 135.05   40.96%

11.20 11.40 11.60 11.80 12.00

m/z 107.00   14.29%

11.20 11.40 11.60 11.80 12.00

m/z 180.10    9.87%

11.20 11.40 11.60 11.80 12.00

m/z  57.05    8.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099167.D                                          
  Acq On    :  7 Oct 2017  00:27
  Operator  : SJ/JU
  Sample    : I5517-05
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Ethanol, 2-[2-[4-(1,1,3,3-t...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.74    3.61 ng         148347   Chrysene-d12               14.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H30O3       002315-61-9 93
 2 Pyrrolo[1,2-a]-1,3,5-triazine-7-... 223 C9H9N3O4       054449-89-7 90
 3 Glycine, N-(m-anisoyl)-, methyl ... 223 C11H13NO4      1000299-70-7 64
 4 2-Methoxycarbonyl-2-methylbrendane  194 C12H18O2       148191-16-6 35
 5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H22O        000140-66-9 35

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

5000

m/z-->

Abundance Scan 1811 (12.739 min): BF099167.D (-1807) (-)
223

135

45

1079177 161 294179121 193

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

5000

m/z-->

Abundance #139591: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223

135

45 1079177 294237 27959 121 151 173187 205

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

5000

m/z-->

Abundance #80426: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
223

135
178

151

195

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

5000

m/z-->

Abundance #79960: Glycine, N-(m-anisoyl)-, methyl ester
135

223
10777 92 16463 121 19129 44 206

12.40 12.60 12.80 13.00

m/z 223.10  100.00%

12.40 12.60 12.80 13.00

m/z 135.05   78.99%

12.40 12.60 12.80 13.00

m/z  45.00   33.47%

12.40 12.60 12.80 13.00

m/z  57.05   18.69%

12.40 12.60 12.80 13.00

m/z 224.10   14.42%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099167.D                                          
  Acq On    :  7 Oct 2017  00:27
  Operator  : SJ/JU
  Sample    : I5517-05
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Hexadecanoic acid, butyl ester  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.78    2.06 ng          84791   Chrysene-d12               14.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 87
 2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 74
 3 2,4-Dipropyl-5-ethyl-1,3-dioxane    200 C12H24O2       006413-83-8 37
 4 Cyclobutane, 1-hexyl-2,3-dimethyl-  168 C12H24         055170-84-8 27
 5 1-Piperidinyloxy, 4-(hydroxyimin... 185 C9H17N2O2      003229-75-2 27

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

5000

m/z-->

Abundance Scan 1818 (12.780 min): BF099167.D (-1815) (-)
56

73
129 25723997 185 21315739 112

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

5000

m/z-->

Abundance #154932: Hexadecanoic acid, butyl ester
56

29 73
257129 239101 185 213 312157 283

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

5000

m/z-->

Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56

29 73

129 25797 239185112 213 312157 281

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

5000

m/z-->

Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56

73 11129
145129 19995 17013

12.40 12.60 12.80 13.00

m/z  56.05  100.00%

12.40 12.60 12.80 13.00

m/z  57.05   57.72%

12.40 12.60 12.80 13.00

m/z  43.05   43.32%

12.40 12.60 12.80 13.00

m/z  41.05   36.20%

12.40 12.60 12.80 13.00

m/z  55.00   31.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099167.D                                          
  Acq On    :  7 Oct 2017  00:27
  Operator  : SJ/JU
  Sample    : I5517-05
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Octacosane                      Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.93    2.47 ng          86526   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 91
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 3 Heptacosane                         380 C27H56         000593-49-7 91
 4 Heneicosane                         296 C21H44         000629-94-7 91
 5 Hexacosane                          366 C26H54         000630-01-3 90

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2353 (15.927 min): BF099167.D (-2349) (-)
57

