
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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   18 rVB    69679    122185  11.00%   1.150%
  2   1.275    31   34   36 rVB    23822     34311   3.09%   0.323%
  3   1.390    41   44   47 rVB   105148    162458  14.62%   1.529%
  4   1.561    56   59   65 rVB    38067     56126   5.05%   0.528%
  5   1.653    65   67   71 rVV    13120     17661   1.59%   0.166%
 
  6   1.767    75   77   89 rVB    85117    143181  12.89%   1.348%
  7   4.864   346  348  355 rVB    87209    109130   9.82%   1.027%
  8   5.402   393  395  398 rBV   594817    695848  62.63%   6.551%
  9   6.693   506  508  511 rBV   674233    702447  63.23%   6.613%
 10   6.830   518  520  523 rBV   856529    779421  70.16%   7.337%
 
 11   7.116   543  545  548 rBV   283066    250480  22.55%   2.358%
 12   7.299   559  561  564 rBV   573596    598772  53.90%   5.637%
 13   7.813   603  606  608 rBV   518858    462930  41.67%   4.358%
 14   8.693   681  683  686 rBV   407807    350757  31.57%   3.302%
 15  10.042   799  801  803 rBV  1101500    959231  86.34%   9.030%
 
 16  10.545   843  845  848 rVB    19875     25188   2.27%   0.237%
 17  10.865   871  873  875 rBV   426925    406097  36.55%   3.823%
 18  11.837   956  958  961 rBV2  388499    520575  46.86%   4.901%
 19  12.042   974  976  979 rBV    14200     16682   1.50%   0.157%
 20  12.602  1023 1025 1027 rBV    13531     14070   1.27%   0.132%
 
 21  12.694  1031 1033 1036 rBV   294987    414471  37.31%   3.902%
 22  13.128  1070 1071 1073 rBV    10272     12882   1.16%   0.121%
 23  14.694  1205 1208 1210 rBV  1101313   1110971 100.00%  10.459%
 24  15.037  1235 1238 1240 rBV2    7840     12558   1.13%   0.118%
 25  15.334  1261 1264 1266 rBV    11719     15480   1.39%   0.146%
 
 26  15.414  1268 1271 1273 rBV3   10179     20741   1.87%   0.195%
 27  15.883  1310 1312 1318 rBV    43916     94323   8.49%   0.888%
 28  15.974  1318 1320 1323 rBV   369564    489929  44.10%   4.612%
 29  16.146  1333 1335 1337 rBV    24313     30196   2.72%   0.284%
 30  16.283  1345 1347 1350 rBV4   12047     12929   1.16%   0.122%
 
 31  16.637  1375 1378 1380 rBV2   22941     34805   3.13%   0.328%
 32  16.683  1380 1382 1384 rBV    17046     23010   2.07%   0.217%
 33  16.946  1404 1405 1409 rVB4   13169     18027   1.62%   0.170%
 34  17.277  1429 1434 1435 rBV4   24450     69865   6.29%   0.658%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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   19363     31026   2.79%   0.292%
 
 36  17.723  1470 1473 1476 rBV   403712    510482  45.95%   4.806%
 37  19.266  1604 1608 1615 rVB   433378    862700  77.65%   8.121%
 38  19.574  1631 1635 1639 rVB2   80531    185936  16.74%   1.750%
 39  20.020  1670 1674 1680 rBV4   65927    163619  14.73%   1.540%
 40  20.409  1705 1708 1716 rVB10   28113     81058   7.30%   0.763%
 
 
 
                        Sum of corrected areas:    10622558
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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

1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
0

200000

400000

600000

800000

1000000

Time-->

Abundance TIC: BF077935.D

  1.05
  1.28

  1.39
  1.56  1.65

  1.77   4.86

  5.40
  6.69

  6.83

  7.12

  7.30

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00
0

200000

400000

600000

800000

1000000

Time-->

Abundance TIC: BF077935.D

  7.81

  8.69

 10.04

 10.54

 10.87
 11.84

 12.04  12.60

 12.69

 13.13

15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
0

200000

400000

600000

800000

1000000

Time-->

Abundance TIC: BF077935.D
 14.69

 15.04 15.33 15.41
 15.88

 15.97

 16.15 16.28  16.64 16.68 16.95  17.28 17.47

 17.72  19.27

 19.57  20.02
 20.41

8270-BF031115.M Wed Mar 25 13:58:37 2015                                              Page: 3

Instrument :
BNA_F
ClientSampleId :
SB-4-1

Instrument :
BNA_F
ClientSampleId :
SB-4-1



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.05    9.76 ng         122185   1,4-Dichlorobenzene-d4      7.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, methyl-                84 C6H12          000096-37-7 91
 2 Cyclobutane, ethyl-                  84 C6H12          004806-61-5 72
 3 Propane, 2-cyclopropyl-              84 C6H12          003638-35-5 72
 4 Cyclohexane                          84 C6H12          000110-82-7 56
 5 Heptane, 4-methylene-               112 C8H16          015918-08-8 56

