
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   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-BF031115.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   1.047    11   14   17 rVB   568632    861145  22.25%   4.839%
  2   1.264    31   33   36 rBV  3161786   3870061 100.00%  21.748%
  3   1.390    40   44   47 rVB   529723    759998  19.64%   4.271%
  4   1.550    56   58   61 rVB    47436     57909   1.50%   0.325%
  5   1.767    74   77   83 rBV    55301     82605   2.13%   0.464%
 
  6   4.864   346  348  353 rVB   102749    127086   3.28%   0.714%
  7   5.401   393  395  398 rBV   678935    821246  21.22%   4.615%
  8   6.693   506  508  511 rBV   641953    874639  22.60%   4.915%
  9   6.830   518  520  523 rBV   973651    933388  24.12%   5.245%
 10   7.116   543  545  548 rBV   262930    238706   6.17%   1.341%
 
 11   7.299   559  561  564 rBV   617318    739791  19.12%   4.157%
 12   7.813   604  606  608 rBV   650884    566027  14.63%   3.181%
 13   8.693   681  683  686 rBV   371767    332971   8.60%   1.871%
 14  10.042   799  801  804 rBV  1357338   1197211  30.94%   6.728%
 15  10.556   843  846  848 rBV   144053    189276   4.89%   1.064%
 
 16  10.865   871  873  875 rVB   448255    400945  10.36%   2.253%
 17  11.848   956  959  961 rBV2  462784    643700  16.63%   3.617%
 18  12.042   974  976  980 rBV    42223     55398   1.43%   0.311%
 19  12.602  1023 1025 1027 rBV    68724     67902   1.75%   0.382%
 20  12.705  1031 1034 1035 rVV   354662    431211  11.14%   2.423%
 
 21  12.728  1035 1036 1039 rVB    74345     66405   1.72%   0.373%
 22  13.139  1070 1072 1074 rVB    32002     42281   1.09%   0.238%
 23  14.202  1162 1165 1167 rBV   129326    128369   3.32%   0.721%
 24  14.477  1187 1189 1191 rBV   108608    129919   3.36%   0.730%
 25  14.694  1205 1208 1211 rBV  1379198   1390165  35.92%   7.812%
 
 26  15.037  1235 1238 1240 rBV3   22378     39684   1.03%   0.223%
 27  15.334  1260 1264 1267 rBV2   38667     67661   1.75%   0.380%
 28  15.882  1309 1312 1317 rBV2   85759    173635   4.49%   0.976%
 29  15.974  1317 1320 1322 rBV   377049    568504  14.69%   3.195%
 30  16.008  1322 1323 1325 rVB    46934     46337   1.20%   0.260%
 
 31  16.637  1376 1378 1379 rBV    27172     40622   1.05%   0.228%
 32  17.037  1411 1413 1414 rBV2   26968     40936   1.06%   0.230%
 33  17.151  1421 1423 1428 rBV    29207     47849   1.24%   0.269%
 34  17.265  1431 1433 1438 rVB    55458    142306   3.68%   0.800%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   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-BF031115.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  17.471  1449 1451 1453 rBV2   29131     54927   1.42%   0.309%
 
 36  17.586  1459 1461 1464 rBV    29576     53022   1.37%   0.298%
 37  17.654  1464 1467 1470 rVB    63417     90180   2.33%   0.507%
 38  17.711  1470 1472 1476 rBV   339588    538025  13.90%   3.024%
 39  19.266  1604 1608 1612 rBV   378034    784571  20.27%   4.409%
 40  19.574  1632 1635 1639 rVB4   46636     98115   2.54%   0.551%
 
 
 
                        Sum of corrected areas:    17794728
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.05   72.15 ng         861145   1,4-Dichlorobenzene-d4      7.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, methyl-                84 C6H12          000096-37-7 87
 2 Cyclopropane, propyl-                84 C6H12          002415-72-7 78
 3 Propane, 2-cyclopropyl-              84 C6H12          003638-35-5 64
 4 Cyclobutane, ethyl-                  84 C6H12          004806-61-5 64
 5 Cyclopentane, 1,1-dimethyl-          98 C7H14          001638-26-2 56
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0

5000

m/z-->

Abundance Scan 14 (1.047 min): BF077943.D (-11) (-)
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Abundance #1471: Cyclopentane, methyl-
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0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance #1467: Cyclopropane, propyl-
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Abundance #1475: Propane, 2-cyclopropyl-
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m/z  56.05  100.00%

1.00 1.10 1.20 1.30 1.40 1.50

m/z  41.05   50.71%

1.00 1.10 1.20 1.30 1.40 1.50

m/z  69.10   42.42%
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m/z  42.10   21.07%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Propane, 2,2-dimethoxy-         Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.26  324.25 ng        3870060   1,4-Dichlorobenzene-d4      7.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 72
 2 1-Propanol, 2-methyl-                74 C4H10O         000078-83-1 9 
 3 2-Hydroxy-2-methylbutyric acid      118 C5H10O3        003739-30-8 9 
 4 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15ClO       100244-09-5 9 
 5 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 
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Abundance Scan 33 (1.264 min): BF077943.D (-31) (-)
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Abundance #8446: 2-Hydroxy-2-methylbutyric acid
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m/z  43.10   53.35%
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m/z  89.10   30.17%
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m/z  41.10   10.65%
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m/z  45.10    8.38%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.55    4.85 ng          57909   1,4-Dichlorobenzene-d4      7.12

