
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.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   2.316    33   39   46 rVB   103886    142174   4.70%   0.403%
  2   5.222   528  533  545 rBV    72395    117878   3.90%   0.334%
  3   5.610   594  599  628 rBV  1983734   2884270  95.34%   8.174%
  4   6.604   763  768  788 rBV  2175026   2998078  99.11%   8.497%
  5   6.745   788  792  808 rVB  2729977   2983816  98.63%   8.456%
 
  6   6.969   827  830  846 rBV   713990    746554  24.68%   2.116%
  7   7.128   853  857  878 rVB  2302200   2217294  73.30%   6.284%
  8   7.534   922  926  935 rBV  1523694   1750611  57.87%   4.961%
  9   8.251  1045 1048 1054 rBV   939177    950934  31.43%   2.695%
 10   9.204  1204 1210 1214 rBV7   70263    171420   5.67%   0.486%
 
 11   9.239  1214 1216 1221 rVV3  120151    149063   4.93%   0.422%
 12   9.328  1225 1231 1235 rBV  3144927   3025118 100.00%   8.573%
 13   9.398  1239 1243 1246 rBV2  359332    377734  12.49%   1.071%
 14   9.633  1281 1283 1285 rBV2  130393    144205   4.77%   0.409%
 15   9.657  1285 1287 1292 rVV3  236361    374641  12.38%   1.062%
 
 16   9.716  1293 1297 1300 rBV2 1938047   1716634  56.75%   4.865%
 17   9.745  1300 1302 1304 rVB2  192754    152695   5.05%   0.433%
 18   9.769  1304 1306 1310 rBV2  496381    562513  18.59%   1.594%
 19   9.804  1310 1312 1313 rBV2  148087    103869   3.43%   0.294%
 20   9.875  1317 1324 1326 rBV4 1345636   1589381  52.54%   4.504%
 
 21   9.898  1326 1328 1329 rBV2  280530    250720   8.29%   0.711%
 22   9.922  1329 1332 1335 rVB  2089265   1855198  61.33%   5.258%
 23   9.963  1335 1339 1340 rBV2  605274    657373  21.73%   1.863%
 24   9.992  1341 1344 1347 rBV3  916142   1350875  44.66%   3.828%
 25  10.045  1350 1353 1354 rBV3  444585    453065  14.98%   1.284%
 
 26  10.151  1369 1371 1376 rBV2  429101    771394  25.50%   2.186%
 27  10.257  1387 1389 1393 rBV3  456172    643808  21.28%   1.825%
 28  10.333  1399 1402 1403 rBV2  880430    857222  28.34%   2.429%
 29  10.428  1414 1418 1421 rBV4 1832130   2087928  69.02%   5.917%
 30  13.104  1869 1873 1879 rVB  1611876   1730763  57.21%   4.905%
 
 31  14.163  2049 2053 2056 rVB   738256    660945  21.85%   1.873%
 32  14.915  2178 2181 2184 rBV   129783    128283   4.24%   0.364%
 33  15.074  2206 2208 2212 rVB4   58479     59742   1.97%   0.169%
 34  15.698  2309 2314 2322 rVB   473851    618801  20.46%   1.754%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    35284999
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.32    3.81 ng         142174   1,4-Dichlorobenzene-d4      6.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 3 3-Hexanol, 2-methyl-                116 C7H16O         000617-29-8 17
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 17
 5 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 

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

5000

m/z-->

Abundance Scan 40 (2.322 min): BF103979.D (-33) (-)
73

43 8755

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

5000

m/z-->

Abundance #4492: Butane, 2-methoxy-2-methyl-
73

5543
87

27
6737 49 101

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

5000

m/z-->

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73

87

5541

29
9767 1127947 129

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

5000

m/z-->

Abundance #8363: 3-Hexanol, 2-methyl-
7355

43

31
8367 97 11537

2.20 2.40 2.60

m/z  73.10  100.00%

2.20 2.40 2.60

m/z  43.10   32.55%

2.20 2.40 2.60

m/z  87.10   26.35%

2.20 2.40 2.60

m/z  54.95   22.36%

2.20 2.40 2.60

m/z  71.10   11.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.22    3.16 ng         117878   1,4-Dichlorobenzene-d4      6.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 2-Butanone, 3-ethoxy-3-methyl-      130 C7H14O2        036687-99-7 9 

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

5000

m/z-->

Abundance Scan 533 (5.222 min): BF103979.D (-528) (-)
43

59

101

8353

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8337 5325

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

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 51 7337 83 95

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

5000

m/z-->

Abundance #3159: 5-Hexen-2-one
43

55
27 83 987137 7749 65

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.10   58.89%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   23.09%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   14.97%

