
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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   1.427    20   21   24 rVB   180352    245946   8.15%   1.097%
  2   1.564    30   33   46 rVB2  120654    310647  10.30%   1.386%
  3   1.724    46   47   56 rVV2  267938    666934  22.11%   2.975%
  4   1.850    56   58   90 rVB  1687627   3016462 100.00%  13.454%
  5   5.084   339  341  346 rBV    51168     89101   2.95%   0.397%
 
  6   5.587   382  385  387 rBV  1650154   1790528  59.36%   7.986%
  7   6.856   493  496  498 rBV  1395141   1891713  62.71%   8.437%
  8   6.993   506  508  511 rBV  1737586   1865945  61.86%   8.322%
  9   7.279   531  533  536 rBV   306451    318938  10.57%   1.422%
 10   7.473   547  550  552 rVB  1140559   1258607  41.72%   5.613%
 
 11   7.976   591  594  596 rBV  1275986   1149358  38.10%   5.126%
 12   8.856   669  671  674 rBV   474707    431944  14.32%   1.927%
 13  10.205   786  789  791 rBV  1819216   1602693  53.13%   7.148%
 14  10.708   831  833  836 rBV   126353    113713   3.77%   0.507%
 15  11.039   859  862  864 rVB   346707    484519  16.06%   2.161%
 
 16  11.382   890  892  895 rBV    17385     41751   1.38%   0.186%
 17  12.011   945  947  950 rBV2 1051244   1236684  41.00%   5.516%
 18  12.205   962  964  969 rBV    22585     33362   1.11%   0.149%
 19  12.880  1020 1023 1025 rBV   545319    531293  17.61%   2.370%
 20  12.971  1028 1031 1035 rVB2   19343     40324   1.34%   0.180%
 
 21  14.388  1152 1155 1157 rBV    67503     70453   2.34%   0.314%
 22  14.468  1160 1162 1164 rVB    21165     33885   1.12%   0.151%
 23  14.663  1176 1179 1182 rBV    55947     74335   2.46%   0.332%
 24  14.880  1195 1198 1200 rBV  1161254   1572954  52.15%   7.015%
 25  15.646  1258 1265 1266 rBV5   14695     44280   1.47%   0.197%
 
 26  15.977  1291 1294 1296 rBV    99241    116702   3.87%   0.520%
 27  16.057  1298 1301 1306 rBV2  190080    412610  13.68%   1.840%
 28  16.194  1310 1313 1315 rVV   438149    695929  23.07%   3.104%
 29  16.228  1315 1316 1318 rVB    39766     34492   1.14%   0.154%
 30  16.354  1325 1327 1333 rVB3   26911     36626   1.21%   0.163%
 
 31  16.491  1337 1339 1341 rVB2   28623     34889   1.16%   0.156%
 32  16.880  1371 1373 1374 rBV2   22644     36312   1.20%   0.162%
 33  16.926  1374 1377 1381 rVV   126717    229719   7.62%   1.025%
 34  17.337  1411 1413 1416 rBV    24183     31729   1.05%   0.142%

8270-BF043015.M Wed May 13 14:46:02 2015                                              Page: 1

Instrument :
BNA_F
ClientSampleId :
TU012-SB-21-9.0

Instrument :
BNA_F
ClientSampleId :
TU012-SB-21-9.0



                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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
 
 35  17.520  1427 1429 1431 rBV    30874     41712   1.38%   0.186%
 
 36  17.554  1431 1432 1439 rVB    33912     79189   2.63%   0.353%
 37  17.760  1447 1450 1452 rBV   107943    159001   5.27%   0.709%
 38  17.966  1466 1468 1472 rBV    31946     39289   1.30%   0.175%
 39  18.034  1472 1474 1477 rBV   390607    603503  20.01%   2.692%
 40  18.389  1503 1505 1511 rVB    50940     94197   3.12%   0.420%
 
 41  18.629  1523 1526 1529 rBV2   66762    121304   4.02%   0.541%
 42  18.869  1545 1547 1552 rVB    27289     58609   1.94%   0.261%
 43  20.195  1661 1663 1667 rVB3   80764    153576   5.09%   0.685%
 44  20.332  1673 1675 1679 rVB2   37638     82571   2.74%   0.368%
 45  20.457  1683 1686 1690 rVV6   26786     69938   2.32%   0.312%
 
 46  20.686  1702 1706 1712 rVB3  133979    372877  12.36%   1.663%
 
 
                        Sum of corrected areas:    22421143
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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  Propane, 2,2-dimethoxy-         Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.43   15.42 ng         245946   1,4-Dichlorobenzene-d4      7.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 64
 2 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 17
 3 1,3-Diaminoguanidine                 89 CH7N5          004364-78-7 9 
 4 1-Propanol, 2-methyl-                74 C4H10O         000078-83-1 9 
 5 Methane, isothiocyanato-             73 C2H3NS         000556-61-6 9 

