
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   5.345   395  401  409 rBV   819958   1256768  33.77%   5.866%
  2   6.928   664  670  691 rVB   796972   1285122  34.54%   5.998%
  3   7.292   725  732  746 rBV   852262   1396091  37.52%   6.516%
  4   7.757   805  811  817 rBV   162350    257386   6.92%   1.201%
  5   8.075   858  865  874 rBV   633471   1010311  27.15%   4.715%
 
  6   8.922  1003 1009 1025 rBV   445331    804095  21.61%   3.753%
  7  10.551  1277 1286 1296 rBV   170220    302627   8.13%   1.412%
  8  13.021  1699 1706 1724 rBV   924097   1429374  38.41%   6.671%
  9  13.863  1844 1849 1858 rBV   111507    161728   4.35%   0.755%
 10  14.404  1935 1941 1955 rBV2  273971    431605  11.60%   2.014%
 
 11  15.898  2189 2195 2211 rBV   930722   1338282  35.96%   6.246%
 12  17.156  2402 2409 2418 rBV   351429    588987  15.83%   2.749%
 13  18.039  2553 2559 2570 rBV    78593    136445   3.67%   0.637%
 14  19.780  2850 2855 2864 rBV  1608883   2029793  54.55%   9.474%
 15  21.044  3065 3070 3079 rBV   416435    560632  15.07%   2.617%
 
 16  21.344  3116 3121 3134 rBV   508670    717657  19.29%   3.350%
 17  21.939  3215 3222 3232 rBV2  280447    534247  14.36%   2.494%
 18  22.627  3336 3339 3344 rVB3   78775    106722   2.87%   0.498%
 19  22.903  3381 3386 3390 rBV   308075    434669  11.68%   2.029%
 20  22.956  3391 3395 3406 rVB2  188215    322219   8.66%   1.504%
 
 21  23.633  3504 3510 3521 rVB   325209    633653  17.03%   2.957%
 22  23.809  3536 3540 3546 rVB2  167998    280930   7.55%   1.311%
 23  24.238  3609 3613 3623 rVB6   92439    188415   5.06%   0.879%
 24  25.374  3801 3806 3816 rVB3  185290    423134  11.37%   1.975%
 25  27.679  4190 4198 4213 rVB7  310690   1073297  28.84%   5.009%
 
 26  28.068  4252 4264 4285 rVB2  993656   3721145 100.00%  17.368%
 
 
                        Sum of corrected areas:    21425334
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown7.29                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.29  108.48 ng        1396090   1,4-Dichlorobenzene-d4      7.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 5 Pyrazolo(2,3-a)pyridine, 7-methyl-  132 C8H8N2         034760-58-2 12

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

5000

m/z-->

Abundance Scan 732 (7.292 min): BM020322.D (-725) (-)
132

68

96
7540 10354 6147 85

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

5000

m/z-->

Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132

97

70
31 6044 7751 86 105 116

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

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

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

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38

7.00 7.20 7.40 7.60

m/z 132.00  100.00%

7.00 7.20 7.40 7.60

m/z  68.10   54.49%

7.00 7.20 7.40 7.60

m/z  66.10   34.78%

7.00 7.20 7.40 7.60

m/z 134.00   33.96%

7.00 7.20 7.40 7.60

m/z  69.10   23.62%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  n-Hexadecanoic acid             Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.04    4.63 ng         136445   Phenanthrene-d10           17.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 94
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 59
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 58
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 43
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5000

m/z-->

Abundance Scan 2559 (18.039 min): BM020322.D (-2553) (-)
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Abundance #92227: n-Hexadecanoic acid
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Abundance #75071: Tetradecanoic acid
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m/z-->

Abundance #65566: Tridecanoic acid
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17129 21411587

185101 15215 199

17.80 18.00 18.20 18.40

m/z  73.00  100.00%

17.80 18.00 18.20 18.40

m/z  60.00   73.69%

17.80 18.00 18.20 18.40

m/z  43.10   55.07%

17.80 18.00 18.20 18.40

m/z  55.10   51.45%

17.80 18.00 18.20 18.40

m/z  41.00   50.68%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Cyclotetradecane                Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.04   15.62 ng         560632   Chrysene-d12               21.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclotetradecane                    196 C14H28         000295-17-0 93
 2 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 3 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 91
 4 1-Tetracosanol                      354 C24H50O        000506-51-4 91
 5 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 91

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3069 (21.039 min): BM020322.D (-3065) (-)
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m/z-->

Abundance #53619: Cyclotetradecane
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Abundance #152927: Trichloroacetic acid, hexadecyl ester
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m/z-->

Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
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29 238169139 210 283191 265

20.80 21.00 21.20 21.40

m/z  69.10  100.00%

20.80 21.00 21.20 21.40

m/z  83.10   97.02%

20.80 21.00 21.20 21.40

m/z  57.05   95.32%

20.80 21.00 21.20 21.40

m/z  55.05   87.00%

20.80 21.00 21.20 21.40

m/z  97.05   78.74%

8270-BM043019.M Tue May 14 18:33:04 2019                                              Page: 5

Instrument :
BNA_M
ClientSampleId :
P026-SS017-0002-01



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Bromoacetic acid, hexadecyl...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.94   14.89 ng         534247   Chrysene-d12               21.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclotetradecane                    196 C14H28         000295-17-0 93
 2 Bromoacetic acid, hexadecyl ester   362 C18H35BrO2     005454-48-8 91
 3 1-Hexacosanol                       382 C26H54O        000506-52-5 87
 4 1-Tetracosanol                      354 C24H50O        000506-51-4 87
 5 Isoheptadecanol                     256 C17H36O        057289-07-3 86
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5000

m/z-->

Abundance Scan 3222 (21.939 min): BM020322.D (-3215) (-)
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m/z-->

Abundance #53619: Cyclotetradecane
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5000

m/z-->

Abundance #145521: Bromoacetic acid, hexadecyl ester
43
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196 222153 269
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5000

m/z-->

Abundance #152038: 1-Hexacosanol
43

83

18
111

364139 168 196 336224 252 278 308

21.60 21.80 22.00 22.20

m/z  69.10  100.00%

21.60 21.80 22.00 22.20

m/z  83.10   92.34%

21.60 21.80 22.00 22.20

m/z  57.05   83.33%

21.60 21.80 22.00 22.20

m/z  97.05   82.13%

21.60 21.80 22.00 22.20

m/z  55.05   81.74%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1,13-Tetradecadiene             Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.63    3.37 ng         106722   Perylene-d12               23.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,13-Tetradecadiene                 194 C14H26         021964-49-8 64
 2 Octadecanal                         268 C18H36O        000638-66-4 64
 3 Z-11,13-Dimethyl-11-tetradecen-1... 282 C18H34O2       1000131-36-6 58
 4 Pentadecanal-                       226 C15H30O        002765-11-9 58
 5 E-11(13-Methyl)tetradecen-1-ol a... 268 C17H32O2       1000130-80-4 52
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m/z-->

Abundance Scan 3340 (22.633 min): BM020322.D (-3336) (-)
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m/z-->

Abundance #52075: 1,13-Tetradecadiene
55

82

10929
137 166 194

50 100 150 200 250 300 350

5000
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Abundance #99447: Octadecanal
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5000

m/z-->

Abundance #107566: Z-11,13-Dimethyl-11-tetradecen-1-ol acetate
8243

109 222
61

149166 194 282239129 264

22.40 22.60 22.80 23.00

m/z  57.10  100.00%

22.40 22.60 22.80 23.00

m/z  82.00   83.37%

22.40 22.60 22.80 23.00

m/z  97.00   65.52%

22.40 22.60 22.80 23.00

m/z  69.00   61.79%

22.40 22.60 22.80 23.00

m/z  55.10   60.86%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Heneicosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.90   13.72 ng         434669   Perylene-d12               23.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Tetradecane                         198 C14H30         000629-59-4 90
 3 Nonacosane                          408 C29H60         000630-03-5 86
 4 Hexadecane, 1-iodo-                 352 C16H33I        000544-77-4 86
 5 Heptacosane                         380 C27H56         000593-49-7 83

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3385 (22.897 min): BM020322.D (-3381) (-)
57

85

113
141 169 197 225 265 342303

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #115570: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #55010: Tetradecane
57

85

29

198113 141 169

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #158131: Nonacosane
57

85

11329 141 169 197 225 253 281 408309 337 365

22.60 22.80 23.00 23.20

m/z  57.10  100.00%

22.60 22.80 23.00 23.20

m/z  71.10   92.60%

22.60 22.80 23.00 23.20

m/z  85.10   63.48%

22.60 22.80 23.00 23.20

m/z  43.10   55.63%

22.60 22.80 23.00 23.20

m/z  55.05   27.00%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Bromoacetic acid, octadecyl...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.96   10.17 ng         322219   Perylene-d12               23.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 91
 2 Chloroacetic acid, pentadecyl ester 304 C17H33ClO2     070301-47-2 87
 3 Chloroacetic acid, tridecyl ester   276 C15H29ClO2     018277-85-5 86
 4 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 76
 5 1-Eicosanol                         298 C20H42O        000629-96-9 76

