
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023364.D                                          
  Acq On    : 30 Jul 2016  19:30
  Operator  : UM/SJ
  Sample    : H4223-12
  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   3.003    23   28   43 rBV  4764896   7696637  91.80%  11.430%
  2   4.584   292  297  306 rBV   199313    304620   3.63%   0.452%
  3   5.194   392  401  411 rVB  1289628   1978989  23.60%   2.939%
  4   5.670   473  482  498 rBV  2060997   3434902  40.97%   5.101%
  5   7.292   750  758  769 rBV  2707782   4971339  59.30%   7.383%
 
  6   7.662   814  821  835 rBV  2484463   4322620  51.56%   6.420%
  7   8.138   892  902  908 rBV   637180   1120740  13.37%   1.664%
  8   8.461   948  957  965 rBV  1929674   3361400  40.09%   4.992%
  9   9.312  1092 1102 1113 rBV  1824244   3322290  39.63%   4.934%
 10  10.969  1376 1384 1396 rBV  1079964   1941943  23.16%   2.884%
 
 11  13.419  1793 1801 1812 rBV  5190949   8260724  98.53%  12.268%
 12  14.247  1935 1942 1948 rBV   743654   1148584  13.70%   1.706%
 13  14.676  2010 2015 2019 rVB    85251    109125   1.30%   0.162%
 14  14.805  2030 2037 2046 rBV2 1812601   2996272  35.74%   4.450%
 15  15.627  2173 2177 2183 rVB2  167372    221121   2.64%   0.328%
 
 16  16.303  2285 2292 2300 rBV  2337101   3822775  45.60%   5.677%
 17  16.491  2320 2324 2334 rBV2  175707    327660   3.91%   0.487%
 18  17.290  2457 2460 2465 rBV   103038    121042   1.44%   0.180%
 19  17.566  2500 2507 2514 rBV2 1969410   3104271  37.03%   4.610%
 20  19.622  2852 2857 2863 rBV2   74258    116509   1.39%   0.173%
 
 21  19.980  2913 2918 2924 rVB    64849    122421   1.46%   0.182%
 22  20.174  2945 2951 2961 rBV  6214922   8384020 100.00%  12.451%
 23  21.884  3235 3242 3256 rVB2 1676158   3099938  36.97%   4.604%
 24  23.634  3535 3540 3546 rVB3  100497    186439   2.22%   0.277%
 25  25.285  3812 3821 3834 rVB2  955099   2858313  34.09%   4.245%
 
 
 
                        Sum of corrected areas:    67334694
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023364.D                                          
  Acq On    : 30 Jul 2016  19:30
  Operator  : UM/SJ
  Sample    : H4223-12
  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 : BG023364.D                                          
  Acq On    : 30 Jul 2016  19:30
  Operator  : UM/SJ
  Sample    : H4223-12
  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  Propane, 2,2-dimethoxy-         Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.00  137.35 ng        7696640   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 50
 2 1,3-Diaminoguanidine                 89 CH7N5          004364-78-7 23
 3 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 4 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCl3O2  1000115-31-4 9 
 5 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 27 (2.997 min): BG023364.D (-23) (-)
73

43

128 155 213 261 390101 284 344 472179

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #4788: Propane, 2,2-dimethoxy-
73
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0

5000

m/z-->

Abundance #2222: 1,3-Diaminoguanidine
43

89
18

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #733: N-Ethylformamide
7330

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   53.89%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  89.00   37.05%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  41.05   10.88%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  45.05    9.17%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023364.D                                          
  Acq On    : 30 Jul 2016  19:30
  Operator  : UM/SJ
  Sample    : H4223-12
  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  2  3-Penten-2-one, 4-methyl-       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.58    5.44 ng         304620   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 86
 2 Cyclohexane, methyl-                 98 C7H14          000108-87-2 80
 3 3-Hexen-2-one                        98 C6H10O         000763-93-9 80
 4 2-Pentene, 3,4-dimethyl-, (E)-       98 C7H14          004914-92-5 72
 5 2-Pentene, 4,4-dimethyl-, (Z)-       98 C7H14          000762-63-0 72
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0

5000

m/z-->

Abundance Scan 296 (4.578 min): BG023364.D (-292) (-)
8355

423221 498347192 290163 395317121
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0