10 20 30 40 50 60 70 80 90
0

5000

m/z-->

Abundance Scan 21 (1.427 min): BF079190.D (-20) (-)
73

43

89

554838 82

10 20 30 40 50 60 70 80 90
0

5000

m/z-->

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

43

89
31

5726 38 48

10 20 30 40 50 60 70 80 90
0

5000

m/z-->

Abundance #2101: Propane, 2-methoxy-2-methyl-
73

5741
29

15 50

10 20 30 40 50 60 70 80 90
0

5000

m/z-->

Abundance #2183: 1,3-Diaminoguanidine
43

32 58 89
18

7227 53

1.40 1.60 1.80

m/z  73.10  100.00%

1.40 1.60 1.80

m/z  43.05   56.02%

1.40 1.60 1.80

m/z  89.10   26.51%

1.40 1.60 1.80

m/z  41.05   11.55%

1.40 1.60 1.80

m/z  45.10    8.46%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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  5  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.08    5.59 ng          89101   1,4-Dichlorobenzene-d4      7.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 25
 3 1,8-Nonanediol, 8-methyl-           174 C10H22O2       054725-73-4 23
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 10
 5 Pentanal, oxime                     101 C5H11NO        000628-79-5 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 341 (5.084 min): BF079190.D (-339) (-)
43

59

101

8351

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 83 93

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #8114: 3-Hexanol, 4-methyl-
59

41
31

69 87
9815 51

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #38492: 1,8-Nonanediol, 8-methyl-
59

43

69 83 12398 141 159

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   59.57%

4.80 5.00 5.20 5.40

m/z 101.10   21.41%

4.80 5.00 5.20 5.40

m/z  58.10   16.78%

4.80 5.00 5.20 5.40

m/z  41.10    9.46%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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  unknown6.99                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.99  117.01 ng        1865950   1,4-Dichlorobenzene-d4      7.28

 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 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 508 (6.993 min): BF079190.D (-506) (-)
132

68

9640 54 78 106

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

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

69
104

5131
79

20 40 60 80 100 120 140 160 180
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

6.60 6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.60 6.80 7.00 7.20 7.40

m/z  68.10   45.25%

6.60 6.80 7.00 7.20 7.40

m/z 134.00   32.36%

6.60 6.80 7.00 7.20 7.40

m/z  66.10   28.34%

6.60 6.80 7.00 7.20 7.40

m/z  69.10   17.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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  8  unknown15.98                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.98    3.35 ng         116702   Chrysene-d12               16.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (-)-Neoclovene-(II), dihydro-       206 C15H26         1000152-83-6 47
 2 4-Cyclohexylresorcinol              192 C12H16O2       002138-20-7 38
 3 4-[(Bicyclo[4.1.0]heptane-7-carb... 287 C17H21NO3      1000297-42-7 35
 4 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H22O        069296-90-8 25
 5 Benzeneacetic acid, 2-acetyl-3-m... 208 C11H12O4       120714-35-4 15

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 1294 (15.977 min): BF079190.D (-1291) (-)
123

14995

69
191

41
287

315165 234217

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #60308: (-)-Neoclovene-(II), dihydro-
81 109

16341

135 191

57 207

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #50296: 4-Cyclohexylresorcinol
149

123

192

39 69
91

15 175

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #110450: 4-[(Bicyclo[4.1.0]heptane-7-carbonyl)-amino]-benz...
123

55

95
165

79 287
207 24214634 259186

15.60 15.80 16.00 16.20

m/z 123.10  100.00%

15.60 15.80 16.00 16.20

m/z 109.10   81.09%

15.60 15.80 16.00 16.20

m/z 149.10   77.15%

15.60 15.80 16.00 16.20

m/z  95.10   72.00%

15.60 15.80 16.00 16.20

m/z 163.20   67.02%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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  1-Nonadecene                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.06   11.86 ng         412610   Chrysene-d12               16.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Nonadecene                        266 C19H38         018435-45-5 91
 2 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 3 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 90
 4 1-Tetracosanol                      354 C24H50O        000506-51-4 90
 5 17-Pentatriacontene                 491 C35H70         006971-40-0 87

