
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044539.D                                          
  Acq On    : 21 Feb 2020   3:06
  Operator  : CG/JU
  Sample    : PB126924BL
  Misc      :  
  ALS Vial  : 18   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_G\METHODS\8270-BG013020.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   4.982   316  322  330 rBV    33890     53928   1.25%   0.301%
  2   5.458   396  403  418 rBV   422551    704592  16.38%   3.930%
  3   7.056   668  675  688 rBV   231657    442415  10.29%   2.467%
  4   7.879   809  815  825 rBV   184664    315437   7.33%   1.759%
  5   8.202   862  870  884 rBV   835729   1433460  33.33%   7.995%
 
  6   9.036  1004 1012 1022 rBV   598559   1112398  25.86%   6.204%
  7  10.681  1284 1292 1307 rBV   227483    436805  10.16%   2.436%
  8  13.143  1704 1711 1730 rBV  1717689   2675334  62.20%  14.921%
  9  13.977  1847 1853 1863 rBV    33178     58743   1.37%   0.328%
 10  14.524  1939 1946 1957 rBV2  382452    639664  14.87%   3.568%
 
 11  16.010  2192 2199 2215 rBV  1284258   2045058  47.55%  11.406%
 12  16.245  2234 2239 2242 rBV    44818     60705   1.41%   0.339%
 13  17.039  2369 2374 2378 rBV    37689     52818   1.23%   0.295%
 14  17.268  2406 2413 2423 rBV   492910    798339  18.56%   4.452%
 15  17.773  2494 2499 2504 rBV    35121     45049   1.05%   0.251%
 
 16  19.107  2718 2726 2730 rBV4   48507    106353   2.47%   0.593%
 17  19.882  2852 2858 2872 rBV  3270755   4301132 100.00%  23.988%
 18  21.181  3074 3079 3087 rBV3   56777    109910   2.56%   0.613%
 19  21.504  3128 3134 3150 rVB   577229    965384  22.44%   5.384%
 20  21.710  3164 3169 3177 rVB    35104     51956   1.21%   0.290%
 
 21  22.291  3263 3268 3273 rBV2   47521     78204   1.82%   0.436%
 22  22.955  3375 3381 3393 rVB2   60267    114365   2.66%   0.638%
 23  23.725  3504 3512 3520 rVB2   56517    118454   2.75%   0.661%
 24  24.577  3647 3657 3673 rBV2  361002   1123742  26.13%   6.267%
 25  25.693  3839 3847 3855 rVB2   30336     85976   2.00%   0.480%
 
 
 
                        Sum of corrected areas:    17930221
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044539.D                                          
  Acq On    : 21 Feb 2020   3:06
  Operator  : CG/JU
  Sample    : PB126924BL
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044539.D                                          
  Acq On    : 21 Feb 2020   3:06
  Operator  : CG/JU
  Sample    : PB126924BL
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.98    3.42 ng          53928   1,4-Dichlorobenzene-d4      7.88

 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, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 1,8-Nonanediol, 8-methyl-           174 C10H22O2       054725-73-4 17
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 5 1-Butene, 4-ethoxy-                 100 C6H12O         044611-46-3 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance Scan 322 (4.982 min): BG044539.D (-316) (-)
43

59

101
73 8351
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5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 83 93

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 73 83

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance #40911: 1,8-Nonanediol, 8-methyl-
59

43

69 83 12398 141 159

4.60 4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   55.32%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   21.13%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   15.05%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    9.92%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044539.D                                          
  Acq On    : 21 Feb 2020   3:06
  Operator  : CG/JU
  Sample    : PB126924BL
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  9-Octadecenoic acid (Z)-, m...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.11    2.66 ng         106353   Phenanthrene-d10           17.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenoic acid (Z)-, methyl... 296 C19H36O2       000112-62-9 94
 2 trans-13-Octadecenoic acid, meth... 296 C19H36O2       1000333-61-3 70
 3 6-Octadecenoic acid, methyl este... 296 C19H36O2       002777-58-4 64
 4 13-Octadecenoic acid, methyl ester  296 C19H36O2       056554-47-3 62
 5 10-Octadecenoic acid, methyl ester  296 C19H36O2       013481-95-3 60
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5000

m/z-->

Abundance Scan 2727 (19.113 min): BG044539.D (-2718) (-)
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123 26439 222180138 207153
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5000

m/z-->

Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
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180 264138 222165 296207 246 281
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Abundance #141314: trans-13-Octadecenoic acid, methyl ester
55

74 97

264123 22229 180138153 296207 246
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5000

m/z-->

Abundance #141304: 6-Octadecenoic acid, methyl ester, (Z)-
55

74
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29 264222180137152 296247207

