
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   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-BF032818.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   5.604   594  598  615 rBV    67826    259667  11.40%   1.513%
  2   6.604   764  768  788 rBV   115255    405585  17.81%   2.363%
  3   6.739   788  791  806 rVV   257687    441638  19.39%   2.573%
  4   6.963   826  829  849 rBV   391542    637829  28.01%   3.715%
  5   7.122   852  856  869 rVV   276690    357384  15.69%   2.082%
 
  6   7.533   921  926  935 rBV   120386    249801  10.97%   1.455%
  7   8.245  1044 1047 1053 rBV   685570    843037  37.02%   4.911%
  8   8.475  1083 1086 1089 rBV2   52377     55317   2.43%   0.322%
  9   8.533  1094 1096 1099 rVB3   97335    100830   4.43%   0.587%
 10   8.580  1099 1104 1107 rBV6   63324    114073   5.01%   0.664%
 
 11   8.622  1108 1111 1113 rBV3   54347     64951   2.85%   0.378%
 12   8.651  1113 1116 1118 rBV4   50600     59020   2.59%   0.344%
 13   8.680  1118 1121 1122 rBV3   52221     58115   2.55%   0.339%
 14   8.698  1122 1124 1129 rVB2  129256    149652   6.57%   0.872%
 15   8.739  1129 1131 1133 rBV    65620     62489   2.74%   0.364%
 
 16   8.775  1134 1137 1138 rBV3   93668     86082   3.78%   0.501%
 17   8.857  1148 1151 1153 rBV4  129988    165067   7.25%   0.962%
 18   8.980  1167 1172 1175 rBV4  216253    257535  11.31%   1.500%
 19   9.016  1175 1178 1181 rBV5  127096    215211   9.45%   1.254%
 20   9.116  1193 1195 1198 rBV3  150386    194173   8.53%   1.131%
 
 21   9.198  1206 1209 1212 rBV4  150441    223953   9.83%   1.305%
 22   9.233  1212 1215 1216 rBV   384530    309951  13.61%   1.805%
 23   9.316  1225 1229 1233 rBV2  543268    880857  38.68%   5.131%
 24   9.392  1238 1242 1245 rBV   895129    986308  43.31%   5.745%
 25   9.710  1293 1296 1299 rBV2 2222802   2109193  92.62%  12.286%
 
 26   9.769  1303 1306 1309 rVV2  572397    629640  27.65%   3.668%
 27   9.869  1320 1323 1325 rBV2 1614321   1565612  68.75%   9.120%
 28   9.892  1325 1327 1328 rVV2  629614    519505  22.81%   3.026%
 29   9.916  1328 1331 1334 rVB  2137639   2277267 100.00%  13.265%
 30   9.992  1341 1344 1346 rBV2  768836    765338  33.61%   4.458%
 
 31  10.422  1415 1417 1420 rVB  1284922   1179059  51.78%   6.868%
 32  15.245  2235 2237 2241 rBV   176464    265566  11.66%   1.547%
 33  15.639  2301 2304 2308 rVB   233144    304581  13.37%   1.774%
 34  15.704  2312 2315 2319 rVB   289194    373274  16.39%   2.174%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   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-BF032818.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    17167560
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.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\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown6.74                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.74   13.85 ng         441638   1,4-Dichlorobenzene-d4      6.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
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m/z-->

Abundance Scan 791 (6.739 min): BF104025.D (-788) (-)
132
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96
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5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
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785131
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
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0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