0 20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 14 (1.047 min): BF077935.D (-11) (-)
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m/z-->
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.28    2.74 ng          34311   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 78
 2 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 
 3 N-Ethylformamide                     73 C3H7NO         000627-45-2 7 
 4 .beta.-Alanine                       89 C3H7NO2        000107-95-9 4 
 5 Isobutylamine                        73 C4H11N         000078-81-9 4 
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Abundance Scan 34 (1.275 min): BF077935.D (-31) (-)
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8270-BF031115.M Wed Mar 25 13:58:40 2015                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
SB-4-1

Instrument :
BNA_F
ClientSampleId :
SB-4-1



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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.
---------------------------------------------------------------------
  1.56    4.48 ng          56126   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-Hydroxy-2-methylbutyric acid      118 C5H10O3        003739-30-8 12
 3 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 4 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 9 
 5 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 9 
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5000
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Abundance Scan 59 (1.561 min): BF077935.D (-56) (-)
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Abundance #4391: Butane, 2-methoxy-2-methyl-
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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    8.71 ng         109130   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 50
 2 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 2,5,8,11,14-Pentaoxapentadecane     222 C10H22O5       000143-24-8 9 
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5000

m/z-->

Abundance Scan 348 (4.864 min): BF077935.D (-346) (-)
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Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #3955: 2,3-Butanedione, monooxime
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.83   62.23 ng         779421   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 16
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 10
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
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Abundance Scan 520 (6.830 min): BF077935.D (-518) (-)
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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  17-Pentatriacontene             Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.88    3.85 ng          94323   Chrysene-d12               15.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 17-Pentatriacontene                 491 C35H70         006971-40-0 68
 2 Pentafluoropropionic acid, octad... 416 C21H37F5O2     1000280-07-7 64
 3 1-Pentadecanol                      228 C15H32O        000629-76-5 58
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 58
 5 1-Hentetracontanol                  593 C41H84O        040710-42-7 53
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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  unknown17.28                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.28    2.74 ng          69865   Perylene-d12               17.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Acetyl-9-butylcarbazole           265 C18H19NO       001484-01-1 25
 2 4-Sec-butyl-acridone                251 C17H17NO       055751-70-7 22
 3 Benzo[c]cinnoline, 4-(diethylami... 251 C16H17N3       019174-76-6 22
 4 1,3-Dimethyl-2,2-diphenylaziridine  223 C16H17N        1000188-89-9 15
 5 trans-2,4-Dimethoxy-5-ethoxy-.be... 222 C13H18O3       1000122-80-1 15

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

5000

m/z-->

Abundance Scan 1434 (17.277 min): BF077935.D (-1429) (-)
222

69 252
95 19143

327158126 309142
282175

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

5000

m/z-->

Abundance #97410: 3-Acetyl-9-butylcarbazole
222 265

179

43
152 195125

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

5000

m/z-->

Abundance #89052: 4-Sec-butyl-acridone
222

251

179 204149

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

5000

m/z-->

Abundance #89039: Benzo[c]cinnoline, 4-(diethylamino)-
222

251
180152

29 20674 12751 99

17.00 17.20 17.40 17.60

m/z 222.05  100.00%

17.00 17.20 17.40 17.60

m/z  69.10   61.97%

17.00 17.20 17.40 17.60

m/z 252.10   60.33%

17.00 17.20 17.40 17.60

m/z  95.10   49.59%

17.00 17.20 17.40 17.60

m/z 191.10   47.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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  Naphthalene, 1,2,3,5,6,7,8,...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.27   33.80 ng         862700   Perylene-d12               17.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24         004630-07-3 59
 2 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24         1000193-60-8 58
 3 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24         000560-32-7 53
 4 Naphthalene, decahydro-4a-methyl... 204 C15H24         017066-67-0 53
 5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24         1000140-07-7 52

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1608 (19.266 min): BF077935.D (-1604) (-)
204

135
69
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41

269 301
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231 393 425337
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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 #58728: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204

91 13341

161
69

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #58887: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydro-1,4...
13593

41

204161
69

19.00 19.20 19.40 19.60

m/z 204.15  100.00%

19.00 19.20 19.40 19.60

m/z 135.10   71.76%

19.00 19.20 19.40 19.60

m/z 121.05   60.15%

19.00 19.20 19.40 19.60

m/z 133.10   57.60%

19.00 19.20 19.40 19.60

m/z  69.10   56.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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  unknown19.57                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.57    7.28 ng         185936   Perylene-d12               17.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexanone, 3-hydroxy-2,4,4-t... 222 C14H22O2       088764-84-5 15
 2 5.beta.-Androst-16-en-3-ol, acetate 316 C21H32O2       1000196-50-8 11
 3 1H-Indeno[6,7,1-def]isoquinoline... 331 C20H17N3O2     1000272-50-2 10
 4 3a,6-Epoxy-3aH-isoindole, 1,2,3,... 257 C16H19NO2      071840-22-7 10
 5 Longifolenaldehyde                  220 C15H24O        019890-84-7 10

