
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   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-BF080715.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   4.224   185  187  191 rVB    40864     50925   3.18%   0.361%
  2   4.921   244  248  255 rBV   677025   1051736  65.71%   7.453%
  3   5.344   282  285  288 rBV  1203190   1323058  82.66%   9.375%
  4   5.756   319  321  323 rBB    40312     39406   2.46%   0.279%
  5   6.396   374  377  379 rBV  1349569   1600583 100.00%  11.342%
 
  6   6.521   385  388  390 rBV  1468651   1478502  92.37%  10.477%
  7   6.750   406  408  410 rBV   327044    262414  16.39%   1.859%
  8   6.910   419  422  424 rVB  1042769   1027621  64.20%   7.282%
  9   7.322   455  458  460 rBV   854417   1001556  62.57%   7.097%
 10   8.030   518  520  523 rBB   235517    242382  15.14%   1.718%
 
 11   9.116   612  615  617 rBV  1647610   1597534  99.81%  11.320%
 12   9.505   647  649  651 rBV   276038    240182  15.01%   1.702%
 13   9.779   671  673  676 rBV2  307709    348489  21.77%   2.469%
 14  10.225   711  712  714 rVB    34260     25697   1.61%   0.182%
 15  10.568   739  742  745 rVB   866962    822103  51.36%   5.825%
 
 16  10.693   752  753  758 rVB    35051     41398   2.59%   0.293%
 17  11.139   791  792  797 rVB2   28313     38929   2.43%   0.276%
 18  11.265   800  803  804 rBV   258506    308082  19.25%   2.183%
 19  11.802   847  850  852 rBV    16604     18734   1.17%   0.133%
 20  12.305   891  894  898 rBV6    5215     18131   1.13%   0.128%
 
 21  12.465   906  908  910 rBV    85091     70670   4.42%   0.501%
 22  12.694   924  928  930 rBV    51602     64884   4.05%   0.460%
 23  12.854   939  942  944 rVB   714368   1018639  63.64%   7.218%
 24  13.322   981  983  984 rVB    20112     18612   1.16%   0.132%
 25  13.631  1008 1010 1012 rBV3   10335     19964   1.25%   0.141%
 
 26  13.756  1018 1021 1023 rBV    41317     54237   3.39%   0.384%
 27  13.882  1030 1032 1037 rVB   204224    246311  15.39%   1.745%
 28  14.351  1070 1073 1074 rBV2   34999     56531   3.53%   0.401%
 29  14.397  1074 1077 1085 rVB6   22021     90689   5.67%   0.643%
 30  14.682  1099 1102 1103 rBV2   33634     80599   5.04%   0.571%
 
 31  14.888  1117 1120 1124 rBV    36784     74315   4.64%   0.527%
 32  14.979  1126 1128 1130 rVB    18748     21482   1.34%   0.152%
 33  15.162  1141 1144 1146 rVV2   24640     38563   2.41%   0.273%
 34  15.208  1146 1148 1151 rVV    24525     44157   2.76%   0.313%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   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-BF080715.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.277  1151 1154 1159 rVB   189946    277011  17.31%   1.963%
 
 36  15.414  1164 1166 1170 rVB4   11081     20216   1.26%   0.143%
 37  15.482  1170 1172 1174 rBV3    9425     19850   1.24%   0.141%
 38  15.585  1179 1181 1186 rVB5   15031     37919   2.37%   0.269%
 39  15.722  1191 1193 1194 rBV    13120     20566   1.28%   0.146%
 40  15.768  1194 1197 1200 rVB4   12578     32301   2.02%   0.229%
 
 41  15.917  1208 1210 1215 rVB2   27467     54176   3.38%   0.384%
 42  16.305  1241 1244 1248 rVB2   22662     47293   2.95%   0.335%
 43  16.580  1266 1268 1274 rVB2   19857     47948   3.00%   0.340%
 44  16.751  1280 1283 1285 rBV3   14045     28922   1.81%   0.205%
 45  16.820  1287 1289 1293 rVV3   17175     40078   2.50%   0.284%
 
 46  16.888  1293 1295 1299 rVB2   14273     32714   2.04%   0.232%
 47  18.968  1471 1477 1483 rVB4    4502     16317   1.02%   0.116%
 