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

5000

m/z-->

Abundance Scan 1301 (16.057 min): BF079190.D (-1298) (-)
5743 83

97

111

125
139153 178 208 234 281

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

5000

m/z-->

Abundance #98171: 1-Nonadecene
978343 57

111

125
29

139154168 26623818219621022415

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

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
43 57

83
97

111
29

125
139153 196167181 224

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

5000

m/z-->

Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57

83
97

111
29

125
139153 182 210167

15.80 16.00 16.20 16.40

m/z  57.10  100.00%

15.80 16.00 16.20 16.40

m/z  43.10   88.52%

15.80 16.00 16.20 16.40

m/z  55.10   86.94%

15.80 16.00 16.20 16.40

m/z  83.10   84.12%

15.80 16.00 16.20 16.40

m/z  97.10   74.82%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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  17-Pentatriacontene             Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.93    6.60 ng         229719   Chrysene-d12               16.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 17-Pentatriacontene                 491 C35H70         006971-40-0 58
 2 1-Hexadecanesulfonyl chloride       324 C16H33ClO2S    038775-38-1 53
 3 Silane, trichlorodocosyl-           442 C22H45Cl3Si    007325-84-0 52
 4 1-Hexadecanol, 2-methyl-            256 C17H36O        002490-48-4 52
 5 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 50

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 1377 (16.926 min): BF079190.D (-1374) (-)
57

83

218
111 274

141167

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #168065: 17-Pentatriacontene
57

97

12529
153 181 209236 267292 490320 348 462376 406 434

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #129672: 1-Hexadecanesulfonyl chloride
57

83

111

29 139 224196 271167 307

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #163388: Silane, trichlorodocosyl-
43

71

97
125 154 196 224 266 294 398 442

16.60 16.80 17.00 17.20

m/z  57.10  100.00%

16.60 16.80 17.00 17.20

m/z  43.10   71.07%

16.60 16.80 17.00 17.20

m/z  55.10   59.23%

16.60 16.80 17.00 17.20

m/z  71.10   58.12%

16.60 16.80 17.00 17.20

m/z  83.10   56.05%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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 11  Benzo[e]pyrene                  Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.55    2.62 ng          79189   Perylene-d12               18.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[e]pyrene                      252 C20H12         000192-97-2 81
 2 Benzo[a]pyrene                      252 C20H12         000050-32-8 81
 3 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 81
 4 Benzo[k]fluoranthene                252 C20H12         000207-08-9 76
 5 Benzo[j]fluoranthene                252 C20H12         000205-82-3 68

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

5000

m/z-->

Abundance Scan 1432 (17.554 min): BF079190.D (-1431) (-)
252

126
113 22451 200100 267139 1768769 281157

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

5000

m/z-->

Abundance #89816: Benzo[e]pyrene
252

125
112 22499 20083 17463 146 23750 187

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

5000

m/z-->

Abundance #89821: Benzo[a]pyrene
252

126
228113

1498357 100 20041

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

5000

m/z-->

Abundance #89826: Benz[e]acephenanthrylene
252

126
113 224100 2008774 174150 187 23739

17.20 17.40 17.60 17.80

m/z 252.10  100.00%

17.20 17.40 17.60 17.80

m/z 250.10   23.34%

17.20 17.40 17.60 17.80

m/z 253.10   19.78%

17.20 17.40 17.60 17.80

m/z 126.05   15.78%

17.20 17.40 17.60 17.80

m/z 113.00    7.66%

8270-BF043015.M Wed May 13 14:46:10 2015                                              Page: 10

Instrument :
BNA_F
ClientSampleId :
TU012-SB-21-9.0



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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 12  Heneicosane                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.76    5.27 ng         159001   Perylene-d12               18.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Hentriacontane                      437 C31H64         000630-04-6 91
 3 Nonacosane                          408 C29H60         000630-03-5 91
 4 Octacosane                          394 C28H58         000630-02-4 91
 5 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1450 (17.760 min): BF079190.D (-1447) (-)
57

85

113
141 253197 225168 281

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #115570: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #162744: Hentriacontane
57

85

11329 141 169 197 225 253 309 351 436379280 407

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #158131: Nonacosane
57

85

11329 141 169 197 225 253 281 408309 337 365

17.40 17.60 17.80 18.00

m/z  57.10  100.00%

17.40 17.60 17.80 18.00

m/z  71.10   68.17%

17.40 17.60 17.80 18.00

m/z  43.10   60.79%

17.40 17.60 17.80 18.00

m/z  85.10   50.26%

17.40 17.60 17.80 18.00

m/z  55.10   22.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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 13  1,19-Eicosadiene                Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.39    3.12 ng          94197   Perylene-d12               18.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,19-Eicosadiene                    278 C20H38         014811-95-1 68
 2 Oxirane, heptadecyl-                282 C19H38O        067860-04-2 58
 3 Decanenitrile                       153 C10H19N        001975-78-6 58
 4 1-Dodecen-1-ol, acetate             226 C14H26O2       056438-08-5 58
 5 Oxirane, hexadecyl-                 268 C18H36O        007390-81-0 58