85

113 141 169 193

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209565: Octacosane
57

85

29 113 141 169 197 225 281253 309 337 394365

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

85

11329 141 169 365197 393225 267 295

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #202661: Heptacosane
57

85

29 113 141 169 197 380225 253 281 309 337

15.60 15.80 16.00 16.20

m/z  57.05  100.00%

15.60 15.80 16.00 16.20

m/z  71.00   70.69%

15.60 15.80 16.00 16.20

m/z  43.10   53.52%

15.60 15.80 16.00 16.20

m/z  85.00   53.08%

15.60 15.80 16.00 16.20

m/z  41.05   20.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099167.D                                          
  Acq On    :  7 Oct 2017  00:27
  Operator  : SJ/JU
  Sample    : I5517-05
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Tetratetracontane               Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.44    3.22 ng         112666   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetratetracontane                   619 C44H90         007098-22-8 90
 2 Heneicosane                         296 C21H44         000629-94-7 90
 3 Hexacosane                          366 C26H54         000630-01-3 90
 4 Heptadecane                         240 C17H36         000629-78-7 87
 5 2-methyloctacosane                  408 C29H60         1000376-72-8 87

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

5000

m/z-->

Abundance Scan 2440 (16.439 min): BF099167.D (-2434) (-)
57

99
141 207 281

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

5000

m/z-->

Abundance #241528: Tetratetracontane
57

97
141 183 225 26726 309 351 393 435 491 535 574 617

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

5000

m/z-->

Abundance #141426: Heneicosane
57

99
141 183 29622526

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

5000

m/z-->

Abundance #194493: Hexacosane
57

99
141 183 367225 267 309

16.20 16.40 16.60 16.80

m/z  57.05  100.00%

16.20 16.40 16.60 16.80

m/z  71.10   68.68%

16.20 16.40 16.60 16.80

m/z  43.05   56.78%

16.20 16.40 16.60 16.80

m/z  85.10   55.77%

16.20 16.40 16.60 16.80

m/z  99.10   21.18%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099167.D                                          
  Acq On    :  7 Oct 2017  00:27
  Operator  : SJ/JU
  Sample    : I5517-05
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  2-methyloctacosane              Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.03    2.67 ng          93483   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-methyloctacosane                  408 C29H60         1000376-72-8 87
 2 Tetratetracontane                   619 C44H90         007098-22-8 87
 3 Octacosane                          394 C28H58         000630-02-4 87
 4 Sulfurous acid, 2-propyl tridecy... 306 C16H34O3S      1000309-12-4 86
 5 Sulfurous acid, butyl dodecyl ester 306 C16H34O3S      1000309-17-9 86

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

5000

m/z-->

Abundance Scan 2540 (17.027 min): BF099167.D (-2533) (-)
57

99
191141

281

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

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

99
141 365183 225 26726 309

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

5000

m/z-->

Abundance #241528: Tetratetracontane
57

97
141 183 225 26726 309 351 393 435 491 535 574 617

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

5000

m/z-->

Abundance #209565: Octacosane
57

99
141 183 225 281 337 394

16.80 17.00 17.20 17.40

m/z  57.05  100.00%

16.80 17.00 17.20 17.40

m/z  71.10   77.36%

16.80 17.00 17.20 17.40

m/z  85.10   56.91%

16.80 17.00 17.20 17.40

m/z  43.10   54.80%

16.80 17.00 17.20 17.40

m/z  55.00   23.94%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099167.D                                          
  Acq On    :  7 Oct 2017  00:27
  Operator  : SJ/JU
  Sample    : I5517-05
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.17    20.6 ng     803387  1   6.86  778967  20.0
2-Pentanone, 4-hy...   5.09     5.6 ng     219289  1   6.86  778967  20.0
unknown6.63            6.63    71.9 ng    2801040  1   6.86  778967  20.0
Ethanol, 2-[4-(1,...  11.59     3.1 ng     180731  4  11.39 1178330  20.0
Ethanol, 2-[2-[4-...  12.74     3.6 ng     148347  5  14.02  821282  20.0
Hexadecanoic acid...  12.78     2.1 ng      84791  5  14.02  821282  20.0
Octacosane            15.93     2.5 ng      86526  6  15.49  700262  20.0
Tetratetracontane     16.44     3.2 ng     112666  6  15.49  700262  20.0
2-methyloctacosane    17.03     2.7 ng      93483  6  15.49  700262  20.0
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