 
                        Sum of corrected areas:    14112426
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.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\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  3-Penten-2-one, 4-methyl-       Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.22    3.88 ng          50925   1,4-Dichlorobenzene-d4      6.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 91
 2 3-Hexen-2-one                        98 C6H10O         000763-93-9 86
 3 3,4-Dimethyl-2-pentene(c,t)          98 C7H14          1000118-16-5 72
 4 2-Pentene, 4,4-dimethyl-, (E)-       98 C7H14          000690-08-4 72
 5 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 64
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0

5000

m/z-->

Abundance Scan 187 (4.224 min): BF080991.D (-185) (-)
55

83

43

98

38 49

10 20 30 40 50 60 70 80 90 100
0

5000
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Abundance #3185: 3-Penten-2-one, 4-methyl-
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Abundance #3328: 3,4-Dimethyl-2-pentene(c,t)
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3.80 4.00 4.20 4.40 4.60

m/z  55.10  100.00%

3.80 4.00 4.20 4.40 4.60

m/z  83.10   78.74%

3.80 4.00 4.20 4.40 4.60

m/z  43.10   43.23%

3.80 4.00 4.20 4.40 4.60

m/z  39.10   29.81%

3.80 4.00 4.20 4.40 4.60

m/z  98.10   24.52%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.92   80.16 ng        1051740   1,4-Dichlorobenzene-d4      6.75

 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 33
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
 5 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 17
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5000

m/z-->

Abundance Scan 248 (4.921 min): BF080991.D (-244) (-)
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5000
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Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   54.95%

4.60 4.80 5.00 5.20

m/z  58.10   13.85%

4.60 4.80 5.00 5.20

m/z 101.10   13.35%

4.60 4.80 5.00 5.20

m/z  41.10    9.26%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-methoxy-4-me...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.76    3.00 ng          39406   1,4-Dichlorobenzene-d4      6.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-methoxy-4-methyl-    130 C7H14O2        000107-70-0 83
 2 1-Methoxyethanimine, N-acetyl-      115 C5H9NO2        099028-43-0 9 
 3 Acetamide, N-methyl-                 73 C3H7NO         000079-16-3 9 
 4 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 
 5 5-Aminovaleric acid                 117 C5H11NO2       000660-88-8 9 
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0
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m/z-->

Abundance Scan 321 (5.756 min): BF080991.D (-319) (-)
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Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
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5000

m/z-->

Abundance #7558: 1-Methoxyethanimine, N-acetyl-
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10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #724: Acetamide, N-methyl-
43 7330

58
15

51

5.40 5.60 5.80 6.00

m/z  43.10  100.00%

5.40 5.60 5.80 6.00

m/z  73.10   76.44%

5.40 5.60 5.80 6.00

m/z  41.10   11.33%

5.40 5.60 5.80 6.00

m/z 115.10   10.54%

5.40 5.60 5.80 6.00

m/z  39.10    6.74%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown6.52                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.52  112.69 ng        1478500   1,4-Dichlorobenzene-d4      6.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10
 5 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
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5000

m/z-->

Abundance Scan 388 (6.521 min): BF080991.D (-385) (-)
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
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31 6044 7751 86 105 116
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0

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

6.20 6.40 6.60 6.80

m/z 132.10  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   48.82%

6.20 6.40 6.60 6.80

m/z  66.10   34.00%

6.20 6.40 6.60 6.80

m/z 134.10   32.86%

6.20 6.40 6.60 6.80

m/z  69.10   20.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Eicosane                        Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.69    2.69 ng          41398   Phenanthrene-d10           11.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 90
 2 Hexadecane                          226 C16H34         000544-76-3 83
 3 Tridecane                           184 C13H28         000629-50-5 78
 4 Octane, 2,4,6-trimethyl-            156 C11H24         062016-37-9 72
 5 Pentadecane                         212 C15H32         000629-62-9 72
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Abundance Scan 753 (10.693 min): BF080991.D (-752) (-)
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10.40 10.60 10.80 11.00

m/z  57.05  100.00%

10.40 10.60 10.80 11.00

m/z  43.10   76.94%

10.40 10.60 10.80 11.00

m/z  71.10   44.90%

10.40 10.60 10.80 11.00

m/z  41.10   37.70%

10.40 10.60 10.80 11.00

m/z  85.10   30.13%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Eicosane, 10-methyl-            Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.14    2.53 ng          38929   Phenanthrene-d10           11.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane, 10-methyl-                296 C21H44         054833-23-7 86
 2 10-Methylnonadecane                 282 C20H42         056862-62-5 80
 3 Hexatriacontane                     507 C36H74         000630-06-8 78
 4 Silane, trichlorooctadecyl-         386 C18H37Cl3Si    000112-04-9 72
 5 Tetracosane                         338 C24H50         000646-31-1 72
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Abundance Scan 792 (11.139 min): BF080991.D (-791) (-)
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Abundance #115575: Eicosane, 10-methyl-
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Abundance #107656: 10-Methylnonadecane
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154
29 113 267
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5000

