
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050415\
  Data File : BF078917.D                                          
  Acq On    :  4 May 2015  14:32
  Operator  : TP/IZ
  Sample    : G2096-01
  Misc      :  
  ALS Vial  : 11   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_F\METHODS\8270-BF043015.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   1.267     3    7   10 rVB   250097    461529  13.12%   1.883%
  2   1.518    26   29   31 rBV  2973916   3518068 100.00%  14.357%
  3   1.655    37   41   44 rVB   339879    603270  17.15%   2.462%
  4   1.770    49   51   55 rBV2   24975     39250   1.12%   0.160%
  5   1.838    55   57   61 rVB   185145    225623   6.41%   0.921%
 
  6   1.907    61   63   66 rBV   178063    332574   9.45%   1.357%
  7   5.164   346  348  353 rVB   162927    208524   5.93%   0.851%
  8   5.656   388  391  393 rBV  1585248   1746276  49.64%   7.126%
  9   6.902   498  500  503 rVB  1842937   1702444  48.39%   6.947%
 10   7.062   512  514  517 rBV  1769892   1823579  51.83%   7.442%
 
 11   7.359   538  540  542 rBV   491395    466715  13.27%   1.905%
 12   7.542   554  556  559 rVB  1516841   1370235  38.95%   5.592%
 13   8.045   597  600  602 rBV  1286045   1099846  31.26%   4.488%
 14   8.936   675  678  680 rBV   567384    643021  18.28%   2.624%
 15  10.273   793  795  798 rBV  1803443   2127235  60.47%   8.681%
 
 16  10.776   837  839  842 rBV   114127    124126   3.53%   0.507%
 17  10.868   844  847  853 rBV     9028     37963   1.08%   0.155%
 18  11.108   866  868  871 rBV   793290    730667  20.77%   2.982%
 19  12.091   951  954  956 rBV  1278565   1423470  40.46%   5.809%
 20  12.274   968  970  974 rBV2   22652     42769   1.22%   0.175%
 
 21  12.959  1027 1030 1032 rBV   560961    776654  22.08%   3.169%
 22  14.777  1186 1189 1190 rBV    83874    113459   3.23%   0.463%
 23  14.948  1202 1204 1207 rVB  2166871   2473444  70.31%  10.094%
 24  15.657  1263 1266 1269 rBV    78468     79526   2.26%   0.325%
 25  16.114  1304 1306 1315 rBV2  168977    274329   7.80%   1.119%
 
 26  16.251  1315 1318 1320 rBV   745522    874291  24.85%   3.568%
 27  16.537  1339 1343 1345 rBV2   33652     44691   1.27%   0.182%
 28  16.937  1375 1378 1382 rBV    37485     53256   1.51%   0.217%
 29  17.326  1409 1412 1414 rBV2   28186     39128   1.11%   0.160%
 30  17.406  1417 1419 1422 rBV    37578     43009   1.22%   0.176%
 
 31  17.714  1444 1446 1450 rBV2   22753     40694   1.16%   0.166%
 32  17.989  1467 1470 1473 rBV   640056    846331  24.06%   3.454%
 33  18.629  1523 1526 1529 rVV2   31252     57975   1.65%   0.237%
 34  20.137  1655 1658 1663 rVB2   24816     60896   1.73%   0.249%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050415\
  Data File : BF078917.D                                          
  Acq On    :  4 May 2015  14:32
  Operator  : TP/IZ
  Sample    : G2096-01
  Misc      :  
  ALS Vial  : 11   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_F\METHODS\8270-BF043015.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    24504867
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050415\
  Data File : BF078917.D                                          
  Acq On    :  4 May 2015  14:32
  Operator  : TP/IZ
  Sample    : G2096-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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_F\DATA\BF050415\
  Data File : BF078917.D                                          
  Acq On    :  4 May 2015  14:32
  Operator  : TP/IZ
  Sample    : G2096-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Cyclopentane, methyl-           Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.27   19.78 ng         461529   1,4-Dichlorobenzene-d4      7.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, methyl-                84 C6H12          000096-37-7 87
 2 Cyclobutane, ethyl-                  84 C6H12          004806-61-5 80
 3 1-Pentene, 2-methyl-                 84 C6H12          000763-29-1 40
 4 1H-Tetrazole, 5-methyl-              84 C2H4N4         004076-36-2 39
 5 Cyclopropane, propyl-                84 C6H12          002415-72-7 38

