
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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   2.293    30   35   43 rVB    82989    110987   3.96%   0.392%
  2   5.210   527  531  541 rBV    55653     92564   3.30%   0.327%
  3   5.598   593  597  633 rBV  1352108   2497773  89.13%   8.814%
  4   6.598   763  767  787 rBV  1586692   2552321  91.07%   9.006%
  5   6.740   787  791  820 rVB  1961497   2802530 100.00%   9.889%
 
  6   6.963   826  829  849 rVB   540751    751847  26.83%   2.653%
  7   7.116   852  855  877 rVB  1632288   1894860  67.61%   6.686%
  8   7.528   921  925  944 rBV  1219933   1643092  58.63%   5.798%
  9   8.245  1043 1047 1053 rBV   878676    928157  33.12%   3.275%
 10   8.581  1099 1104 1107 rBV6   29557     51143   1.82%   0.180%
 
 11   8.622  1107 1111 1113 rVV5   27221     43325   1.55%   0.153%
 12   8.675  1113 1120 1122 rVV6   36178     89003   3.18%   0.314%
 13   8.698  1122 1124 1128 rVB4   47634     57022   2.03%   0.201%
 14   8.769  1133 1136 1138 rBV3   30891     36884   1.32%   0.130%
 15   8.857  1148 1151 1153 rBV3   40225     57733   2.06%   0.204%
 
 16   8.981  1170 1172 1174 rVB    65354     48551   1.73%   0.171%
 17   9.010  1174 1177 1180 rBV3   58397     77433   2.76%   0.273%
 18   9.075  1186 1188 1190 rBV2   39873     38870   1.39%   0.137%
 19   9.116  1192 1195 1197 rBV4   52038     58056   2.07%   0.205%
 20   9.228  1211 1214 1219 rBV3  148967    188474   6.73%   0.665%
 
 21   9.316  1224 1229 1234 rBV  2499526   2585020  92.24%   9.122%
 22   9.386  1238 1241 1245 rBV   302328    326057  11.63%   1.151%
 23   9.422  1245 1247 1248 rBV    66629     52214   1.86%   0.184%
 24   9.628  1279 1282 1283 rBV2  116167    129709   4.63%   0.458%
 25   9.704  1292 1295 1298 rBV3 1080749   1048118  37.40%   3.698%
 
 26   9.733  1298 1300 1302 rVB2  172446    134239   4.79%   0.474%
 27   9.757  1302 1304 1307 rBV2  220637    196260   7.00%   0.693%
 28   9.792  1308 1310 1311 rBV2  145061    109508   3.91%   0.386%
 29   9.863  1318 1322 1324 rBV2  739293    731729  26.11%   2.582%
 30   9.910  1327 1330 1333 rVB2 1164740   1096969  39.14%   3.871%
 
 31   9.951  1335 1337 1339 rBV2  202605    210183   7.50%   0.742%
 32   9.980  1339 1342 1344 rVV   529482    536368  19.14%   1.893%
 33  10.004  1344 1346 1348 rVB2  741931    581065  20.73%   2.050%
 34  10.245  1384 1387 1391 rBV3  345789    437964  15.63%   1.545%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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
 
 35  10.316  1397 1399 1400 rBV2  317533    266432   9.51%   0.940%
 
 36  10.410  1412 1415 1418 rVB2 1159089   1076601  38.42%   3.799%
 37  10.804  1479 1482 1485 rBV3  836868   1064560  37.99%   3.756%
 38  10.910  1498 1500 1503 rVB3  887508    796596  28.42%   2.811%
 39  13.092  1867 1871 1876 rVB  1416142   1509204  53.85%   5.325%
 40  14.151  2048 2051 2055 rBV   597445    614994  21.94%   2.170%
 
 41  15.692  2309 2313 2326 rVB   483745    815349  29.09%   2.877%
 
 
                        Sum of corrected areas:    28339764
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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 : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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  Butane, 2-methoxy-2-methyl-     Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.29    2.95 ng         110987   1,4-Dichlorobenzene-d4      6.96

 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 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 23
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 17
 5 3-Hexanol, 2-methyl-                116 C7H16O         000617-29-8 17
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0

5000

m/z-->

Abundance Scan 35 (2.293 min): BF104014.D (-30) (-)
73
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8755
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m/z-->

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

5543
87
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63 101
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Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73

87

5541

29
97 11265 129
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0

5000

m/z-->

Abundance #1996: Silane, tetramethyl-
73

43
2915 53 88602 81

2.20 2.40 2.60

m/z  73.05  100.00%

2.20 2.40 2.60

m/z  43.00   34.29%

2.20 2.40 2.60

m/z  87.10   27.39%

2.20 2.40 2.60

m/z  55.00   24.65%

2.20 2.40 2.60

m/z  71.10   13.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.21    2.46 ng          92564   1,4-Dichlorobenzene-d4      6.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 4 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 17
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
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Abundance Scan 531 (5.210 min): BF104014.D (-527) (-)
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Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #4030: 2,3-Butanedione, monooxime
43