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1505 (18.389 min): BF079190.D (-1503) (-)
43 82

138110
178 229211 261 326 355

157

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #105306: 1,19-Eicosadiene
55

82

10929
137 166 194 250 278222

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #107629: Oxirane, heptadecyl-
8243

110
138 264236166 194 28260 21225

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #25006: Decanenitrile
8243 110

13863

18.00 18.20 18.40 18.60 18.80

m/z  43.10  100.00%

18.00 18.20 18.40 18.60 18.80

m/z  57.10   99.66%

18.00 18.20 18.40 18.60 18.80

m/z  82.10   89.78%

18.00 18.20 18.40 18.60 18.80

m/z  96.10   75.05%

18.00 18.20 18.40 18.60 18.80

m/z  97.10   58.08%

8270-BF043015.M Wed May 13 14:46:12 2015                                              Page: 12

Instrument :
BNA_F
ClientSampleId :
TU012-SB-21-9.0



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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 14  Eicosane                        Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.63    4.02 ng         121304   Perylene-d12               18.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 93
 2 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 87
 3 Heneicosane                         296 C21H44         000629-94-7 86
 4 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 86
 5 Octacosane                          394 C28H58         000630-02-4 76

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

5000

m/z-->

Abundance Scan 1526 (18.629 min): BF079190.D (-1523) (-)
57

85

41
113 145 172 204 251235 273129

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

5000

m/z-->

Abundance #107655: Eicosane
57

85

41

113 141 169 282197 225 253

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

5000

m/z-->

Abundance #123100: Pentadecane, 8-heptyl-
57

85
41

113 210141 169 239184 254 309

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

5000

m/z-->

Abundance #115570: Heneicosane
57

85

41
113 141 169 296197 225 25325 268

18.40 18.60 18.80 19.00

m/z  57.10  100.00%

18.40 18.60 18.80 19.00

m/z  71.10   67.58%

18.40 18.60 18.80 19.00

m/z  43.10   60.44%

18.40 18.60 18.80 19.00

m/z  85.10   50.35%

18.40 18.60 18.80 19.00

m/z  55.10   25.08%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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 15  unknown20.19                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.19    5.09 ng         153576   Perylene-d12               18.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (-)-Tricyclo[6.2.1.0(4,11)]undec... 204 C15H24         1000154-06-7 27
 2 1,3-Dimethyl-5-(propen-1-yl)adam... 204 C15H24         057040-48-9 22
 3 6,7-Dichloro-3,3-bis-trifluorome... 301 C8H7Cl2F6N     1000297-26-1 22
 4 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24         1000140-07-7 18
 5 3H-3a,7-Methanoazulene, 2,4,5,6,... 204 C15H24         002387-78-2 15

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1663 (20.195 min): BF079190.D (-1661) (-)
133 204

9555 285

243
166 40975

341

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #58828: (-)-Tricyclo[6.2.1.0(4,11)]undec-5-ene, 1,5,9,9-te...
133105

41

18981
161

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #58711: 1,3-Dimethyl-5-(propen-1-yl)adamantane
204107 133

55

16379

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #118257: 6,7-Dichloro-3,3-bis-trifluoromethyl-2-aza-bicycl...
204

184
23213569 301

16110139 266

19.80 20.00 20.20 20.40 20.60

m/z 133.10  100.00%

19.80 20.00 20.20 20.40 20.60

m/z 204.20   99.66%

19.80 20.00 20.20 20.40 20.60

m/z  95.10   72.32%

19.80 20.00 20.20 20.40 20.60

m/z  55.10   70.20%

19.80 20.00 20.20 20.40 20.60

m/z 285.20   70.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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 16  unknown20.33                    Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.33    2.74 ng          82571   Perylene-d12               18.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H14O3       1000186-57-9 47
 2 2H-[1,2]Dioxeto[3',4':4,5]furo[3... 260 C14H12O5       129833-00-7 47
 3 Pyrrolidino[3,2-b]benzo[e]-2H-1,... 218 C11H10N2OS     017163-68-7 47
 4 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N2O2     1000213-07-2 43
 5 Pyrene, hexadecahydro-              218 C16H26         002435-85-0 38

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1675 (20.332 min): BF079190.D (-1673) (-)
218

69 109
41 18991 135152 269

355169

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #68005: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218

190

69
91 10951 14712927 173

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #94289: 2H-[1,2]Dioxeto[3',4':4,5]furo[3,2-h][1]benzopyran...
203