 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 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 32
 4 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 
 5 Silane, ethyltrimethyl-             102 C5H14Si        003439-38-1 9 
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Abundance Scan 58 (1.550 min): BF077943.D (-56) (-)
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m/z  43.10   37.64%
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m/z  87.10   25.58%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.86   10.65 ng         127086   1,4-Dichlorobenzene-d4      7.12

 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 25
 3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
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Abundance Scan 348 (4.864 min): BF077943.D (-346) (-)
43

59

101

83 207

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown6.83                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.83   78.20 ng         933388   1,4-Dichlorobenzene-d4      7.12

 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 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 4 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Heptacosane                     Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.04    2.57 ng          55398   Phenanthrene-d10           12.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane                         380 C27H56         000593-49-7 90
 2 Heneicosane                         296 C21H44         000629-94-7 90
 3 Eicosane, 10-methyl-                296 C21H44         054833-23-7 86
 4 Octacosane                          394 C28H58         000630-02-4 86
 5 Pentadecane                         212 C15H32         000629-62-9 86
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Eicosane                        Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.60    3.15 ng          67902   Phenanthrene-d10           12.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 91
 2 Octadecane                          254 C18H38         000593-45-3 91
 3 Tetracosane                         338 C24H50         000646-31-1 91
 4 Tetradecane                         198 C14H30         000629-59-4 90
 5 Pentadecane                         212 C15H32         000629-62-9 90

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

5000

m/z-->

Abundance Scan 1025 (12.602 min): BF077943.D (-1023) (-)
57

85
41

113 141

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

5000

m/z-->

Abundance #107652: Eicosane
57

85
29

113 141 169 282

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

5000

m/z-->

Abundance #91035: Octadecane
57

85

29 113 141 254169 197 225

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

5000

m/z-->

Abundance #136481: Tetracosane
57

85

29
113 141 169 197 338225 253 281 309

12.20 12.40 12.60 12.80 13.00

m/z  57.10  100.00%

12.20 12.40 12.60 12.80 13.00

m/z  43.10   65.46%

12.20 12.40 12.60 12.80 13.00

m/z  71.10   60.93%

12.20 12.40 12.60 12.80 13.00

m/z  85.10   44.49%

12.20 12.40 12.60 12.80 13.00

m/z  41.10   30.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  7-Nonenamide                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.33    2.38 ng          67661   Chrysene-d12               15.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 7-Nonenamide                        155 C9H17NO        090949-53-4 64
 2 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 64
 3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3     061338-98-5 42
 4 Nonanamide                          157 C9H19NO        001120-07-6 40
 5 Pentanamide, 4-methyl-              115 C6H13NO        001119-29-5 38

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

5000

m/z-->

Abundance Scan 1264 (15.334 min): BF077943.D (-1260) (-)
59

41

9883 112 175126140 207157 191

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

5000

m/z-->

Abundance #26840: 7-Nonenamide
59

44
1557329 98 112126140

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

5000

m/z-->

Abundance #106875: 9-Octadecenamide, (Z)-
5943

29
83 97 12213615 150 281164178 221193207 236

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

5000

m/z-->

Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59

73 14191 196111 212155170125 229

15.00 15.20 15.40 15.60

m/z  59.10  100.00%

15.00 15.20 15.40 15.60

m/z  72.10   70.56%

15.00 15.20 15.40 15.60

m/z  55.10   42.95%

15.00 15.20 15.40 15.60

m/z  41.10   37.40%

15.00 15.20 15.40 15.60

m/z  43.10   28.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  2-Hepten-4-one, 6-hydroxy-2...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.88    6.11 ng         173635   Chrysene-d12               15.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Hepten-4-one, 6-hydroxy-2-meth... 236 C15H24O2       038043-98-0 93
 2 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 93
 3 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 90
 4 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 90
 5 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 90

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

5000

m/z-->

Abundance Scan 1312 (15.882 min): BF077943.D (-1309) (-)
5743

83
97

111

125
139 234181195154 213 281

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

5000

m/z-->

Abundance #79850: 2-Hepten-4-one, 6-hydroxy-2-methyl-6-(4-methyl-3-c...
836743 138119

98

218
200 236

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

5000

m/z-->

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57

43 83 97

111

125
29 139 238154 210168182196 283

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

5000

m/z-->

Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57

43
83

97

111

12529 238169139 154 210196 283265

15.60 15.80 16.00 16.20

m/z  57.10  100.00%

15.60 15.80 16.00 16.20

m/z  43.10   85.86%

15.60 15.80 16.00 16.20

m/z  83.10   75.31%

15.60 15.80 16.00 16.20

m/z  55.10   64.24%

15.60 15.80 16.00 16.20

m/z  69.10   63.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Hexadecane                      Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.47    2.04 ng          54927   Perylene-d12               17.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 55
 2 Hexadecane                          226 C16H34         000544-76-3 55
 3 Octadecane                          254 C18H38         000593-45-3 53
 4 Tridecane                           184 C13H28         000629-50-5 49
 5 Tetratriacontane                    479 C34H70         014167-59-0 49