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1635 (19.574 min): BF077935.D (-1631) (-)
241
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5000
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Abundance #70840: Cyclohexanone, 3-hydroxy-2,4,4-trimethyl-3-(3-meth...
9557

133 204

16129 77
222115 187
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5000
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Abundance #126196: 5.beta.-Androst-16-en-3-ol, acetate
24194 316

14843

67 119
201173 273223 299

50 100 150 200 250 300 350

5000

m/z-->

Abundance #133285: 1H-Indeno[6,7,1-def]isoquinoline-1,3(2H)-dione, 6...
95

152 206178 24841 33122476 125 26558 282299

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   80.24%

19.20 19.40 19.60 19.80

m/z 229.15   72.84%

19.20 19.40 19.60 19.80

m/z  69.10   72.57%

19.20 19.40 19.60 19.80

m/z 109.10   70.55%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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  unknown20.02                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.02    6.41 ng         163619   Perylene-d12               17.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Kaur-16-ene, (8.beta.,13.beta.)-    272 C20H32         020070-61-5 38
 2 4-Ethyl-2-hexynal                   124 C8H12O         071932-97-3 27
 3 2,4,4-Trimethyl-3-(3-methylbuta-... 206 C14H22O        097452-05-6 25
 4 1-Oxaspiro[2.5]octane, 5,5-dimet... 206 C14H22O        1000195-92-1 25
 5 Imidazole, 4-methyl-5-[3,3,3-tri... 234 C10H13F3N2O    1000129-15-8 20

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1674 (20.020 min): BF077935.D (-1670) (-)
95

13569 241
41

203
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153113 355303
221

50 100 150 200 250 300 350

5000

m/z-->

Abundance #101962: Kaur-16-ene, (8.beta.,13.beta.)-
41

69 91

229 272123

147 187

204164
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5000
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Abundance #10149: 4-Ethyl-2-hexynal
9567

41

123

50 100 150 200 250 300 350

5000

m/z-->

Abundance #60241: 2,4,4-Trimethyl-3-(3-methylbuta-1,3-dienyl)cyclohe...
109
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41
9167 137

177159

19.80 20.00 20.20 20.40

m/z  95.10  100.00%

19.80 20.00 20.20 20.40

m/z 109.10   93.97%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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  unknown20.41                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.41    3.18 ng          81058   Perylene-d12               17.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-[2-(4-Oxo-4H-benzo[d][1,3]oxaz... 274 C17H10N2O2     1000297-20-9 11
 2 Aziridine, 2-methyl-2-(2-methyl-... 189 C13H19N        1000293-28-4 11
 3 Furane-2-carboxylic acid, (7-met... 287 C15H13NO5      332129-52-9 10
 4 5.beta.-Cholest-23-ene, (Z)-        370 C27H46         014949-12-3 10
 5 Cholan-24-oic acid, 3,12-dihydro... 406 C25H42O4       003245-38-3 10
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5000

m/z-->

Abundance Scan 1708 (20.409 min): BF077935.D (-1705) (-)
10955 207
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5000
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Abundance #102963: 4-[2-(4-Oxo-4H-benzo[d][1,3]oxazin-2-yl)-vinyl]-b...
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Abundance #48715: Aziridine, 2-methyl-2-(2-methyl-2-phenylpropyl)-
119
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5000
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Abundance #110312: Furane-2-carboxylic acid, (7-methoxychroman-4-yli...
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
  Data File : BF077935.D                                          
  Acq On    : 25 Mar 2015   4:35
  Operator  : TP/IZ
  Sample    : G1613-07
  Misc      :  
  ALS Vial  : 26   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     9.8 ng     122185  1   7.12  250480  20.0
Propane, 2,2-dime...   1.28     2.7 ng      34311  1   7.12  250480  20.0
Butane, 2-methoxy...   1.56     4.5 ng      56126  1   7.12  250480  20.0
2-Pentanone, 4-hy...   4.86     8.7 ng     109130  1   7.12  250480  20.0
unknown6.83            6.83    62.2 ng     779421  1   7.12  250480  20.0
17-Pentatriacontene   15.88     3.9 ng      94323  5  15.97  489929  20.0
unknown17.28          17.28     2.7 ng      69865  6  17.72  510482  20.0
Naphthalene, 1,2,...  19.27    33.8 ng     862700  6  17.72  510482  20.0
unknown19.57          19.57     7.3 ng     185936  6  17.72  510482  20.0
unknown20.02          20.02     6.4 ng     163619  6  17.72  510482  20.0
unknown20.41          20.41     3.2 ng      81058  6  17.72  510482  20.0
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