18.80 19.00 19.20 19.40

m/z  55.05  100.00%

18.80 19.00 19.20 19.40

m/z  41.10   75.62%

18.80 19.00 19.20 19.40

m/z  74.00   64.35%

18.80 19.00 19.20 19.40

m/z  69.10   61.17%

18.80 19.00 19.20 19.40

m/z  43.10   53.82%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044539.D                                          
  Acq On    : 21 Feb 2020   3:06
  Operator  : CG/JU
  Sample    : PB126924BL
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Oxalic acid, isobutyl hexad...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.18    2.28 ng         109910   Chrysene-d12               21.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Oxalic acid, isobutyl hexadecyl ... 370 C22H42O4       1000309-38-1 87
 2 Oxalic acid, isobutyl heptadecyl... 384 C23H44O4       1000309-38-2 87
 3 Oxalic acid, isobutyl pentadecyl... 356 C21H40O4       1000309-38-0 87
 4 1-Decanol, 2-hexyl-                 242 C16H34O        002425-77-6 87
 5 Oxalic acid, isobutyl octadecyl ... 398 C24H46O4       1000309-38-3 87

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3079 (21.181 min): BG044539.D (-3074) (-)
57

97

16312577 22139 183 355283
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5000

m/z-->

Abundance #196922: Oxalic acid, isobutyl hexadecyl ester
57

29 83
111 269139 224196
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m/z-->

Abundance #204545: Oxalic acid, isobutyl heptadecyl ester
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111 283

139 238210169
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5000

m/z-->

Abundance #188025: Oxalic acid, isobutyl pentadecyl ester
57

8329
111 255148 182 210129

20.80 21.00 21.20 21.40

m/z  57.10  100.00%

20.80 21.00 21.20 21.40

m/z  71.10   76.27%

20.80 21.00 21.20 21.40

m/z  43.10   74.58%

20.80 21.00 21.20 21.40

m/z  55.10   54.27%

20.80 21.00 21.20 21.40

m/z  97.10   51.94%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044539.D                                          
  Acq On    : 21 Feb 2020   3:06
  Operator  : CG/JU
  Sample    : PB126924BL
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heneicosane                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.96    2.37 ng         114365   Chrysene-d12               21.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Eicosane, 2-methyl-                 296 C21H44         001560-84-5 91
 3 Tetracosane                         338 C24H50         000646-31-1 90
 4 Heptadecane                         240 C17H36         000629-78-7 87
 5 Hexacosane                          366 C26H54         000630-01-3 87

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

5000

m/z-->

Abundance Scan 3382 (22.961 min): BG044539.D (-3375) (-)
57

85

113 207155 183 25322539 135 283

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

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

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

5000

m/z-->

Abundance #141429: Eicosane, 2-methyl-
57

85

29
113 253141 169 197 281

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

5000

m/z-->

Abundance #175559: Tetracosane
57

85

29 113 141 169 338197 225 253

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   82.04%

22.60 22.80 23.00 23.20

m/z  85.10   57.52%

22.60 22.80 23.00 23.20

m/z  43.10   56.21%

22.60 22.80 23.00 23.20

m/z  41.05   23.00%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044539.D                                          
  Acq On    : 21 Feb 2020   3:06
  Operator  : CG/JU
  Sample    : PB126924BL
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Eicosane                        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.72    2.11 ng         118454   Perylene-d12               24.58

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 96
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 2-methyloctacosane                  408 C29H60         1000376-72-8 90
 4 Hexacosane                          366 C26H54         000630-01-3 90
 5 Tetracosane                         338 C24H50         000646-31-1 90
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5000

m/z-->

Abundance Scan 3511 (23.719 min): BG044539.D (-3504) (-)
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5000

m/z-->

Abundance #129490: Eicosane
57
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11329 141 169 282197 225 253
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5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

85

11329 141 169 365197 393225 267 295

23.40 23.60 23.80 24.00

m/z  57.10  100.00%

23.40 23.60 23.80 24.00

m/z  71.10   78.16%

23.40 23.60 23.80 24.00

m/z  43.05   64.12%

23.40 23.60 23.80 24.00

m/z  85.10   61.54%

23.40 23.60 23.80 24.00

m/z  41.05   21.55%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044539.D                                          
  Acq On    : 21 Feb 2020   3:06
  Operator  : CG/JU
  Sample    : PB126924BL
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.98     3.4 ng      53928  1   7.88  315437  20.0
9-Octadecenoic ac...  19.11     2.7 ng     106353  4  17.27  798339  20.0
Oxalic acid, isob...  21.18     2.3 ng     109910  5  21.50  965384  20.0
Heneicosane           22.96     2.4 ng     114365  5  21.50  965384  20.0
Eicosane              23.72     2.1 ng     118454  6  24.58 1123740  20.0
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