89 189158107

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   36.76%

6.40 6.60 6.80 7.00

m/z 134.00   31.62%

6.40 6.60 6.80 7.00

m/z  66.00   21.78%

6.40 6.60 6.80 7.00

m/z  69.05   14.95%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown8.53                     Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.53    2.39 ng         100830   Naphthalene-d8              8.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,2-Dimethyl-5-nitroadamantane      209 C12H19NO2      006588-68-7 27
 2 N-Acetyl-L-tyrosinamide             222 C11H14N2O3     001948-71-6 22
 3 Quinoline, 7-chloro-4-methyl-       177 C10H8ClN       040941-53-5 22
 4 4-Carbethoxy-3-chloropyrrolidine    177 C7H12ClNO2     1000255-97-9 22
 5 1,3,3-Trimethyl-2-(2-methyl-cycl... 178 C13H22         285129-06-8 22
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Abundance Scan 1095 (8.527 min): BF104025.D (-1094) (-)
177
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Abundance #68597: 1,2-Dimethyl-5-nitroadamantane
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20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #78688: N-Acetyl-L-tyrosinamide
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Abundance #43238: Quinoline, 7-chloro-4-methyl-
177
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100 16212741

8.20 8.40 8.60 8.80

m/z 177.15  100.00%

8.20 8.40 8.60 8.80

m/z 121.05   48.26%

8.20 8.40 8.60 8.80

m/z 107.00   45.13%

8.20 8.40 8.60 8.80

m/z  69.05   24.46%

8.20 8.40 8.60 8.80

m/z 178.20   22.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  1-Ethyl-5-methylcyclopentene    Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.58    2.71 ng         114073   Naphthalene-d8              8.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Ethyl-5-methylcyclopentene        110 C8H14          097797-57-4 80
 2 3-Octyne, 2,2,7-trimethyl-          152 C11H20         055402-13-6 70
 3 Naphthalene, 2-ethyldecahydro-      166 C12H22         001618-23-1 55
 4 cis, cis-3-Ethylbicyclo[4.4.0]de... 166 C12H22         066660-42-2 49
 5 cis,trans-3-Ethylbicyclo[4.4.0]d... 166 C12H22         066660-41-1 46
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Abundance Scan 1104 (8.580 min): BF104025.D (-1099) (-)
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8.20 8.40 8.60 8.80 9.00

m/z  81.05  100.00%

8.20 8.40 8.60 8.80 9.00

m/z  55.00   64.82%

8.20 8.40 8.60 8.80 9.00

m/z  67.00   56.64%

8.20 8.40 8.60 8.80 9.00

m/z 137.10   52.46%

8.20 8.40 8.60 8.80 9.00

m/z  95.10   52.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1,3,6-Trimethyladamantane       Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.70    3.55 ng         149652   Naphthalene-d8              8.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3,6-Trimethyladamantane           178 C13H22         024139-37-5 62
 2 1,3,5-Trimethyladamantane           178 C13H22         000707-35-7 50
 3 l-Tyrophanamide                     180 C9H12N2O2      1000131-25-3 47
 4 4(1H)-Pteridinone, 2-amino-         163 C6H5N5O        002236-60-4 45
 5 1,3,4-Trimethyladamantane           178 C13H22         1000214-98-3 45
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5000
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Abundance Scan 1124 (8.698 min): BF104025.D (-1122) (-)
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Abundance #44120: 1,3,5-Trimethyladamantane
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5000
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Abundance #46154: l-Tyrophanamide
163

107
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8.40 8.60 8.80 9.00

m/z 163.10  100.00%

8.40 8.60 8.80 9.00

m/z 107.10   42.93%

8.40 8.60 8.80 9.00

m/z  95.10   33.34%

8.40 8.60 8.80 9.00

m/z  67.10   30.11%

8.40 8.60 8.80 9.00

m/z 164.15   22.27%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown8.77                     Concentration Rank 19

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.77    2.04 ng          86082   Naphthalene-d8              8.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, 1-ethyl-2-propyl-      154 C11H22         062238-33-9 38
 2 Cyclohexane, 1,1,2-trimethyl-       126 C9H18          007094-26-0 38
 3 Cyclohexane, 1,1,3-trimethyl-       126 C9H18          003073-66-3 27
 4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18          007667-60-9 27
 5 Cyclohexane, 1-ethyl-2,3-dimethyl-  140 C10H20         007058-05-1 27