43

1759165 147119 228 260

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #67783: Pyrrolidino[3,2-b]benzo[e]-2H-1,4-thiazin-2-one, 3...
203

160

39

69
109

13389 220177

20.00 20.20 20.40 20.60

m/z 218.20  100.00%

20.00 20.20 20.40 20.60

m/z 203.20   86.61%

20.00 20.20 20.40 20.60

m/z  69.10   32.73%

20.00 20.20 20.40 20.60

m/z 109.10   28.55%

20.00 20.20 20.40 20.60

m/z 205.15   27.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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 17  unknown20.46                    Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.46    2.32 ng          69938   Perylene-d12               18.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Phosphacyclopentene, 4-mesityl-   204 C13H17P        214605-01-3 15
 2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24         1000140-07-7 15
 3 2-Methyl-5-nitroindole-3-carboxa... 204 C10H8N2O3      003558-17-6 15
 4 Guaia-3,9-diene                     204 C15H24         000489-83-8 15
 5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24         137235-51-9 15

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1686 (20.457 min): BF079190.D (-1683) (-)
204

69 109
43 287135 17691

229 269 341315158

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #58549: 4-Phosphacyclopentene, 4-mesityl-
204

105 135
176

39 77
57 157

50 100 150 200 250 300 350
0

5000

m/z-->

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

95 161
12341 67

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #58203: 2-Methyl-5-nitroindole-3-carboxaldehyde
204

10377
15746

130

174

20.20 20.40 20.60 20.80

m/z 204.20  100.00%

20.20 20.40 20.60 20.80

m/z  69.10   76.44%

20.20 20.40 20.60 20.80

m/z 109.10   72.57%

20.20 20.40 20.60 20.80

m/z  71.10   70.20%

20.20 20.40 20.60 20.80

m/z 105.10   70.20%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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 18  unknown20.69                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.69   12.36 ng         372877   Perylene-d12               18.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Isopropenyl-3-propenylcyclopen... 150 C11H18         1000192-81-2 47
 2 Longifolenaldehyde                  220 C15H24O        019890-84-7 46
 3 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN2O2     300574-36-1 42
 4 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24         021747-46-6 40
 5 1-Chloro-1-ethyl-3-methyl-1-germ... 206 C7H13ClGe      026311-76-2 38

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1706 (20.686 min): BF079190.D (-1702) (-)
95 20555 121

147

175 245
313

424341269 368

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #22903: 1-Isopropenyl-3-propenylcyclopentane
10767

41

135

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #69487: Longifolenaldehyde
95

6741
135

205

163

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #67072: 5-Bromo-4-oxo-4,5,6,7-tetrahydrobenzofurazan
109

45
137 218

78
160

189

20.40 20.60 20.80 21.00

m/z  95.10  100.00%

20.40 20.60 20.80 21.00

m/z 109.10   88.82%

20.40 20.60 20.80 21.00

m/z 205.20   84.70%

20.40 20.60 20.80 21.00

m/z  81.10   82.86%

20.40 20.60 20.80 21.00

m/z 107.10   79.59%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079190.D                                          
  Acq On    : 13 May 2015   8:40
  Operator  : TP/IZ
  Sample    : G2194-17
  Misc      :  
  ALS Vial  : 32   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|
----------------------------------------------------------------------------
Propane, 2,2-dime...   1.43    15.4 ng     245946  1   7.28  318938  20.0
2-Pentanone, 4-hy...   5.08     5.6 ng      89101  1   7.28  318938  20.0
unknown6.99            6.99   117.0 ng    1865950  1   7.28  318938  20.0
unknown15.98          15.98     3.4 ng     116702  5  16.19  695929  20.0
1-Nonadecene          16.06    11.9 ng     412610  5  16.19  695929  20.0
17-Pentatriacontene   16.93     6.6 ng     229719  5  16.19  695929  20.0
Benzo[e]pyrene        17.55     2.6 ng      79189  6  18.03  603503  20.0
Heneicosane           17.76     5.3 ng     159001  6  18.03  603503  20.0
1,19-Eicosadiene      18.39     3.1 ng      94197  6  18.03  603503  20.0
Eicosane              18.63     4.0 ng     121304  6  18.03  603503  20.0
unknown20.19          20.19     5.1 ng     153576  6  18.03  603503  20.0
unknown20.33          20.33     2.7 ng      82571  6  18.03  603503  20.0
unknown20.46          20.46     2.3 ng      69938  6  18.03  603503  20.0
unknown20.69          20.69    12.4 ng     372877  6  18.03  603503  20.0
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