101
5815 31 8650 69
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m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

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  59.00   62.92%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   21.22%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   15.33%

4.80 5.00 5.20 5.40 5.60

m/z  41.00   10.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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  unknown6.74                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.74   74.55 ng        2802530   1,4-Dichlorobenzene-d4      6.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 25
 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 Xenon                               132 Xe             007440-63-3 9 
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132

68

96
40 54 77 10587 115

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #52379: Tranylcypromine-propionyl
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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   37.11%

6.40 6.60 6.80 7.00

m/z 134.00   33.33%

6.40 6.60 6.80 7.00

m/z  66.00   23.21%

6.40 6.60 6.80 7.00

m/z  96.00   14.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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  unknown9.23                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.23    6.49 ng         188474   Acenaphthene-d10           10.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 trans-(2-Ethylcyclopentyl)methyl... 170 C10H18O2       1000099-13-9 35
 2 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C10H16O        001125-12-8 32
 3 Cyclopentane, 1-ethenyl-3-ethyl-... 138 C10H18         055170-98-4 32
 4 4-Ethylcyclohexene                  110 C8H14          003742-42-5 30
 5 1H-Imidazole, 2-ethyl-4-methyl-     110 C6H10N2        000931-36-2 30
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Abundance Scan 1214 (9.228 min): BF104014.D (-1211) (-)
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Abundance #38072: trans-(2-Ethylcyclopentyl)methyl acetate
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Abundance #25346: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methylethyl)
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Abundance #16989: Cyclopentane, 1-ethenyl-3-ethyl-2-methyl-
81
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6741

29 95
123 138

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 179.20   68.57%

8.80 9.00 9.20 9.40 9.60

m/z  69.10   56.15%

8.80 9.00 9.20 9.40 9.60

m/z 123.10   54.99%

8.80 9.00 9.20 9.40 9.60

m/z 109.10   51.53%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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  Decahydro-4,4,8,9,10-pentam...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.39   11.22 ng         326057   Acenaphthene-d10           10.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28         080655-44-3 80
 2 6-Acetamido-1,4-benzodioxane        193 C10H11NO3      063546-19-0 38
 3 Pyrazolo[5,1-c]-as-triazine-3-ca... 193 C6H7N7O        016111-78-7 35
 4 Pyrimido(5,4-e)-as-triazine-5,7(... 193 C7H7N5O2       000084-82-2 27
 5 2-Anthracenamine                    193 C14H11N        000613-13-8 27
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Abundance Scan 1242 (9.392 min): BF104014.D (-1238) (-)
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Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
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Abundance #55143: 6-Acetamido-1,4-benzodioxane
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Abundance #55540: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a...
193
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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   58.29%

9.00 9.20 9.40 9.60 9.80

m/z  69.10   52.54%

9.00 9.20 9.40 9.60 9.80

m/z 109.10   48.03%

9.00 9.20 9.40 9.60 9.80

m/z  55.00   47.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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  unknown9.63                     Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.63    4.46 ng         129709   Acenaphthene-d10           10.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-cyclohexyl-3-methyl-     174 C13H18         004575-46-6 48
 2 (1,4-Dimethylpent-2-enyl)benzene    174 C13H18         1000184-97-9 35
 3 1-Methyl-2-cyclohexylbenzene        174 C13H18         004501-35-3 35
 4 3-Phenyl-4,4-dimethyl-isoxazol-5... 189 C11H11NO2      051942-54-2 25
 5 4-Methylimidazole-5-butyric acid    168 C8H12N2O2      1000129-14-7 14
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Abundance Scan 1282 (9.628 min): BF104014.D (-1279) (-)
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Abundance #41148: Benzene, 1-cyclohexyl-3-methyl-
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Abundance #41149: (1,4-Dimethylpent-2-enyl)benzene
131
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0

5000

m/z-->

Abundance #41143: 1-Methyl-2-cyclohexylbenzene
174131

118
105

91 159
145675541

9.40 9.60 9.80 10.00

m/z  95.10  100.00%

9.40 9.60 9.80 10.00

m/z 109.10   81.96%

9.40 9.60 9.80 10.00

m/z 105.00   77.40%

9.40 9.60 9.80 10.00

m/z 131.10   74.08%

9.40 9.60 9.80 10.00

m/z 118.00   69.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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  Naphthalene, decahydro-1,6-...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.79    3.77 ng         109508   Acenaphthene-d10           10.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, decahydro-1,6-dimet... 208 C15H28         029788-41-8 50
 2 3-Hexen-2-one, 3-cyclohexyl-4-et... 208 C14H24O        1000150-19-1 43
 3 3-n-Pentylthiolane, S,S-dioxide     190 C9H18O2S       071053-06-0 27
 4 2,6-Heptadienal, 2,4-dimethyl-      138 C9H14O         085136-08-9 25
 5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H16O        000547-60-4 22