20 40 60 80 100 120 140 160 180
0

5000
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Abundance Scan 1136 (8.769 min): BF104025.D (-1134) (-)
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Abundance #11580: Cyclohexane, 1,1,2-trimethyl-
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Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
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8.40 8.60 8.80 9.00 9.20

m/z  69.10  100.00%

8.40 8.60 8.80 9.00 9.20

m/z  95.10   85.96%

8.40 8.60 8.80 9.00 9.20

m/z 163.10   72.91%

8.40 8.60 8.80 9.00 9.20

m/z  55.05   64.92%

8.40 8.60 8.80 9.00 9.20

m/z 111.10   60.06%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown8.86                     Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.86    3.92 ng         165067   Naphthalene-d8              8.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 cis,trans-1,7-Dimethylspiro[5.5]... 180 C13H24         1000111-73-1 49
 2 trans,trans- and trans,cis-1,8-D... 180 C13H24         1000111-73-2 43
 3 1,3-Hexadiene, 3-ethyl-2-methyl-... 124 C9H16          074752-97-9 41
 4 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24         095472-52-9 38
 5 5,7-Octadien-3-ol, 2,4,4,7-tetra... 182 C12H22O        077142-78-0 35
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m/z-->

Abundance Scan 1152 (8.863 min): BF104025.D (-1148) (-)
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Abundance #10721: 1,3-Hexadiene, 3-ethyl-2-methyl-, (Z)-
9567
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8.60 8.80 9.00 9.20

m/z  95.10  100.00%

8.60 8.80 9.00 9.20

m/z 151.10   55.58%

8.60 8.80 9.00 9.20

m/z  81.00   44.82%

8.60 8.80 9.00 9.20

m/z  55.00   37.30%

8.60 8.80 9.00 9.20

m/z  69.00   36.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown8.98                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.98    6.11 ng         257535   Naphthalene-d8              8.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Disparlure                          282 C19H38O        029804-22-6 27
 2 Benzoic acid, 4-nitroso-, ethyl ... 179 C9H9NO3        007476-79-1 25
 3 1,4-Hexadiene, 3,3,5-trimethyl-     124 C9H16          074753-00-7 22
 4 2H-1,6-Benzoxazocin-5(6H)-one, 3... 177 C10H11NO2      051110-93-1 22
 5 4-Nonene, 5-methyl-                 140 C10H20         015918-07-7 14

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

5000

m/z-->

Abundance Scan 1172 (8.980 min): BF104025.D (-1167) (-)
17969

55 10912341
83

145159 194

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

5000

m/z-->

Abundance #129456: Disparlure
6943

9783
11129

183
141 169125 211225155 197 239 26728215 253

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

5000

m/z-->

Abundance #45072: Benzoic acid, 4-nitroso-, ethyl ester
17910365

14950 121
29

135 16579

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

5000

m/z-->

Abundance #10703: 1,4-Hexadiene, 3,3,5-trimethyl-
6941

10927 55
12491

8.60 8.80 9.00 9.20 9.40

m/z 179.15  100.00%

8.60 8.80 9.00 9.20 9.40

m/z  69.10   85.60%

8.60 8.80 9.00 9.20 9.40

m/z  55.10   58.96%

8.60 8.80 9.00 9.20 9.40

m/z 109.10   54.32%

8.60 8.80 9.00 9.20 9.40

m/z 123.10   51.00%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown9.02                     Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.02    5.11 ng         215211   Naphthalene-d8              8.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclooctane, 1-methyl-3-propyl-     168 C12H24         255885-37-1 35
 2 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn       074793-36-5 35
 3 7-Methyl-1,6-octadiene              124 C9H16          042152-47-6 30
 4 Cycloheptanone, 3-methyl-, (R)-     126 C8H14O         013609-58-0 27
 5 1-Cyclohexene-1-carboxaldehyde, ... 125 C7H11NO        1000362-09-5 14

