
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023376.D                                          
  Acq On    : 31 Jul 2016  20:19
  Operator  : UM/SJ
  Sample    : H4206-02
  Misc      :  
  ALS Vial  : 12   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-BG072616.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   2.999    21   27   46 rVV  6042674  11317086  75.86%  11.799%
  2   3.146    48   52   67 rVB3  122816    268361   1.80%   0.280%
  3   5.190   394  400  410 rBV  1145674   1820081  12.20%   1.898%
  4   5.666   473  481  492 rBV  3234476   5361758  35.94%   5.590%
  5   7.281   748  756  768 rBV  3584429   6449162  43.23%   6.724%
 
  6   7.651   812  819  829 rBV  3355931   5906311  39.59%   6.158%
  7   8.121   893  899  909 rVB   536749    919105   6.16%   0.958%
  8   8.450   947  955  963 rBV  2307928   4085910  27.39%   4.260%
  9   9.302  1092 1100 1108 rBV  2122367   3937046  26.39%   4.105%
 10  10.953  1373 1381 1389 rBV   839235   1558608  10.45%   1.625%
 
 11  13.402  1790 1798 1805 rBV  5893369   9398840  63.01%   9.799%
 12  14.225  1932 1938 1945 rBV  1688750   2465616  16.53%   2.571%
 13  14.783  2027 2033 2043 rVB2 1555358   2600998  17.44%   2.712%
 14  15.605  2169 2173 2179 rVB   156321    213505   1.43%   0.223%
 15  16.281  2281 2288 2298 rBV  6112777   9689353  64.95%  10.102%
 
 16  16.475  2316 2321 2333 rBV   201500    386517   2.59%   0.403%
 17  17.268  2451 2456 2460 rBV   178795    225171   1.51%   0.235%
 18  17.544  2495 2503 2512 rBV2 2274597   3703822  24.83%   3.861%
 19  18.419  2645 2652 2662 rBV   628950   1038822   6.96%   1.083%
 20  19.682  2863 2867 2880 rBV   330835    548890   3.68%   0.572%
 
 21  20.158  2941 2948 2954 rBV  10327564  14917449 100.00%  15.552%
 22  21.462  3165 3170 3178 rBV3  181152    404427   2.71%   0.422%
 23  21.685  3202 3208 3209 rBV  1194602   1624212  10.89%   1.693%
 24  21.855  3231 3237 3246 rVB  2052103   3474653  23.29%   3.622%
 25  23.389  3492 3498 3506 rBV6   85663    185534   1.24%   0.193%
 
 26  25.239  3800 3813 3826 rBV2 1144104   3417713  22.91%   3.563%
 
 
                        Sum of corrected areas:    95918950
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023376.D                                          
  Acq On    : 31 Jul 2016  20:19
  Operator  : UM/SJ
  Sample    : H4206-02
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616.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_G\DATA\BG073116\
  Data File : BG023376.D                                          
  Acq On    : 31 Jul 2016  20:19
  Operator  : UM/SJ
  Sample    : H4206-02
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown3.00                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.00  246.26 ng       11317100   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 38
 2 Acetamide, N-methyl-                 73 C3H7NO         000079-16-3 9 
 3 1,3-Diaminoguanidine                 89 CH7N5          004364-78-7 9 
 4 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15ClO       100244-09-5 9 
 5 2-Hydroxy-2-methylbutyric acid      118 C5H10O3        003739-30-8 9 
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0

5000

m/z-->

Abundance Scan 27 (2.999 min): BG023376.D (-21) (-)
73

43

95 119 149 193 221 262 291 346 372
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0

5000

m/z-->

Abundance #4788: Propane, 2,2-dimethoxy-
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43
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5000

m/z-->

Abundance #739: Acetamide, N-methyl-
43 73

15

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #2222: 1,3-Diaminoguanidine
43

89
18

69

2.90 3.00 3.10 3.20 3.30 3.40

m/z  73.05  100.00%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  43.05   64.28%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  89.05   48.88%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  41.05   14.81%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  45.05   12.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023376.D                                          
  Acq On    : 31 Jul 2016  20:19
  Operator  : UM/SJ
  Sample    : H4206-02
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.19   39.61 ng        1820080   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 1,8-Nonanediol, 8-methyl-           174 C10H22O2       054725-73-4 17
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
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0

5000

m/z-->

Abundance Scan 400 (5.190 min): BG023376.D (-394) (-)
43
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m/z-->

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

101836025
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Abundance #40911: 1,8-Nonanediol, 8-methyl-
59

41
83 123141159

50 100 150 200 250 300 350
0

5000

m/z-->

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

41

126

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.05   64.94%

4.80 5.00 5.20 5.40 5.60

m/z 101.05   24.99%

4.80 5.00 5.20 5.40 5.60

m/z  58.05   17.64%

4.80 5.00 5.20 5.40 5.60

m/z  41.05    8.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023376.D                                          
  Acq On    : 31 Jul 2016  20:19
  Operator  : UM/SJ
  Sample    : H4206-02
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown7.65                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.65  128.52 ng        5906310   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 25
 2 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 17
 3 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 5 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 10
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m/z-->

Abundance Scan 819 (7.651 min): BG023376.D (-812) (-)
132
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40

267 546193 223 351 425310 384 471
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Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

63 10428
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Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

