
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
  Data File : BG016983.D                                          
  Acq On    :  9 May 2015   8:48
  Operator  : TP/IZ
  Sample    : G2081-02
  Misc      :  
  ALS Vial  : 31   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-BG050515.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   2.914    34   38   47 rBV   337401    519908  10.27%   2.134%
  2   2.990    47   51   58 rBV   610992    710206  14.03%   2.915%
  3   4.911   372  378  387 rVB2   43547     64351   1.27%   0.264%
  4   5.376   449  457  466 rBV   548861    803426  15.87%   3.298%
  5   6.962   719  727  734 rBV   377329    603458  11.92%   2.477%
 
  6   7.326   781  789  797 rBV  1007010   1602758  31.67%   6.579%
  7   7.790   860  868  874 rBV   227614    360263   7.12%   1.479%
  8   8.114   914  923  931 rBV   818379   1330956  26.30%   5.464%
  9   8.948  1058 1065 1074 rBV   816817   1343755  26.55%   5.516%
 10  10.581  1336 1343 1352 rBV   328258    552167  10.91%   2.267%
 
 11  13.049  1756 1763 1771 rBV  2058427   3092041  61.09%  12.693%
 12  13.883  1900 1905 1909 rBV    38692     53831   1.06%   0.221%
 13  14.430  1991 1998 2003 rBV2  550388    856232  16.92%   3.515%
 14  14.477  2003 2006 2016 rVB    79974    135134   2.67%   0.555%
 15  15.170  2119 2124 2129 rBV    44218     60745   1.20%   0.249%
 
 16  15.916  2244 2251 2258 rBV  2015495   2864939  56.60%  11.760%
 17  16.075  2272 2278 2284 rVB4   39333     68657   1.36%   0.282%
 18  16.933  2419 2424 2428 rBV    44140     57219   1.13%   0.235%
 19  17.173  2459 2465 2471 rBV2  763903   1096221  21.66%   4.500%
 20  17.555  2523 2530 2535 rBV8   29888     52319   1.03%   0.215%
 
 21  18.067  2612 2617 2625 rBV2  153331    235998   4.66%   0.969%
 22  18.137  2625 2629 2634 rVB    81053    112297   2.22%   0.461%
 23  18.924  2759 2763 2768 rBV3   55873     76822   1.52%   0.315%
 24  19.347  2830 2835 2843 rBV3   72613    121179   2.39%   0.497%
 25  19.494  2857 2860 2865 rVB3   50250     54384   1.07%   0.223%
 
 26  19.800  2905 2912 2917 rBV  4099276   5061419 100.00%  20.777%
 27  20.434  3010 3020 3023 rBV7   66308    113694   2.25%   0.467%
 28  21.057  3122 3126 3133 rBV2  116482    159155   3.14%   0.653%
 29  21.345  3170 3175 3180 rBV   858820   1094458  21.62%   4.493%
 30  23.642  3558 3566 3576 rVB2  565952   1102740  21.79%   4.527%
 
 
 
                        Sum of corrected areas:    24360732
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
  Data File : BG016983.D                                          
  Acq On    :  9 May 2015   8:48
  Operator  : TP/IZ
  Sample    : G2081-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.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\BG050815\
  Data File : BG016983.D                                          
  Acq On    :  9 May 2015   8:48
  Operator  : TP/IZ
  Sample    : G2081-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.99   39.43 ng         710206   1,4-Dichlorobenzene-d4      7.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 64
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 23
 4 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 17
 5 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 

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

5000

m/z-->

Abundance Scan 51 (2.990 min): BG016983.D (-47) (-)
73

43

87

57 207221139 168110 283154

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

5000

m/z-->

Abundance #4386: Butane, 2-methoxy-2-methyl-
73

43 87
29

59
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5000

m/z-->

Abundance #13286: 2,2,4-Trimethyl-3-pentanol
73

8741 55

27

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

5000

m/z-->

Abundance #2022: 1,3-Dioxolane, 2-methyl-
73

43

58
8729

2.80 3.00 3.20 3.40

m/z  73.05  100.00%

2.80 3.00 3.20 3.40

m/z  43.05   47.55%

2.80 3.00 3.20 3.40

m/z  55.10   27.24%

2.80 3.00 3.20 3.40

m/z  87.05   25.78%

2.80 3.00 3.20 3.40

m/z  41.10   15.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
  Data File : BG016983.D                                          
  Acq On    :  9 May 2015   8:48
  Operator  : TP/IZ
  Sample    : G2081-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.91    3.57 ng          64351   1,4-Dichlorobenzene-d4      7.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 Butanoic acid, 3-hydroxy-3-methy... 132 C6H12O3        006149-45-7 36
 4 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 23
 5 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 23
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5000

m/z-->

Abundance Scan 378 (4.911 min): BG016983.D (-372) (-)
43

101
73 341221
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5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