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

5000

m/z-->

Abundance Scan 1179 (9.022 min): BF104025.D (-1175) (-)
69 145

163
12541

97

179196

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

5000

m/z-->

Abundance #36851: Cyclooctane, 1-methyl-3-propyl-
69

12541

97

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

5000

m/z-->

Abundance #156462: Zinc, bis[2-(1,1-dimethylethyl)-3,3-dimethylcyclo...
69 125

41

95
314161 205 273188 257237145

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

5000

m/z-->

Abundance #10652: 7-Methyl-1,6-octadiene
8255

12439

10715

8.60 8.80 9.00 9.20 9.40

m/z  69.05  100.00%

8.60 8.80 9.00 9.20 9.40

m/z 145.05   86.12%

8.60 8.80 9.00 9.20 9.40

m/z 149.10   74.08%

8.60 8.80 9.00 9.20 9.40

m/z 163.10   59.31%

8.60 8.80 9.00 9.20 9.40

m/z  55.05   59.23%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown9.12                     Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.12    4.61 ng         194173   Naphthalene-d8              8.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 trans, cis-3-Ethylbicyclo[4.4.0]... 166 C12H22         066660-43-3 38
 2 Bicyclo[4.1.0]heptane, 3-methyl-... 180 C13H24         041977-48-4 38
 3 Naphthalene, 2-ethyldecahydro-      166 C12H22         001618-23-1 38
 4 3-Octyne, 2,2,7-trimethyl-          152 C11H20         055402-13-6 35
 5 Bicyclo[4.1.0]heptane, 2-methyl-... 180 C13H24         055937-92-3 30

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1196 (9.122 min): BF104025.D (-1193) (-)
81 95 137

69

109
41

55
125 180

162
149

192

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #35208: trans, cis-3-Ethylbicyclo[4.4.0]decane
81 13795

166
67

55
109

124

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #45747: Bicyclo[4.1.0]heptane, 3-methyl-7-pentyl-
81

95

55 67
41 109 180

123
165137 151

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #35184: Naphthalene, 2-ethyldecahydro-
81 137

95

6741 55
166

29
109119 147

8.80 9.00 9.20 9.40

m/z  81.00  100.00%

8.80 9.00 9.20 9.40

m/z  95.10   89.59%

8.80 9.00 9.20 9.40

m/z 137.10   86.78%

8.80 9.00 9.20 9.40

m/z  69.10   80.12%

8.80 9.00 9.20 9.40

m/z 109.10   61.06%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown9.20                     Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.20    5.85 ng         223953   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methyl ethyl cyclopentene           110 C8H14          019780-56-4 22
 2 Cyclopentanecarboxylic acid, eth... 140 C8H12O2        016523-06-1 22
 3 3-(But-3-enyl)-cyclohexanone        152 C10H16O        003636-03-1 22
 4 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C10H18         061142-30-1 14
 5 Cyclohexene, 1-ethyl-               110 C8H14          001453-24-3 14

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1209 (9.198 min): BF104025.D (-1206) (-)
8169 97

55 179
109 123

13541

163 193
151 206

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #5965: Methyl ethyl cyclopentene
81

95
67

110
39 5327

15

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #18505: Cyclopentanecarboxylic acid, ethenyl ester
69

41

97

28 55
81 140114125

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #25157: 3-(But-3-enyl)-cyclohexanone
97

67

11081

123 152137

8.80 9.00 9.20 9.40 9.60

m/z  81.10  100.00%

8.80 9.00 9.20 9.40 9.60

m/z  69.10   84.38%

8.80 9.00 9.20 9.40 9.60

m/z  97.10   83.50%

8.80 9.00 9.20 9.40 9.60

m/z  55.05   70.78%

8.80 9.00 9.20 9.40 9.60

m/z 179.20   68.28%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown9.23                     Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.23    8.10 ng         309951   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methyl ethyl cyclopentene           110 C8H14          019780-56-4 43
 2 Cyclohexene, 1-ethyl-               110 C8H14          001453-24-3 30
 3 Zinc, bis[2,2-dimethyl-3-(2-meth... 310 C18H30Zn       074810-57-4 27
 4 4-Ethylcyclohexene                  110 C8H14          003742-42-5 27
 5 1H-Imidazole, 2-ethyl-4-methyl-     110 C6H10N2        000931-36-2 25