4.80 5.00 5.20 5.40 5.60

m/z  41.10   10.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  unknown6.75                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.75   79.94 ng        2983820   1,4-Dichlorobenzene-d4      6.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 793 (6.751 min): BF103979.D (-788) (-)
132

68

96
40 54 10678

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79
107

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775139 11527 8914

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

189158

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.05   34.76%

6.40 6.60 6.80 7.00

m/z 134.00   33.75%

6.40 6.60 6.80 7.00

m/z  65.95   21.41%

6.40 6.60 6.80 7.00

m/z  96.00   14.00%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  unknown9.20                     Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.20    2.54 ng         171420   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methyl ethyl cyclopentene           110 C8H14          019780-56-4 38
 2 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C10H16O        001125-12-8 35
 3 1-(2-Ethyl-1,3-dimethyl-cyclopen... 166 C11H18O        1000185-18-1 27
 4 trans-(2-Ethylcyclopentyl)methanol  128 C8H16O         036258-08-9 27
 5 2,5,9-Tetradecatriene, 3,12-diet... 248 C18H32         074685-87-3 27

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1209 (9.198 min): BF103979.D (-1204) (-)
81

118
55

95 179
13541 69

163107

149 194

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #5965: Methyl ethyl cyclopentene
81

95
67

110
39 5327

15

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #25346: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methylethyl)
8141

68
110

95
55

152124 137

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #35104: 1-(2-Ethyl-1,3-dimethyl-cyclopent-2-enyl)-ethanone
81 123

43

6755 95

107 16629 138

8.80 9.00 9.20 9.40 9.60

m/z  81.05  100.00%

8.80 9.00 9.20 9.40 9.60

m/z 118.05   76.18%

8.80 9.00 9.20 9.40 9.60

m/z  55.00   63.76%

8.80 9.00 9.20 9.40 9.60

m/z 109.00   58.44%

8.80 9.00 9.20 9.40 9.60

m/z  95.10   56.94%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  unknown9.24                     Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.24    2.21 ng         149063   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexene, 1-ethyl-               110 C8H14          001453-24-3 38
 2 1-Ethyl-5-methylcyclopentene        110 C8H14          097797-57-4 35
 3 trans-(2-Ethylcyclopentyl)methyl... 170 C10H18O2       1000099-13-9 35
 4 4-Ethylcyclohexene                  110 C8H14          003742-42-5 27
 5 Cyclohexene, 3-ethyl-               110 C8H14          002808-71-1 27

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1216 (9.239 min): BF103979.D (-1214) (-)
81

1791096955 12341 95

149 163 194133

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #5937: Cyclohexene, 1-ethyl-
81

67
41 110

9527 53
15

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #5992: 1-Ethyl-5-methylcyclopentene
81

95
67

11039
5327

14

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #38072: trans-(2-Ethylcyclopentyl)methyl acetate
81

110
43

9555
67

128 141 152 170

9.00 9.20 9.40 9.60

m/z  81.05  100.00%

9.00 9.20 9.40 9.60

m/z 179.20   57.35%

9.00 9.20 9.40 9.60

m/z 109.05   53.05%

9.00 9.20 9.40 9.60

m/z  69.05   53.02%

9.00 9.20 9.40 9.60

m/z 110.10   49.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Decahydro-4,4,8,9,10-pentam...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.40    5.59 ng         377734   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28         080655-44-3 91
 2 Hexahydroindole                     123 C8H13N         018159-32-5 30
 3 Ethanone, 1-(1-ethyl-1H-pyrazol-... 138 C7H10N2O       1000316-95-0 25
 4 Cyclopentene, 1,3-dimethyl-2-(1-... 138 C10H18         061142-32-3 25
 5 1,3-Benzenediamine, 4-methoxy-      138 C7H10N2O       000615-05-4 22

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1243 (9.398 min): BF103979.D (-1239) (-)
193

1239555 69
10941

81
137

151
179 208167

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193

123
9569 109

83 13755

151 208179165

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #10214: Hexahydroindole
12395

55
6741

80 108

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #17220: Ethanone, 1-(1-ethyl-1H-pyrazol-4-yl)-
12395