m/z-->

Abundance #169089: Hexatriacontane
57

85

29 113 141169 197 225253 281 309 337 379 421449 506477

10.80 11.00 11.20 11.40

m/z  57.10  100.00%

10.80 11.00 11.20 11.40

m/z  43.10   78.33%

10.80 11.00 11.20 11.40

m/z  71.10   42.68%

10.80 11.00 11.20 11.40

m/z  41.05   41.07%

10.80 11.00 11.20 11.40

m/z  85.10   35.05%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Trichloroacetic acid, penta...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.76    4.40 ng          54237   Chrysene-d12               13.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 90
 2 17-Pentatriacontene                 491 C35H70         006971-40-0 87
 3 Trifluoroacetic acid, n-heptadec... 324 C17H31F3O2     1000216-79-2 87
 4 Heptafluorobutyric acid, n-penta... 424 C19H31F7O2     1000216-79-3 87
 5 1-Docosene                          308 C22H44         001599-67-3 87

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 1021 (13.756 min): BF080991.D (-1018) (-)
57

97

125 231189 350

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #148859: Trichloroacetic acid, pentadecyl ester
43

83

111

139 182 210

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #168066: 17-Pentatriacontene
43

83

111
139 167 196 224 267 490462292 321

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #129716: Trifluoroacetic acid, n-heptadecyl ester
43

69

97

125 210182152

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  43.10   99.82%

13.40 13.60 13.80 14.00

m/z  55.10   99.82%

13.40 13.60 13.80 14.00

m/z  41.10   59.85%

13.40 13.60 13.80 14.00

m/z  97.10   56.07%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown14.35                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.35    4.59 ng          56531   Chrysene-d12               13.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Condyfolan-16-carboxylic acid, 2... 322 C20H22N2O2     004939-81-5 45
 2 (2E)-3-(2-Fluoroanilino)-3-(2-(3... 322 C17H11FN4S     1000298-10-1 9 
 3 Quinolino[3,4-c]chromene, 9,10,1... 322 C20H22N2O2     299919-21-4 9 
 4 p-Bis(m-methoxyphenoxy)benzene      322 C20H18O4       005024-84-0 9 
 5 m-Bis(p-methoxyphenoxy)benzene      322 C20H18O4       013118-91-7 9 

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1073 (14.351 min): BF080991.D (-1070) (-)
322

43 3519271 252115 147 179 294209

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #128974: Condyfolan-16-carboxylic acid, 2,14,16,19-tetrade...
322121 252

42

22077 167140 192 280102

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #128805: (2E)-3-(2-Fluoroanilino)-3-(2-(3-pyridinyl)-1,3-t...
322

188

282
302

64 12210528 16181 217141 255235

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #128972: Quinolino[3,4-c]chromene, 9,10,11,12-tetrahydro-7...
322265

41 238

194140115 16577 22095 293

14.00 14.20 14.40 14.60

m/z 322.30  100.00%

14.00 14.20 14.40 14.60

m/z 323.30   21.18%

14.00 14.20 14.40 14.60

m/z  43.10   12.02%

14.00 14.20 14.40 14.60

m/z 351.30    8.92%

14.00 14.20 14.40 14.60

m/z  92.00    7.30%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown14.68                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.68    5.82 ng          80599   Perylene-d12               15.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO       331416-19-4 30
 2 2,5-Cyclohexadien-1-one, 2,5-dim... 253 C17H19NO       054245-93-1 27
 3 Z-11-Pentadecenol                   226 C15H30O        1000130-77-0 22
 4 2-(5-Furan-2-yl-[1,3,4]oxadiazol... 253 C10H11N3O3S    346639-64-3 22
 5 2-Oxabicyclo[4.4.0]dec-9-en-8-on... 208 C13H20O2       122723-58-4 18