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

5000

m/z-->

Abundance Scan 1214 (9.227 min): BF104025.D (-1212) (-)
81

179
11055

14939
133 206

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

5000

m/z-->

Abundance #5965: Methyl ethyl cyclopentene
81

110
39 55

15

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

5000

m/z-->

Abundance #5937: Cyclohexene, 1-ethyl-
81

41 110

6515

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

5000

m/z-->

Abundance #152978: Zinc, bis[2,2-dimethyl-3-(2-methyl-2-propenyl)cyc...
81 123

41

18757 107 310145 242

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 179.20   65.24%

8.80 9.00 9.20 9.40 9.60

m/z  69.10   57.54%

8.80 9.00 9.20 9.40 9.60

m/z 110.10   56.80%

8.80 9.00 9.20 9.40 9.60

m/z  55.00   56.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Decahydro-4,4,8,9,10-pentam...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.39   25.77 ng         986308   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 90
 2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H26O        313253-65-5 47
 3 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO       057387-76-5 38
 4 2-Amino-4-benzylthiomethyl-6-pip... 315 C16H21N5S      022362-19-2 22
 5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18         000473-19-8 20

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

5000

m/z-->

Abundance Scan 1242 (9.392 min): BF104025.D (-1238) (-)
193

1239569
5541 109

81
137

151 208179163

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 #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193

5543 1099769 81
29 123 137 149 179163 207 222

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

5000

m/z-->

Abundance #67806: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohex...
193123

41
8367

55 109 20829 13795 179165152

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   65.76%

9.00 9.20 9.40 9.60 9.80

m/z  95.10   61.17%

9.00 9.20 9.40 9.60 9.80

m/z  69.05   60.58%

9.00 9.20 9.40 9.60 9.80

m/z  55.10   54.08%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.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, octahydro-2,2,4,...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.71   55.12 ng        2109190   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28         054832-83-6 50
 2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H26O        313253-65-5 47
 3 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28         080655-44-3 43
 4 1-(p-Fluorophenyl)-4-piperidone     193 C11H12FNO      1000238-56-7 37
 5 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H18OS2      1000234-40-7 37

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

5000

m/z-->

Abundance Scan 1296 (9.710 min): BF104025.D (-1293) (-)
193

6957 12341 83
109 13795

208163 182152 222

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

5000

m/z-->

Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
19369 123

13783
41 109

9555

29
152 165 208179

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

5000

m/z-->

Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193

5543 1099769 81
29 123 137 149 179163 207 222

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

9.40 9.60 9.80 10.00

m/z 193.20  100.00%

9.40 9.60 9.80 10.00

m/z  69.10   52.13%

9.40 9.60 9.80 10.00

m/z  57.10   49.30%

9.40 9.60 9.80 10.00

m/z 123.10   44.03%

9.40 9.60 9.80 10.00

m/z  41.10   43.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  unknown9.77                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.77   16.45 ng         629640   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pyrazolo[5,1-c]-as-triazine-3-ca... 193 C6H7N7O        016111-78-7 35
 2 1H-Indole, 2-phenyl-                193 C14H11N        000948-65-2 30
 3 2-Anthracenamine                    193 C14H11N        000613-13-8 27
 4 9-Phenanthrenamine                  193 C14H11N        000947-73-9 27
 5 Bicyclo[2.2.1]heptane-2,3-dione,... 166 C10H14O2       002767-84-2 25

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

5000

m/z-->

Abundance Scan 1306 (9.769 min): BF104025.D (-1303) (-)
193

109
95

1238341 6955 137

165
208151 181 220

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

5000

m/z-->

Abundance #55540: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a...
193

95

162

67 13552 83

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

5000

m/z-->

Abundance #55502: 1H-Indole, 2-phenyl-
193

165
906339 1397751 115104 126 152 177

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

5000

m/z-->

Abundance #55483: 2-Anthracenamine
193

165

97
17613970 1155139 1508628 126

9.40 9.60 9.80 10.00

m/z 193.20  100.00%

9.40 9.60 9.80 10.00

m/z 109.10   64.39%

9.40 9.60 9.80 10.00

m/z  95.10   57.23%

9.40 9.60 9.80 10.00

m/z 123.10   42.82%

9.40 9.60 9.80 10.00

m/z  83.10   38.00%

8270-BF032818.M Thu Mar 29 16:28:49 2018                                              Page: 17