43
138

6853 81 10933

9.00 9.20 9.40 9.60 9.80

m/z 193.20  100.00%

9.00 9.20 9.40 9.60 9.80

m/z 123.10   73.40%

9.00 9.20 9.40 9.60 9.80

m/z  95.10   67.53%

9.00 9.20 9.40 9.60 9.80

m/z  55.05   62.88%

9.00 9.20 9.40 9.60 9.80

m/z  69.05   61.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  unknown9.63                     Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.63    2.13 ng         144205   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (1,4-Dimethylpent-2-enyl)benzene    174 C13H18         1000184-97-9 46
 2 Benzene, 1-cyclohexyl-3-methyl-     174 C13H18         004575-46-6 41
 3 Cycloisolongifolene, 9,10-dehydro-  202 C15H22         1000156-81-6 30
 4 1H-1,3,2-Benzodiazaborole, 2-but... 174 C10H15BN2      031748-14-8 25
 5 3-Fluorobenzoic acid, 3-phenylpr... 258 C16H15FO2      1000279-05-0 22

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1282 (9.628 min): BF103979.D (-1281) (-)
81

96
55

41 131
145 159 173 187109 20367

120

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #41149: (1,4-Dimethylpent-2-enyl)benzene
131

118
105

17491

15941 7727 55 14366

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #41148: Benzene, 1-cyclohexyl-3-methyl-
131 174118

105

91

3927 776553 145 15915

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #62799: Cycloisolongifolene, 9,10-dehydro-
187131

69

14541 105
15991 202117

27 53
17380

9.40 9.60 9.80 10.00

m/z  81.10  100.00%

9.40 9.60 9.80 10.00

m/z  96.10   76.94%

9.40 9.60 9.80 10.00

m/z  95.10   73.23%

9.40 9.60 9.80 10.00

m/z  55.10   65.69%

9.40 9.60 9.80 10.00

m/z  41.10   58.00%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  Naphthalene, decahydro-1,6-...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.66    5.55 ng         374641   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, decahydro-1,6-dimet... 208 C15H28         029788-41-8 74
 2 Naphthalene, decahydro-1,4a-dime... 208 C15H28         030824-81-8 43
 3 1,3-Bis(bromomethyl)cyclohexane     268 C8H14Br2       1000216-89-9 43
 4 1-Methoxyadamantane                 166 C11H18O        006221-74-5 35
 5 Tricyclo[4.3.1.1(3,8)]undecan-3-ol  166 C11H18O        014504-80-4 30

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

5000

m/z-->

Abundance Scan 1288 (9.663 min): BF103979.D (-1285) (-)
156141

123
109 191

95
69 17541 20855

281

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

5000

m/z-->

Abundance #67973: Naphthalene, decahydro-1,6-dimethyl-4-(1-methylethyl)
109

95
165

55 8141

123 20827 149

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

5000

m/z-->

Abundance #67979: Naphthalene, decahydro-1,4a-dimethyl-7-(1-methylet...
10995

8155

16541
123

208137 193
27 151 179

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

5000

m/z-->

Abundance #117740: 1,3-Bis(bromomethyl)cyclohexane
109

9541
67

19181
135149 175

9.40 9.60 9.80 10.00

m/z 156.05  100.00%

9.40 9.60 9.80 10.00

m/z 141.10   86.35%

9.40 9.60 9.80 10.00

m/z 123.10   63.69%

9.40 9.60 9.80 10.00

m/z 109.10   56.57%

9.40 9.60 9.80 10.00

m/z 191.10   50.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  Decahydro-8a-ethyl-1,1,4a,6...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.87   23.53 ng        1589380   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30         1000100-23-6 72
 2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28         080655-44-3 64
 3 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32         062376-17-4 41
 4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H16O        015358-88-0 38
 5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H16O        000547-60-4 38

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

5000

m/z-->

Abundance Scan 1323 (9.869 min): BF103979.D (-1317) (-)
69

55 10941 83 95 193123

137

152 207173
224

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

5000

m/z-->

Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene
12310995 207

69
137 19381

55

222151
165

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

5000

m/z-->

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193

123
9569 109

83 13755

151 208179165

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

5000

m/z-->

Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
976955 83

41

111 153
29

181139 224126 167

9.60 9.80 10.00 10.20

m/z  69.10  100.00%

9.60 9.80 10.00 10.20

m/z  55.10   75.66%

9.60 9.80 10.00 10.20

m/z 109.10   72.57%

9.60 9.80 10.00 10.20

m/z  41.10   71.79%

9.60 9.80 10.00 10.20

m/z  83.10   67.04%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 13  unknown9.96                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.96    9.73 ng         657373   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzamide, 4-fluoro-N-methallyl-    193 C11H12FNO      1000340-31-9 43
 2 1,3-Benzenediamine, 4-methoxy-      138 C7H10N2O       000615-05-4 43
 3 1-Propanone, 1-(4-fluorophenyl)-    152 C9H9FO         000456-03-1 43
 4 Imidazolidin-2-one, 1-(2-fluorob... 208 C10H9FN2O2     1000310-62-2 43
 5 Ethanone, 1-(4-fluorophenyl)-       138 C8H7FO         000403-42-9 43