1018325

50 100 150 200 250 300 350

5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43

101
15 61 83

50 100 150 200 250 300 350

5000

m/z-->

Abundance #13854: Butanoic acid, 3-hydroxy-3-methyl-, methyl ester
43

85 117

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   53.59%

4.60 4.80 5.00 5.20

m/z 101.00   16.07%

4.60 4.80 5.00 5.20

m/z  41.00    9.92%

4.60 4.80 5.00 5.20

m/z  58.00    8.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
  Data File : BG016983.D                                          
  Acq On    :  9 May 2015   8:48
  Operator  : TP/IZ
  Sample    : G2081-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown7.33                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.33   88.98 ng        1602760   1,4-Dichlorobenzene-d4      7.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 5-Aminoindole                       132 C8H8N2         005192-03-0 10

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 790 (7.332 min): BG016983.D (-781) (-)
132
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9640
269 296 444
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5000

m/z-->

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

69
104

31
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5000

m/z-->

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

63 1043915
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5000

m/z-->

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

10533
70

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   41.89%

7.00 7.20 7.40 7.60

m/z 134.00   32.47%

7.00 7.20 7.40 7.60

m/z  66.00   31.00%

7.00 7.20 7.40 7.60

m/z  69.10   18.50%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
  Data File : BG016983.D                                          
  Acq On    :  9 May 2015   8:48
  Operator  : TP/IZ
  Sample    : G2081-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.07    4.31 ng         235998   Phenanthrene-d10           17.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 92
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 86
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 50
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 49
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 45

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 2618 (18.072 min): BG016983.D (-2612) (-)
43 73

129
25621397 185157

285 447357 401
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5000

m/z-->

Abundance #92226: n-Hexadecanoic acid
43 73

129 25697 213157 185
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5000

m/z-->

Abundance #75072: Tetradecanoic acid
73

43

129

185
97 228

15715

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #83686: Pentadecanoic acid
7343

129

24219997
157

17.80 18.00 18.20 18.40

m/z  43.05  100.00%

17.80 18.00 18.20 18.40

m/z  72.95   96.55%

17.80 18.00 18.20 18.40

m/z  60.00   81.04%

17.80 18.00 18.20 18.40

m/z  41.05   80.91%

17.80 18.00 18.20 18.40

m/z  55.00   75.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
  Data File : BG016983.D                                          
  Acq On    :  9 May 2015   8:48
  Operator  : TP/IZ
  Sample    : G2081-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Dibutyl phthalate               Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.14    2.05 ng         112297   Phenanthrene-d10           17.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dibutyl phthalate                   278 C16H22O4       000084-74-2 94
 2 1,2-Benzenedicarboxylic acid, bi... 278 C16H22O4       000084-69-5 86
 3 1,2-Benzenedicarboxylic acid, bu... 304 C18H24O4       000084-64-0 78
 4 1,2-Benzenedicarboxylic acid, bu... 278 C16H22O4       017851-53-5 78
 5 1,2-Benzenedicarboxylic acid, bu... 334 C20H30O4       000084-78-6 78
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5000

m/z-->

Abundance Scan 2630 (18.143 min): BG016983.D (-2625) (-)
149

41 22376 104 278191127 450343
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5000

m/z-->

Abundance #105064: Dibutyl phthalate
149

41 76 104 223 278

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #105071: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)...
149

5729 223104 27879 178

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #119727: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester
149