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

5000

m/z-->

Abundance Scan 1102 (14.682 min): BF080991.D (-1099) (-)
43

2536957
95

20714383 123 177108 193 267161 231

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

5000

m/z-->

Abundance #60920: Cyclopropane carboxamide, 2-cyclopropyl-2-methyl-N...
41 69

9555

81
110 207124 178 192164139151

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

5000

m/z-->

Abundance #90270: 2,5-Cyclohexadien-1-one, 2,5-dimethyl-4-[(2,4,5-tr...
253238

224
21091 19577 130

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

5000

m/z-->

Abundance #73913: Z-11-Pentadecenol
55 6941

83 97

111
208124

166 226137 151 192179

14.40 14.60 14.80 15.00

m/z  43.10  100.00%

14.40 14.60 14.80 15.00

m/z  55.10   97.19%

14.40 14.60 14.80 15.00

m/z 253.20   73.43%

14.40 14.60 14.80 15.00

m/z  69.10   73.37%

14.40 14.60 14.80 15.00

m/z  81.10   69.18%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown15.59                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.59    2.74 ng          37919   Perylene-d12               15.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1s,4R,7R,11R-1,3,4,7-Tetramethyl... 218 C15H22O        137235-42-8 20
 2 2(3H)-Naphthalenone, 4,4a,5,6,7,... 218 C15H22O        019598-45-9 14
 3 2-Amino-4-cyanomethyl-6-piperidi... 218 C10H14N6       1000241-05-9 11
 4 Semiarbazide, 4-(1,7,7-trimethyl... 209 C11H19N3O      010281-41-1 11
 5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H22O        006754-66-1 10

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

5000

m/z-->

Abundance Scan 1181 (15.585 min): BF080991.D (-1179) (-)
218

161
123

9541 55 81 139
191

109

281175
239

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

5000

m/z-->

Abundance #68221: 1s,4R,7R,11R-1,3,4,7-Tetramethyltricyclo[5.3.1.0(4...
161

218

203147 189119
91 10541 13355 17577

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

5000

m/z-->

Abundance #68237: 2(3H)-Naphthalenone, 4,4a,5,6,7,8-hexahydro-4a,5-d...
218

161

147

41 20317591 121105775527 189

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

5000

m/z-->

Abundance #67643: 2-Amino-4-cyanomethyl-6-piperidino-1,3,5-triazine
218

189
203

84 163135
43 69 10928 149

15.20 15.40 15.60 15.80 16.00

m/z 218.20  100.00%

15.20 15.40 15.60 15.80 16.00

m/z 161.10   80.28%

15.20 15.40 15.60 15.80 16.00

m/z 123.10   73.19%

15.20 15.40 15.60 15.80 16.00

m/z 219.20   72.06%

15.20 15.40 15.60 15.80 16.00

m/z  95.10   63.83%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  unknown15.92                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.92    3.91 ng          54176   Perylene-d12               15.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 7a-Isopropenyl-4,5-dimethyloctah... 236 C15H24O2       1000192-14-7 40
 2 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H22O        1000197-08-4 35
 3 2-Amino-4-methyl-6-(2-thienyl)py... 191 C9H9N3S        026963-43-9 25
 4 2,4,7-Pteridinetriamine, 6-methyl-  191 C7H9N7         017539-50-3 22
 5 Propanamide, N-(2,3-dihydro-3-me... 220 C11H12N2OS     332413-15-7 22

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

5000

m/z-->

Abundance Scan 1210 (15.917 min): BF080991.D (-1208) (-)
191

9581 109 177123
675541 135 150162 245

207

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

5000

m/z-->

Abundance #79844: 7a-Isopropenyl-4,5-dimethyloctahydroindene-4-carbo...
191

135
12241

107
9355 81

67
23614929 175162

221203

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

5000

m/z-->

Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191

43
123 149137 20610795 1637755 17629

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

5000

m/z-->

Abundance #50024: 2-Amino-4-methyl-6-(2-thienyl)pyrimidine
191

150

13410839 74 16458 95 122 17615

15.60 15.80 16.00 16.20

m/z 191.15  100.00%

15.60 15.80 16.00 16.20

m/z  95.10   56.90%

15.60 15.80 16.00 16.20

m/z  81.10   51.98%

15.60 15.80 16.00 16.20

m/z 109.10   49.44%

15.60 15.80 16.00 16.20

m/z 177.20   45.00%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  unknown16.31                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.31    3.41 ng          47293   Perylene-d12               15.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Phenylamino-5,6(4H)dihydro-1,3... 192 C10H12N2S      1000147-35-4 27
 2 N-(3,4,5,6-Tetrahydro-1,3-thiazi... 192 C10H12N2S      003420-40-4 27
 3 2-Phenyliminoperhydro-1,3-thiazine  192 C10H12N2S      1000138-91-3 27
 4 Oxazole, 4-ethyl-4,5-dihydro-2-(... 191 C11H13NO2      1000142-01-8 25
 5 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN3O       051306-43-5 25