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance Scan 7 (1.267 min): BF078917.D (-3) (-)
56

41
69

8451 65 7737

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1471: Cyclopentane, methyl-
56

41
69

28 84
5115 6537 77

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1448: Cyclobutane, ethyl-
56

41

27
69

15 8451371 6533 60 73 77

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1455: 1-Pentene, 2-methyl-
5641

27 69
84

15
51 65 776131

1.30 1.40 1.50 1.60 1.70

m/z  56.10  100.00%

1.30 1.40 1.50 1.60 1.70

m/z  41.05   46.91%

1.30 1.40 1.50 1.60 1.70

m/z  69.10   38.31%

1.30 1.40 1.50 1.60 1.70

m/z  55.10   23.88%

1.30 1.40 1.50 1.60 1.70

m/z  42.05   19.52%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050415\
  Data File : BF078917.D                                          
  Acq On    :  4 May 2015  14:32
  Operator  : TP/IZ
  Sample    : G2096-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown1.52                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.52  150.76 ng        3518070   1,4-Dichlorobenzene-d4      7.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 40
 2 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15ClO       100244-09-5 9 
 3 2-Hydroxy-2-methylbutyric acid      118 C5H10O3        003739-30-8 9 
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 9 
 5 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance Scan 29 (1.518 min): BF078917.D (-26) (-)
73
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5535
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5000

m/z-->

Abundance #4670: Propane, 2,2-dimethoxy-
73
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5000

m/z-->

Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl-
73

55

43
27 89 11965 10981 145101 12935 137

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #8446: 2-Hydroxy-2-methylbutyric acid
73

43
55

29

15 89 10063 81

1.40 1.60 1.80

m/z  73.10  100.00%

1.40 1.60 1.80

m/z  43.10   48.80%

1.40 1.60 1.80

m/z  89.10   29.91%

1.40 1.60 1.80

m/z  41.05    9.80%

1.40 1.60 1.80

m/z  45.10    7.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050415\
  Data File : BF078917.D                                          
  Acq On    :  4 May 2015  14:32
  Operator  : TP/IZ
  Sample    : G2096-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Butane, 2-methoxy-2-methyl-     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.84    9.67 ng         225623   1,4-Dichlorobenzene-d4      7.36

 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 40
 3 3-Pentanol, 2,4-dimethyl-           116 C7H16O         000600-36-2 25
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 17
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 10

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance Scan 57 (1.838 min): BF078917.D (-55) (-)
73

43
55 87
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0

5000

m/z-->

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

43 55 87
29

6735 80
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0

5000

m/z-->

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

8741 55

29

15 67 97

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #8155: 3-Pentanol, 2,4-dimethyl-
73

55
43

27
15 8337 67 98 115

1.60 1.80 2.00 2.20

m/z  73.10  100.00%

1.60 1.80 2.00 2.20

m/z  43.05   37.83%

1.60 1.80 2.00 2.20

m/z  55.05   28.23%

1.60 1.80 2.00 2.20

m/z  87.10   25.48%

1.60 1.80 2.00 2.20

m/z  41.05   13.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050415\
  Data File : BF078917.D                                          
  Acq On    :  4 May 2015  14:32
  Operator  : TP/IZ
  Sample    : G2096-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.16    8.94 ng         208524   1,4-Dichlorobenzene-d4      7.36