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3396 (22.962 min): BM020322.D (-3391) (-)
83
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111

139 16739 193 342304237215 265 284

50 100 150 200 250 300 350

5000

m/z-->

Abundance #154046: Bromoacetic acid, octadecyl ester
43

69
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139 250224181 297156

50 100 150 200 250 300 350

5000

m/z-->

Abundance #119685: Chloroacetic acid, pentadecyl ester
8355

111

182140 21029 255165

50 100 150 200 250 300 350

5000

m/z-->

Abundance #104020: Chloroacetic acid, tridecyl ester
83

55

111

154 182
22713329

22.60 22.80 23.00 23.20

m/z  83.05  100.00%

22.60 22.80 23.00 23.20

m/z  69.10   87.55%

22.60 22.80 23.00 23.20

m/z  97.10   83.08%

22.60 22.80 23.00 23.20

m/z  57.10   77.28%

22.60 22.80 23.00 23.20

m/z  55.00   65.19%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Oxirane, heptadecyl-            Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.81    8.87 ng         280930   Perylene-d12               23.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Oxirane, heptadecyl-                282 C19H38O        067860-04-2 95
 2 Oxirane, hexadecyl-                 268 C18H36O        007390-81-0 94
 3 Octadecanal                         268 C18H36O        000638-66-4 91
 4 Tetradecanal                        212 C14H28O        000124-25-4 86
 5 12-Octadecenal                      266 C18H34O        056554-91-7 80

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3540 (23.809 min): BM020322.D (-3536) (-)
8257

109
207138 390327167 264235 293

50 100 150 200 250 300 350

5000

m/z-->

Abundance #107629: Oxirane, heptadecyl-
8243

110
138 264236166 194 283213

50 100 150 200 250 300 350

5000

m/z-->

Abundance #99461: Oxirane, hexadecyl-
82

57

110
29 138

166 211 250270185

50 100 150 200 250 300 350

5000

m/z-->

Abundance #99447: Octadecanal
43 82

109
250137 222194166

23.40 23.60 23.80 24.00 24.20

m/z  82.05  100.00%

23.40 23.60 23.80 24.00 24.20

m/z  57.10   95.98%

23.40 23.60 23.80 24.00 24.20

m/z  83.10   64.91%

23.40 23.60 23.80 24.00 24.20

m/z  43.05   61.99%

23.40 23.60 23.80 24.00 24.20

m/z  96.05   61.91%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  E-15-Heptadecenal               Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.24    5.95 ng         188415   Perylene-d12               23.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 E-15-Heptadecenal                   252 C17H32O        1000130-97-9 70
 2 1-Octadecene                        252 C18H36         000112-88-9 70
 3 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 68
 4 1-Nonadecene                        266 C19H38         018435-45-5 68
 5 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 64

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3613 (24.238 min): BM020322.D (-3609) (-)
57 83

111

208
281

355139 167 25218939 327

50 100 150 200 250 300 350

5000

m/z-->

Abundance #89757: E-15-Heptadecenal
43

83

111

252139 22416866 196

50 100 150 200 250 300 350

5000

m/z-->

Abundance #89783: 1-Octadecene
57

83

11129

139 252168 224196

50 100 150 200 250 300 350

5000

m/z-->

Abundance #165992: Heptafluorobutyric acid, n-octadecyl ester
43

69

97

125 252169 224195150

24.00 24.20 24.40 24.60

m/z  57.10  100.00%

24.00 24.20 24.40 24.60

m/z  83.10   91.88%

24.00 24.20 24.40 24.60

m/z  97.10   80.56%

24.00 24.20 24.40 24.60

m/z  69.05   77.44%

24.00 24.20 24.40 24.60

m/z  43.10   64.83%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Oxirane, hexadecyl-             Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 25.37   13.36 ng         423134   Perylene-d12               23.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Oxirane, hexadecyl-                 268 C18H36O        007390-81-0 95
 2 2-Heptadecenal                      252 C17H32O        1000143-48-6 90
 3 9-Octadecen-1-ol, (E)-              268 C18H36O        000506-42-3 90
 4 Z-2-Octadecen-1-ol                  268 C18H36O        1000131-11-0 83
 5 Oxirane, heptadecyl-                282 C19H38O        067860-04-2 74

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3805 (25.368 min): BM020322.D (-3801) (-)
57 82