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

5000

m/z-->

Abundance Scan 1339 (9.963 min): BF103979.D (-1335) (-)
123

95 109
8155 13741

69 193 208
152 173 219

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

5000

m/z-->

Abundance #55234: Benzamide, 4-fluoro-N-methallyl-
123

95 19317875 15239 5027 109

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

5000

m/z-->

Abundance #17204: 1,3-Benzenediamine, 4-methoxy-
123

138

95

41 1106752 8015 27

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

5000

m/z-->

Abundance #26176: 1-Propanone, 1-(4-fluorophenyl)-
123

95

75 15229 50 10963 13515

9.60 9.80 10.00 10.20

m/z 123.10  100.00%

9.60 9.80 10.00 10.20

m/z  95.10   44.18%

9.60 9.80 10.00 10.20

m/z 109.10   40.70%

9.60 9.80 10.00 10.20

m/z  81.10   33.16%

9.60 9.80 10.00 10.20

m/z  55.10   29.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 14  1H-Indene, 2,3-dihydro-1,1,...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.15   11.42 ng         771394   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Indene, 2,3-dihydro-1,1,2,3,3... 188 C14H20         001203-17-4 83
 2 1,1,4,5,6-pentamethyl-2,3-dihydr... 188 C14H20         1000374-13-8 76
 3 2H-Isoindole, 4,5,6,7-tetramethyl-  173 C12H15N        070187-61-0 64
 4 4H-1-Benzopyran, 4,4,5,8-tetrame... 188 C13H16O        082391-06-8 50
 5 1H-Inden-1-one, 2,3-dihydro-3,3,... 188 C13H16O        056298-98-7 50

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

5000

m/z-->

Abundance Scan 1371 (10.151 min): BF103979.D (-1369) (-)
173

133 188
15957 71 11543 85 145 20499 218 232

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

5000

m/z-->

Abundance #51785: 1H-Indene, 2,3-dihydro-1,1,2,3,3-pentamethyl-
173

131

18857 11543 91 14377 157103

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

5000

m/z-->

Abundance #51783: 1,1,4,5,6-pentamethyl-2,3-dihydro-1H-indene
173

188
158128 14311591776541 10353

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

5000

m/z-->

Abundance #40605: 2H-Isoindole, 4,5,6,7-tetramethyl-
173158

1153927 51 91 12877 14363 103

9.80 10.00 10.20 10.40

m/z 173.10  100.00%

9.80 10.00 10.20 10.40

m/z 133.10   22.09%

9.80 10.00 10.20 10.40

m/z 188.20   17.36%

9.80 10.00 10.20 10.40

m/z 174.10   14.89%

9.80 10.00 10.20 10.40

m/z 128.10   11.15%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 15  Naphthalene, 1,6,7-trimethyl-   Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.26    9.53 ng         643808   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,6,7-trimethyl-       170 C13H14         002245-38-7 58
 2 4,6,8-Trimethylazulene              170 C13H14         000941-81-1 43
 3 Naphthalene, 1,4,6-trimethyl-       170 C13H14         002131-42-2 38
 4 Octane, 2,4,6-trimethyl-            156 C11H24         062016-37-9 35
 5 Nonane, 1-iodo-                     254 C9H19I         004282-42-2 35

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

5000

m/z-->

Abundance Scan 1390 (10.263 min): BF103979.D (-1387) (-)
9757 71

133
43 85 170

119

157
145 207

182 222234194

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

5000

m/z-->

Abundance #38374: Naphthalene, 1,6,7-trimethyl-
170

155

1281157627 39 6351 14115 89 102

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

5000

m/z-->

Abundance #38363: 4,6,8-Trimethylazulene
170

155

115 129
76 141635139 9127 103

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

5000

m/z-->

Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155

170

128115
14163 7751 89 102

10.00 10.20 10.40 10.60

m/z  97.10  100.00%

10.00 10.20 10.40 10.60

m/z  57.10   99.71%

10.00 10.20 10.40 10.60

m/z  71.10   95.82%

10.00 10.20 10.40 10.60

m/z  55.10   76.98%

10.00 10.20 10.40 10.60

m/z 133.10   76.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 17  2,11-Dioxabicyclo[4.4.1]und...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.43   30.91 ng        2087930   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H18O3       070412-52-1 50
 2 photocitral A                       152 C10H16O        055253-28-6 47
 3 2,6-Naphthalenedione, octahydro-... 208 C13H20O2       057289-16-4 43
 4 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13FO2      154559-38-3 43
 5 3-Fluorobenzoic acid, 1-cyclopen... 236 C14H17FO2      1000279-04-7 38