 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, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
 3 Acetamide                            59 C2H5NO         000060-35-5 9 
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 348 (5.164 min): BF078917.D (-346) (-)
43

59
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8351 69
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0

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8351
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0

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #230: Acetamide
5944

18

28

4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   52.27%

4.80 5.00 5.20 5.40

m/z 101.10   19.16%

4.80 5.00 5.20 5.40

m/z  58.10   18.69%

4.80 5.00 5.20 5.40

m/z  41.10    8.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050415\
  Data File : BF078917.D                                          
  Acq On    :  4 May 2015  14:32
  Operator  : TP/IZ
  Sample    : G2096-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown7.06                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.06   78.15 ng        1823580   1,4-Dichlorobenzene-d4      7.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
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0

5000

m/z-->

Abundance Scan 514 (7.062 min): BF078917.D (-512) (-)
132

68

96
42 54 78 106
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0

5000

m/z-->

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

69
104

5131
79
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0

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775139 11527 8914

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
13257

74
116

98

189158

6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.80 7.00 7.20 7.40

m/z  68.10   44.12%

6.80 7.00 7.20 7.40

m/z 134.00   32.33%

6.80 7.00 7.20 7.40

m/z  66.10   28.31%

6.80 7.00 7.20 7.40

m/z  69.10   18.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050415\
  Data File : BF078917.D                                          
  Acq On    :  4 May 2015  14:32
  Operator  : TP/IZ
  Sample    : G2096-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Hexadecanoic acid, butyl ester  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.78    2.60 ng         113459   Chrysene-d12               16.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 68
 2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 58
 3 Hexadecanoic acid, 2-methylpropy... 312 C20H40O2       000110-34-9 50
 4 Nipecotic acid                      129 C6H11NO2       000498-95-3 38
 5 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H16O         054644-32-5 25

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 1189 (14.777 min): BF078917.D (-1186) (-)
56

25773 129 239
97 21318539 157

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #124073: Hexadecanoic acid, butyl ester
56

29 73
257129 239101 185 213 312157 283

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56

29 73

129 25797 239185 213 312157113 281

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #124097: Hexadecanoic acid, 2-methylpropyl ester
57

41 239 257
73

12998 213157 31218511318 282

14.40 14.60 14.80 15.00

m/z  56.10  100.00%

14.40 14.60 14.80 15.00

m/z  57.10   54.79%

14.40 14.60 14.80 15.00

m/z  43.05   40.57%

14.40 14.60 14.80 15.00

m/z  41.05   36.22%

14.40 14.60 14.80 15.00

m/z 257.30   34.93%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050415\
  Data File : BF078917.D                                          
  Acq On    :  4 May 2015  14:32
  Operator  : TP/IZ
  Sample    : G2096-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  5-Eicosene, (E)-                Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.11    6.28 ng         274329   Chrysene-d12               16.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 91
 2 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 3 1-Docosene                          308 C22H44         001599-67-3 91
 4 1-Nonadecene                        266 C19H38         018435-45-5 91
 5 1-Heptadecanol                      256 C17H36O        001454-85-9 90
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050415\
  Data File : BF078917.D                                          
  Acq On    :  4 May 2015  14:32
  Operator  : TP/IZ
  Sample    : G2096-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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|
----------------------------------------------------------------------------
Cyclopentane, met...   1.27    19.8 ng     461529  1   7.36  466715  20.0
unknown1.52            1.52   150.8 ng    3518070  1   7.36  466715  20.0
Butane, 2-methoxy...   1.84     9.7 ng     225623  1   7.36  466715  20.0
2-Pentanone, 4-hy...   5.16     8.9 ng     208524  1   7.36  466715  20.0
unknown7.06            7.06    78.2 ng    1823580  1   7.36  466715  20.0
Hexadecanoic acid...  14.78     2.6 ng     113459  5  16.25  874291  20.0
5-Eicosene, (E)-      16.11     6.3 ng     274329  5  16.25  874291  20.0
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