109
139 208166 249 35726728539

50 100 150 200 250 300 350

5000

m/z-->

Abundance #99461: Oxirane, hexadecyl-
82

57

110
29 138

166 211 250193 268

50 100 150 200 250 300 350

5000

m/z-->

Abundance #89753: 2-Heptadecenal
43

83

111
138 251225194166

50 100 150 200 250 300 350

5000

m/z-->

Abundance #99463: 9-Octadecen-1-ol, (E)-
8255

110
29 250138

166 194 222 268

25.00 25.20 25.40 25.60

m/z  57.10  100.00%

25.00 25.20 25.40 25.60

m/z  82.10   98.76%

25.00 25.20 25.40 25.60

m/z  83.10   70.14%

25.00 25.20 25.40 25.60

m/z  69.10   69.62%

25.00 25.20 25.40 25.60

m/z  71.10   68.03%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Olean-13(18)-ene                Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 27.68   33.88 ng        1073300   Perylene-d12               23.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Olean-13(18)-ene                    410 C30H50         003399-27-7 62
 2 Bi-1,3,5,7-cyclooctatetraene-1-yl   206 C16H14         006715-22-6 60
 3 D:C-Friedoolean-8-en-3-one          424 C30H48O        022611-26-3 53
 4 Lup-20(29)-en-3-one                 424 C30H48O        001617-70-5 49
 5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24         010219-75-7 45

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 4198 (27.679 min): BM020322.D (-4190) (-)
20567 93

121

14941
245175 313 424

342271 368

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #158508: Olean-13(18)-ene
205109

410135 229 257161

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #60372: Bi-1,3,5,7-cyclooctatetraene-1-yl
205

128 165

9151

27

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #160967: D:C-Friedoolean-8-en-3-one
205

257

121 424149
173 300

27.40 27.60 27.80 28.00

m/z 205.10  100.00%

27.40 27.60 27.80 28.00

m/z  67.00   81.52%

27.40 27.60 27.80 28.00

m/z  81.05   79.65%

27.40 27.60 27.80 28.00

m/z  93.05   75.37%

27.40 27.60 27.80 28.00

m/z  95.00   71.52%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Hop-22(29)-en-3.beta.-ol        Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 28.07  117.45 ng        3721150   Perylene-d12               23.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hop-22(29)-en-3.beta.-ol            426 C30H50O        058801-23-3 89
 2 Cycloheptane, 4-methylene-1-meth... 204 C15H24         1000159-38-5 60
 3 1-Naphthalenepropanol, .alpha.-e... 306 C20H34O2       003650-30-4 45
 4 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24         1000193-57-0 42
 5 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I        1000195-85-9 41

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 4264 (28.068 min): BM020322.D (-4252) (-)
81 189107

13555

161 218

257 426315281 393343 475

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #161281: Hop-22(29)-en-3.beta.-ol
189

95
55

135
162

218 297 411378344

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #58793: Cycloheptane, 4-methylene-1-methyl-2-(2-methyl-1-p...
107

41 81

133 161
189

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #120912: 1-Naphthalenepropanol, .alpha.-ethenyldecahydro-5...
81

107

135 257189161

220 288

27.80 28.00 28.20 28.40

m/z  81.05  100.00%

27.80 28.00 28.20 28.40

m/z  93.10   97.79%

27.80 28.00 28.20 28.40

m/z  95.10   92.27%

27.80 28.00 28.20 28.40

m/z  67.10   87.40%

27.80 28.00 28.20 28.40

m/z 189.10   86.08%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051319\
  Data File : BM020322.D                                          
  Acq On    : 13 May 2019  18:45
  Operator  : JU/SJ
  Sample    : K2769-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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|
----------------------------------------------------------------------------
unknown7.29            7.29   108.5 ng    1396090  1   7.76  257386  20.0
n-Hexadecanoic acid   18.04     4.6 ng     136445  4  17.16  588987  20.0
Cyclotetradecane      21.04    15.6 ng     560632  5  21.34  717657  20.0
Bromoacetic acid,...  21.94    14.9 ng     534247  5  21.34  717657  20.0
1,13-Tetradecadiene   22.63     3.4 ng     106722  6  23.63  633653  20.0
Heneicosane           22.90    13.7 ng     434669  6  23.63  633653  20.0
Bromoacetic acid,...  22.96    10.2 ng     322219  6  23.63  633653  20.0
Oxirane, heptadecyl-  23.81     8.9 ng     280930  6  23.63  633653  20.0
E-15-Heptadecenal     24.24     6.0 ng     188415  6  23.63  633653  20.0
Oxirane, hexadecyl-   25.37    13.4 ng     423134  6  23.63  633653  20.0
Olean-13(18)-ene      27.68    33.9 ng    1073300  6  23.63  633653  20.0
Hop-22(29)-en-3.b...  28.07   117.5 ng    3721150  6  23.63  633653  20.0
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