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

5000

m/z-->

Abundance Scan 1451 (17.471 min): BF077943.D (-1449) (-)
57

43 85

217109 258135 234184 290166151
199

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

5000

m/z-->

Abundance #107655: Eicosane
57

71

41
99

127141 169 282197211 23925426

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

5000

m/z-->

Abundance #73963: Hexadecane
57

71

41
99 127141 226169 19718

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

5000

m/z-->

Abundance #91034: Octadecane
57

71
41

25499 12714126 169 197211226

17.20 17.40 17.60 17.80

m/z  57.10  100.00%

17.20 17.40 17.60 17.80

m/z  71.10   92.62%

17.20 17.40 17.60 17.80

m/z  43.10   62.59%

17.20 17.40 17.60 17.80

m/z  85.10   60.80%

17.20 17.40 17.60 17.80

m/z  55.10   43.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Naphthalene, decahydro-4a-m...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.27   29.16 ng         784571   Perylene-d12               17.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, decahydro-4a-methyl... 204 C15H24         017066-67-0 55
 2 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24         004630-07-3 53
 3 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24         1000140-07-7 53
 4 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24         1000193-60-8 50
 5 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24         000560-32-7 49

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1608 (19.266 min): BF077943.D (-1604) (-)
204

135
69

95
41

269 301175
231

393 425355

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #58867: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-...
204105

81 161
41 133

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #58892: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
204161

41

79
107 135

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204

95 161
12341 67

19.00 19.20 19.40 19.60

m/z 204.20  100.00%

19.00 19.20 19.40 19.60

m/z 135.10   70.90%

19.00 19.20 19.40 19.60

m/z 121.10   56.24%

19.00 19.20 19.40 19.60

m/z  69.10   55.20%

19.00 19.20 19.40 19.60

m/z 133.10   54.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  7-Chloro-5-trifluoromethyl-...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.57    3.65 ng          98115   Perylene-d12               17.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 7-Chloro-5-trifluoromethyl-bicyc... 227 C8H9ClF3NO     1000278-15-7 90
 2 (Z,Z)-3-Methyl-3H-cyclonona(def)... 230 C18H14         110823-80-8 27
 3 2H-1,3-Benzoxazine, octahydro-2-... 230 C14H18N2O      1000138-91-8 15
 4 5-Cyano-2-methyl-4-methylthio-6-... 241 C13H11N3S      068364-38-5 11
 5 .beta.-Chlordene                    336 C10H6Cl6       056534-03-3 11

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1635 (19.574 min): BF077943.D (-1632) (-)
24195

205135
27355 159

291186 315 355
117

77 223

50 100 150 200 250 300 350

5000

m/z-->

Abundance #74533: 7-Chloro-5-trifluoromethyl-bicyclo[2.2.1]heptan-2-...
13539

77 95 19257 115 227
154 174

50 100 150 200 250 300 350

5000

m/z-->

Abundance #76490: (Z,Z)-3-Methyl-3H-cyclonona(def)biphenylene
229

189

50 100 150 200 250 300 350

5000

m/z-->

Abundance #76332: 2H-1,3-Benzoxazine, octahydro-2-(phenylimino)-, trans
229

147119

93
30

67

19.20 19.40 19.60 19.80

m/z 241.20  100.00%

19.20 19.40 19.60 19.80

m/z  95.10   93.22%

19.20 19.40 19.60 19.80

m/z 229.20   88.79%

19.20 19.40 19.60 19.80

m/z 109.10   71.24%

19.20 19.40 19.60 19.80

m/z 205.15   70.03%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077943.D                                          
  Acq On    : 25 Mar 2015   8:22
  Operator  : TP/IZ
  Sample    : G1615-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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...   1.05    72.2 ng     861145  1   7.12  238706  20.0
Propane, 2,2-dime...   1.26   324.3 ng    3870060  1   7.12  238706  20.0
Butane, 2-methoxy...   1.55     4.8 ng      57909  1   7.12  238706  20.0
2-Pentanone, 4-hy...   4.86    10.7 ng     127086  1   7.12  238706  20.0
unknown6.83            6.83    78.2 ng     933388  1   7.12  238706  20.0
Heptacosane           12.04     2.6 ng      55398  4  12.71  431211  20.0
Eicosane              12.60     3.1 ng      67902  4  12.71  431211  20.0
7-Nonenamide          15.33     2.4 ng      67661  5  15.99  568504  20.0
2-Hepten-4-one, 6...  15.88     6.1 ng     173635  5  15.99  568504  20.0
Hexadecane            17.47     2.0 ng      54927  6  17.71  538025  20.0
Naphthalene, deca...  19.27    29.2 ng     784571  6  17.71  538025  20.0
7-Chloro-5-triflu...  19.57     3.6 ng      98115  6  17.71  538025  20.0
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