5000

m/z-->

Abundance #3246: 3-Penten-2-one, 4-methyl-
8355

29
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5000

m/z-->

Abundance #3343: Cyclohexane, methyl-
8355

27
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0

5000

m/z-->

Abundance #3169: 3-Hexen-2-one
83

55

29

4.20 4.40 4.60 4.80 5.00

m/z  83.05  100.00%

4.20 4.40 4.60 4.80 5.00

m/z  55.05   93.01%

4.20 4.40 4.60 4.80 5.00

m/z  98.05   38.99%

4.20 4.40 4.60 4.80 5.00

m/z  43.05   34.42%

4.20 4.40 4.60 4.80 5.00

m/z  39.05   27.45%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023364.D                                          
  Acq On    : 30 Jul 2016  19:30
  Operator  : UM/SJ
  Sample    : H4223-12
  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   35.32 ng        1978990   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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
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0

5000

m/z-->

Abundance Scan 400 (5.189 min): BG023364.D (-392) (-)
43

101

69 529134 215 379181 288248 340
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0

5000

m/z-->

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

15 101
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0

5000

m/z-->

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

126
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0

5000

m/z-->

Abundance #3152: 5-Hexen-2-one
43

15 83

4.80 5.00 5.20 5.40 5.60

m/z  43.05  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.05   65.16%

4.80 5.00 5.20 5.40 5.60

m/z 101.05   21.59%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   15.95%

4.80 5.00 5.20 5.40 5.60

m/z  41.05    9.02%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023364.D                                          
  Acq On    : 30 Jul 2016  19:30
  Operator  : UM/SJ
  Sample    : H4223-12
  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  unknown7.66                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.66   77.14 ng        4322620   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 22
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 4 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 10
 5 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 10

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

5000

m/z-->

Abundance Scan 821 (7.662 min): BG023364.D (-814) (-)
132

68

96
40

330281195 250 441 521357

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

5000

m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

63 10428

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

5000

m/z-->

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

69
104

31

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

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

10533
70

7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.40 7.60 7.80 8.00

m/z  68.05   54.82%

7.40 7.60 7.80 8.00

m/z  66.00   35.74%

7.40 7.60 7.80 8.00

m/z 133.95   34.79%

7.40 7.60 7.80 8.00

m/z  69.05   23.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023364.D                                          
  Acq On    : 30 Jul 2016  19:30
  Operator  : UM/SJ
  Sample    : H4223-12
  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  Dodecane, 4-methyl-             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.49    2.11 ng         327660   Phenanthrene-d10           17.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane, 4-methyl-                 184 C13H28         006117-97-1 83
 2 Decane, 5-propyl-                   184 C13H28         017312-62-8 83
 3 Pentacosane                         352 C25H52         000629-99-2 72
 4 Heptadecane                         240 C17H36         000629-78-7 70
 5 Tetradecane                         198 C14H30         000629-59-4 58
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0

5000

m/z-->

Abundance Scan 2324 (16.491 min): BG023364.D (-2320) (-)
57

85
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Abundance #48846: Dodecane, 4-methyl-
43 71

99 141
16915
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Abundance #48838: Decane, 5-propyl-
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Abundance #185533: Pentacosane
57

85

113 14129 169 211 239 352267 295 323

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   78.75%

16.20 16.40 16.60 16.80

m/z  43.10   70.21%

16.20 16.40 16.60 16.80

m/z  85.05   41.48%

16.20 16.40 16.60 16.80

m/z  41.00   30.66%

8270-BG072616.M Mon Aug 01 06:44:50 2016                                              Page: 7

Instrument :
BNA_G
ClientSampleId :
DUPLICATE



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
  Data File : BG023364.D                                          
  Acq On    : 30 Jul 2016  19:30
  Operator  : UM/SJ
  Sample    : H4223-12
  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|
----------------------------------------------------------------------------
Propane, 2,2-dime...   3.00   137.3 ng    7696640  1   8.13 1120740  20.0
3-Penten-2-one, 4...   4.58     5.4 ng     304620  1   8.13 1120740  20.0
2-Pentanone, 4-hy...   5.19    35.3 ng    1978990  1   8.13 1120740  20.0
unknown7.66            7.66    77.1 ng    4322620  1   8.13 1120740  20.0
Dodecane, 4-methyl-   16.49     2.1 ng     327660  4  17.57 3104270  20.0
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