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

5000

m/z-->

Abundance Scan 1244 (16.305 min): BF080991.D (-1241) (-)
191

55 9581
1231096941 137 150 177163 217205

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

5000

m/z-->

Abundance #50071: 2-Phenylamino-5,6(4H)dihydro-1,3-thiazine
191

77
136118 163

10691
150

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

5000

m/z-->

Abundance #50077: N-(3,4,5,6-Tetrahydro-1,3-thiazin-2-ylidene)aniline
191

13611877 163
10641 916528 1505215 176

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

5000

m/z-->

Abundance #50067: 2-Phenyliminoperhydro-1,3-thiazine
191

77 136118 16351 10639 916527

16.00 16.20 16.40 16.60

m/z 191.20  100.00%

16.00 16.20 16.40 16.60

m/z  55.10   47.47%

16.00 16.20 16.40 16.60

m/z  95.10   42.36%

16.00 16.20 16.40 16.60

m/z  81.10   36.71%

16.00 16.20 16.40 16.60

m/z 192.20   30.05%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  unknown16.75                    Concentration Rank 19

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.75    2.09 ng          28922   Perylene-d12               15.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 .delta.-Selinene                    204 C15H24         028624-23-9 38
 2 4,7-Methanoazulene, 1,2,3,4,5,6,... 204 C15H24         000514-51-2 38
 3 1,4-Methano-1H-indene, octahydro... 204 C15H24         087064-18-4 30
 4 Naphthalene, hexahydro-1,6-dimet... 204 C15H24         029837-12-5 25
 5 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24         005951-61-1 25

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

5000

m/z-->

Abundance Scan 1283 (16.751 min): BF080991.D (-1280) (-)
2781891619555 208

119135 327
39

79

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

5000

m/z-->

Abundance #58660: .delta.-Selinene
189

161

41 91
133

107 20567

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

5000

m/z-->

Abundance #58854: 4,7-Methanoazulene, 1,2,3,4,5,6,7,8-octahydro-1,4,...
161 189

119

9341 135
77

20557

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

5000

m/z-->

Abundance #58898: 1,4-Methano-1H-indene, octahydro-1,7a-dimethyl-4-(...
95

161

204
41 12179

17657 145

16.40 16.60 16.80 17.00

m/z 278.20  100.00%

16.40 16.60 16.80 17.00

m/z 189.10   96.94%

16.40 16.60 16.80 17.00

m/z 161.10   87.60%

16.40 16.60 16.80 17.00

m/z  95.10   82.85%

16.40 16.60 16.80 17.00

m/z  55.10   82.39%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081315\
  Data File : BF080991.D                                          
  Acq On    : 13 Aug 2015  20:41
  Operator  : UM/IZ
  Sample    : G3252-01
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715.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|
----------------------------------------------------------------------------
3-Penten-2-one, 4...   4.22     3.9 ng      50925  1   6.75  262414  20.0
2-Pentanone, 4-hy...   4.92    80.2 ng    1051740  1   6.75  262414  20.0
2-Pentanone, 4-me...   5.76     3.0 ng      39406  1   6.75  262414  20.0
unknown6.52            6.52   112.7 ng    1478500  1   6.75  262414  20.0
Eicosane              10.69     2.7 ng      41398  4  11.26  308082  20.0
Eicosane, 10-methyl-  11.14     2.5 ng      38929  4  11.26  308082  20.0
Trichloroacetic a...  13.76     4.4 ng      54237  5  13.88  246311  20.0
unknown14.35          14.35     4.6 ng      56531  5  13.88  246311  20.0
unknown14.68          14.68     5.8 ng      80599  6  15.28  277011  20.0
unknown15.59          15.59     2.7 ng      37919  6  15.28  277011  20.0
unknown15.92          15.92     3.9 ng      54176  6  15.28  277011  20.0
unknown16.31          16.31     3.4 ng      47293  6  15.28  277011  20.0
unknown16.75          16.75     2.1 ng      28922  6  15.28  277011  20.0
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