31

7.40 7.60 7.80 8.00

m/z 132.05  100.00%

7.40 7.60 7.80 8.00

m/z  68.05   54.61%

7.40 7.60 7.80 8.00

m/z  66.05   37.51%

7.40 7.60 7.80 8.00

m/z 134.05   34.72%

7.40 7.60 7.80 8.00

m/z  69.05   23.32%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023376.D                                          
  Acq On    : 31 Jul 2016  20:19
  Operator  : UM/SJ
  Sample    : H4206-02
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heneicosane                     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.47    2.09 ng         386517   Phenanthrene-d10           17.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 94
 2 Tetradecane                         198 C14H30         000629-59-4 90
 3 Decane, 2,3,5-trimethyl-            184 C13H28         062238-11-3 83
 4 Pentadecane                         212 C15H32         000629-62-9 83
 5 Sulfurous acid, 2-propyl tridecy... 306 C16H34O3S      1000309-12-4 83

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 2320 (16.469 min): BG023376.D (-2316) (-)
57

85

113 140 169 221 332193 461255 301 356

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253
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5000

m/z-->

Abundance #59880: Tetradecane
57

85

29

113 198141 169
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5000

m/z-->

Abundance #48894: Decane, 2,3,5-trimethyl-
57

85

14129
113 169

16.20 16.40 16.60 16.80

m/z  57.05  100.00%

16.20 16.40 16.60 16.80

m/z  71.05   63.21%

16.20 16.40 16.60 16.80

m/z  43.05   58.43%

16.20 16.40 16.60 16.80

m/z  85.05   42.61%

16.20 16.40 16.60 16.80

m/z  41.05   24.57%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023376.D                                          
  Acq On    : 31 Jul 2016  20:19
  Operator  : UM/SJ
  Sample    : H4206-02
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.42    5.61 ng        1038820   Phenanthrene-d10           17.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 97
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 91
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 91
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 74
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 49
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Abundance Scan 2652 (18.419 min): BG023376.D (-2645) (-)
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Abundance #107549: n-Hexadecanoic acid
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Abundance #72646: Tridecanoic acid
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Abundance #84453: Tetradecanoic acid
73

43

129
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99 157

18.20 18.40 18.60 18.80

m/z  73.00  100.00%

18.20 18.40 18.60 18.80

m/z  60.05   76.66%

18.20 18.40 18.60 18.80

m/z  43.05   67.70%

18.20 18.40 18.60 18.80

m/z  57.05   65.56%

18.20 18.40 18.60 18.80

m/z  55.00   58.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023376.D                                          
  Acq On    : 31 Jul 2016  20:19
  Operator  : UM/SJ
  Sample    : H4206-02
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Octadecanoic acid               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.68    2.96 ng         548890   Phenanthrene-d10           17.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 95
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 93
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 76
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 74

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

5000

m/z-->

Abundance Scan 2867 (19.682 min): BG023376.D (-2863) (-)
7343
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241185
28499 157 491213 355 436 527399317
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m/z-->

Abundance #131260: Octadecanoic acid
43 73

129 284

185 241101 213157
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Abundance #95851: Pentadecanoic acid
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129

199 242
101 157

15
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0

5000

m/z-->

Abundance #84453: Tetradecanoic acid
73

43

129
228185

99 157

19.40 19.60 19.80 20.00

m/z  73.05  100.00%

19.40 19.60 19.80 20.00

m/z  43.05   89.01%

19.40 19.60 19.80 20.00

m/z  60.05   85.61%

19.40 19.60 19.80 20.00

m/z  55.00   71.33%

19.40 19.60 19.80 20.00

m/z  57.05   71.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023376.D                                          
  Acq On    : 31 Jul 2016  20:19
  Operator  : UM/SJ
  Sample    : H4206-02
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Sulfurous acid, pentadecyl ...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.46    2.33 ng         404427   Chrysene-d12               21.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, pentadecyl 2-pro... 334 C18H38O3S      1000309-12-6 80
 2 Tritetracontane                     605 C43H88         007098-21-7 72
 3 Sulfurous acid, 2-propyl undecyl... 278 C14H30O3S      1000309-12-2 72
 4 Sulfurous acid, dodecyl 2-propyl... 292 C15H32O3S      1000309-12-3 64
 5 Sulfurous acid, decyl 2-propyl e... 264 C13H28O3S      1000309-12-1 59

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

5000

m/z-->

Abundance Scan 3170 (21.462 min): BG023376.D (-3165) (-)
57
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127 207 355249176 284 486431 535319 386
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m/z-->

Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester
43
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125 210155
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Abundance #241174: Tritetracontane
57

97
127 169 211 253 295 337 379 463421 505 547 604
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0

5000

m/z-->

Abundance #125659: Sulfurous acid, 2-propyl undecyl ester
43

85

155125 189219

21.20 21.40 21.60 21.80

m/z  57.05  100.00%

21.20 21.40 21.60 21.80

m/z  71.00   62.70%

21.20 21.40 21.60 21.80

m/z  43.05   58.34%

21.20 21.40 21.60 21.80

m/z  85.05   54.74%

21.20 21.40 21.60 21.80

m/z  55.05   42.32%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023376.D                                          
  Acq On    : 31 Jul 2016  20:19
  Operator  : UM/SJ
  Sample    : H4206-02
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616.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|
----------------------------------------------------------------------------
unknown3.00            3.00   246.3 ng   11317100  1   8.13  919105  20.0
2-Pentanone, 4-hy...   5.19    39.6 ng    1820080  1   8.13  919105  20.0
unknown7.65            7.65   128.5 ng    5906310  1   8.13  919105  20.0
Heneicosane           16.47     2.1 ng     386517  4  17.54 3703820  20.0
n-Hexadecanoic acid   18.42     5.6 ng    1038820  4  17.54 3703820  20.0
Octadecanoic acid     19.68     3.0 ng     548890  4  17.54 3703820  20.0
Sulfurous acid, p...  21.46     2.3 ng     404427  5  21.86 3474650  20.0
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