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

5000

m/z-->

Abundance Scan 1418 (10.428 min): BF103979.D (-1414) (-)
123

10969 958155 20741
137 222170155

184 248236

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

5000

m/z-->

Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one, 1,...
123

43
179

109
222

13795 16527 69 83 153 20756

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

5000

m/z-->

Abundance #25083: photocitral A
123

81

9541 67
55 109

137
152

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

5000

m/z-->

Abundance #67745: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,...
123

208

6941 55 97
109 13783

19316527 151 180

10.20 10.40 10.60 10.80

m/z 123.10  100.00%

10.20 10.40 10.60 10.80

m/z 109.10   34.53%

10.20 10.40 10.60 10.80

m/z  69.10   32.91%

10.20 10.40 10.60 10.80

m/z  95.10   30.32%

10.20 10.40 10.60 10.80

m/z  81.10   29.87%

8270-BF031518.M Wed Mar 28 14:38:13 2018                                              Page: 16

Instrument :
BNA_F
ClientSampleId :
RO-CV-2536



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 18  Propanohydrazide, N2-(3,5-d...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.92    3.88 ng         128283   Chrysene-d12               14.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propanohydrazide, N2-(3,5-di-ter... 382 C24H34N2O2     304870-86-8 64
 2 Ethyl 5-bromo-2-chlorobenzoate      262 C9H8BrClO2     1000343-08-1 59
 3 Terephthalic acid, pentyl tridec... 414 C26H38O4       1000323-92-6 59
 4 Terephthalic acid, 2-isopropylph... 354 C22H26O4       1000323-58-2 50
 5 4,4'-Ethylenebis(2,6-di-tert-but... 438 C30H46O2       001516-94-5 50

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2182 (14.921 min): BF103979.D (-2178) (-)
219

57
43885 145111 176 350281 320256 372

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #203621: Propanohydrazide, N2-(3,5-di-tert-butyl-4-hydroxy...
219

164

57 107 382189133 246 290 32579

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #112802: Ethyl 5-bromo-2-chlorobenzoate
219

75
19129 264110

15551

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #217359: Terephthalic acid, pentyl tridec-2-yn-1-yl ester
219

149 32712143 79 287178 247

14.60 14.80 15.00 15.20

m/z 219.20  100.00%

14.60 14.80 15.00 15.20

m/z 220.15   17.64%

14.60 14.80 15.00 15.20

m/z  57.10   11.66%

14.60 14.80 15.00 15.20

m/z 438.30    4.63%

14.60 14.80 15.00 15.20

m/z 203.10    4.36%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
  Data File : BF103979.D                                          
  Acq On    : 27 Mar 2018  19:29
  Operator  : JU/SJ
  Sample    : J2065-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.32     3.8 ng     142174  1   6.97  746554  20.0
2-Pentanone, 4-hy...   5.22     3.2 ng     117878  1   6.97  746554  20.0
unknown6.75            6.75    79.9 ng    2983820  1   6.97  746554  20.0
unknown9.20            9.20     2.5 ng     171420  3  10.02 1350880  20.0
unknown9.24            9.24     2.2 ng     149063  3  10.02 1350880  20.0
Decahydro-4,4,8,9...   9.40     5.6 ng     377734  3  10.02 1350880  20.0
unknown9.63            9.63     2.1 ng     144205  3  10.02 1350880  20.0
Naphthalene, deca...   9.66     5.5 ng     374641  3  10.02 1350880  20.0
Decahydro-8a-ethy...   9.87    23.5 ng    1589380  3  10.02 1350880  20.0
unknown9.96            9.96     9.7 ng     657373  3  10.02 1350880  20.0
1H-Indene, 2,3-di...  10.15    11.4 ng     771394  3  10.02 1350880  20.0
Naphthalene, 1,6,...  10.26     9.5 ng     643808  3  10.02 1350880  20.0
2,11-Dioxabicyclo...  10.43    30.9 ng    2087930  3  10.02 1350880  20.0
Propanohydrazide,...  14.92     3.9 ng     128283  5  14.16  660945  20.0
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