41 22367 104

17.80 18.00 18.20 18.40

m/z 149.00  100.00%

17.80 18.00 18.20 18.40

m/z  41.10   11.82%

17.80 18.00 18.20 18.40

m/z 150.00   11.04%

17.80 18.00 18.20 18.40

m/z 223.10    5.96%

17.80 18.00 18.20 18.40

m/z  76.00    5.82%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
  Data File : BG016983.D                                          
  Acq On    :  9 May 2015   8:48
  Operator  : TP/IZ
  Sample    : G2081-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Octadecanoic acid               Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.35    2.21 ng         121179   Chrysene-d12               21.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 83
 2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 72
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 62
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 60
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 53

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2835 (19.347 min): BG016983.D (-2830) (-)
7343

241 284129 185
97

355208155
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5000

m/z-->

Abundance #108839: Octadecanoic acid
43 73

129 284
97

185 241
213157 266
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5000

m/z-->

Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43

73

284
12997 185 241213157 265 311 372

50 100 150 200 250 300 350

5000

m/z-->

Abundance #83683: Pentadecanoic acid
43 73

242129
97 199

171153 224

19.00 19.20 19.40 19.60

m/z  73.00  100.00%

19.00 19.20 19.40 19.60

m/z  43.10   99.98%

19.00 19.20 19.40 19.60

m/z  60.00   90.73%

19.00 19.20 19.40 19.60

m/z  55.05   81.14%

19.00 19.20 19.40 19.60

m/z  41.10   69.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
  Data File : BG016983.D                                          
  Acq On    :  9 May 2015   8:48
  Operator  : TP/IZ
  Sample    : G2081-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown20.43                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.43    2.08 ng         113694   Chrysene-d12               21.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,2-Dimethyl-3-octanone             156 C10H20O        005340-64-7 42
 2 2H-Pyran-2-one, tetrahydro-6-nonyl- 226 C14H26O2       002721-22-4 38
 3 Oleic Acid                          282 C18H34O2       000112-80-1 38
 4 9-Octadecenoic acid, (E)-           282 C18H34O2       000112-79-8 35
 5 1-Methoxy-2,3-dimethyl-2-butene     114 C7H14O         020518-48-3 27

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3019 (20.429 min): BG016983.D (-3010) (-)
55
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265180138 207 325120 239161 355
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5000

m/z-->

Abundance #26969: 2,2-Dimethyl-3-octanone
57

99

29

15681

50 100 150 200 250 300 350

5000

m/z-->

Abundance #73768: 2H-Pyran-2-one, tetrahydro-6-nonyl-
99
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43

18 164124 226208142 190
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5000

m/z-->

Abundance #107517: Oleic Acid
55

83

29
111

264129 151 222180 282199 246

20.20 20.40 20.60 20.80

m/z  55.00  100.00%

20.20 20.40 20.60 20.80

m/z  41.05   93.88%

20.20 20.40 20.60 20.80

m/z  43.00   71.95%

20.20 20.40 20.60 20.80

m/z  99.00   58.92%

20.20 20.40 20.60 20.80

m/z  69.00   56.04%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
  Data File : BG016983.D                                          
  Acq On    :  9 May 2015   8:48
  Operator  : TP/IZ
  Sample    : G2081-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Cyclotetracosane                Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.06    2.91 ng         159155   Chrysene-d12               21.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclotetracosane                    336 C24H48         000297-03-0 90
 2 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 90
 3 1-Tricosene                         322 C23H46         018835-32-0 90
 4 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 87
 5 1-Docosene                          308 C22H44         001599-67-3 87
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
  Data File : BG016983.D                                          
  Acq On    :  9 May 2015   8:48
  Operator  : TP/IZ
  Sample    : G2081-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.99    39.4 ng     710206  1   7.79  360263  20.0
2-Pentanone, 4-hy...   4.91     3.6 ng      64351  1   7.79  360263  20.0
unknown7.33            7.33    89.0 ng    1602760  1   7.79  360263  20.0
n-Hexadecanoic acid   18.07     4.3 ng     235998  4  17.17 1096220  20.0
Dibutyl phthalate     18.14     2.0 ng     112297  4  17.17 1096220  20.0
Octadecanoic acid     19.35     2.2 ng     121179  5  21.35 1094460  20.0
unknown20.43          20.43     2.1 ng     113694  5  21.35 1094460  20.0
Cyclotetracosane      21.06     2.9 ng     159155  5  21.35 1094460  20.0
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