Instrument :
BNA_F
ClientSampleId :
CS-T2



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  Decahydro-8a-ethyl-1,1,4a,6...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.89   13.58 ng         519505   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 50
 2 di-t-Butylacetylene                 138 C10H18         017530-24-4 22
 3 Hexahydroindole                     123 C8H13N         018159-32-5 22
 4 trans-Chrysanthemal                 152 C10H16O        020104-05-6 22
 5 Cyclopentanecarboxylic acid, 3-e... 154 C9H14O2        108451-44-1 14

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

5000

m/z-->

Abundance Scan 1327 (9.892 min): BF104025.D (-1325) (-)
9555 123109

81
41

69 207137 193
159 177

222
148

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 #16871: di-t-Butylacetylene
81

123

41 95675527 138108

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

5000

m/z-->

Abundance #10214: Hexahydroindole
12395

55
6741

80 108

9.60 9.80 10.00 10.20

m/z  95.10  100.00%

9.60 9.80 10.00 10.20

m/z  55.10   93.09%

9.60 9.80 10.00 10.20

m/z 123.10   92.07%

9.60 9.80 10.00 10.20

m/z 109.10   91.47%

9.60 9.80 10.00 10.20

m/z  81.10   74.90%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 19  4-Fluorobenzoic acid, 3-met...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.42   30.81 ng        1179060   Acenaphthene-d10           10.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Fluorobenzoic acid, 3-methylbu... 208 C12H13FO2      1000299-15-1 52
 2 Cyclohexene, 1,5,5-trimethyl-6-a... 180 C12H20O        211563-96-1 50
 3 4-Fluorobenzoic acid, 1-cyclopen... 236 C14H17FO2      1000279-05-8 47
 4 3-Fluorobenzoic acid, 1-cyclopen... 236 C14H17FO2      1000279-04-7 47
 5 3-Fluorobenzoic acid, 3-tridecyl... 322 C20H31FO2      1000280-60-3 43
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104025.D                                          
  Acq On    : 28 Mar 2018  22:02
  Operator  : JU/SJ
  Sample    : J2096-01 5X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.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|
----------------------------------------------------------------------------
unknown6.74            6.74    13.9 ng     441638  1   6.97  637829  20.0
unknown8.53            8.53     2.4 ng     100830  2   8.25  843037  20.0
1-Ethyl-5-methylc...   8.58     2.7 ng     114073  2   8.25  843037  20.0
1,3,6-Trimethylad...   8.70     3.5 ng     149652  2   8.25  843037  20.0
unknown8.77            8.77     2.0 ng      86082  2   8.25  843037  20.0
unknown8.86            8.86     3.9 ng     165067  2   8.25  843037  20.0
unknown8.98            8.98     6.1 ng     257535  2   8.25  843037  20.0
unknown9.02            9.02     5.1 ng     215211  2   8.25  843037  20.0
unknown9.12            9.12     4.6 ng     194173  2   8.25  843037  20.0
unknown9.20            9.20     5.8 ng     223953  3  10.02  765338  20.0
unknown9.23            9.23     8.1 ng     309951  3  10.02  765338  20.0
Decahydro-4,4,8,9...   9.39    25.8 ng     986308  3  10.02  765338  20.0
1H-Indene, octahy...   9.71    55.1 ng    2109190  3  10.02  765338  20.0
unknown9.77            9.77    16.4 ng     629640  3  10.02  765338  20.0
Decahydro-8a-ethy...   9.89    13.6 ng     519505  3  10.02  765338  20.0
4-Fluorobenzoic a...  10.42    30.8 ng    1179060  3  10.02  765338  20.0
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