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

5000

m/z-->

Abundance Scan 1310 (9.792 min): BF104014.D (-1308) (-)
83 95 109

5741 17369

193

149137
125 208161 222

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

5000

m/z-->

Abundance #67975: Naphthalene, decahydro-1,6-dimethyl-4-(1-methylethyl)
10995

16555
41 81

69

123
149 208135

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

5000

m/z-->

Abundance #67855: 3-Hexen-2-one, 3-cyclohexyl-4-ethyl-
55

165
9543 83

67 109
29

123
208179136 151

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

5000

m/z-->

Abundance #53532: 3-n-Pentylthiolane, S,S-dioxide
55 69

83

173
97 119 147 190133 161

9.40 9.60 9.80 10.00 10.20

m/z  83.10  100.00%

9.40 9.60 9.80 10.00 10.20

m/z  95.10   89.32%

9.40 9.60 9.80 10.00 10.20

m/z 109.10   86.73%

9.40 9.60 9.80 10.00 10.20

m/z  57.05   74.12%

9.40 9.60 9.80 10.00 10.20

m/z  41.10   70.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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  unknown9.86                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.86   25.19 ng         731729   Acenaphthene-d10           10.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Trifluoroacetoxyhexadecane        338 C18H33F3O2     1000215-97-5 49
 2 Cyclotetradecane                    196 C14H28         000295-17-0 45
 3 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28         080655-44-3 42
 4 Silane, chlorodiethyl(2-methylpe... 222 C10H23ClOSi    1000363-79-1 38
 5 Pentafluoropropionic acid, tetra... 360 C17H29F5O2     006222-06-6 35

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

5000

m/z-->

Abundance Scan 1322 (9.863 min): BF104014.D (-1318) (-)
69

55
41 83 97 109

193

123 137
207151 165 224181

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

5000

m/z-->

Abundance #175130: 4-Trifluoroacetoxyhexadecane
5543

69

83
97

111
125 224169140 153 196

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

5000

m/z-->

Abundance #58277: Cyclotetradecane
5541

69
83

97

11129
125 19616813914 153

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

9.60 9.80 10.00 10.20

m/z  69.10  100.00%

9.60 9.80 10.00 10.20

m/z  55.10   73.61%

9.60 9.80 10.00 10.20

m/z  41.10   66.34%

9.60 9.80 10.00 10.20

m/z  83.10   66.07%

9.60 9.80 10.00 10.20

m/z  97.10   65.04%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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  unknown9.91                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.91   37.76 ng        1096970   Acenaphthene-d10           10.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-(p-Fluorophenyl)-4-piperidone     193 C11H12FNO      1000238-56-7 43
 2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28         080655-44-3 42
 3 9-Borabicyclo[3.3.1]nonane, 9-[3... 193 C12H24BN       1000162-56-0 38
 4 Naphthalene, decahydro-1,4a-dime... 208 C15H28         030824-81-8 25
 5 [1,1'-Biphenyl]-4-acetonitrile      193 C14H11N        031603-77-7 18

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

5000

m/z-->

Abundance Scan 1330 (9.910 min): BF104014.D (-1327) (-)
193

1099769
12341 8155

137

152 208165 177

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

5000

m/z-->

Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193

123

150

95
42 75 1095527 135 164 17815

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 #55457: 9-Borabicyclo[3.3.1]nonane, 9-[3-(methylamino)propyl]
193

84

97
56 136

42 110
12368 150 16427 178

9.60 9.80 10.00 10.20

m/z 193.20  100.00%

9.60 9.80 10.00 10.20

m/z 109.10   56.71%

9.60 9.80 10.00 10.20

m/z  97.10   54.38%

9.60 9.80 10.00 10.20

m/z  69.10   51.95%

9.60 9.80 10.00 10.20

m/z  95.10   44.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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  unknown9.95                     Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.95    7.23 ng         210183   Acenaphthene-d10           10.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Menthyl isovalerate                 240 C15H28O2       016409-46-4 43
 2 3-Fluorobenzoic acid, 3,5-dimeth... 250 C15H19FO2      1000279-01-8 38
 3 4-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19FO2      1000279-06-0 35
 4 3,3,5,5-Tetramethylcyclohexanol     156 C10H20O        002650-40-0 27
 5 2-Pyrimidinamine, 4,6-dimethyl-     123 C6H9N3         000767-15-7 27

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

5000

m/z-->

Abundance Scan 1337 (9.951 min): BF104014.D (-1335) (-)
123

95
57

43 81 109 208137 19369 151
173162 222

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

5000

m/z-->

Abundance #94119: Menthyl isovalerate
95 138

57
81

123
41

69
109

155 197183 225

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

5000

m/z-->

Abundance #102315: 3-Fluorobenzoic acid, 3,5-dimethylcyclohexyl ester
95

123
110

6941 55
8229 141

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

5000

m/z-->

Abundance #102311: 4-Fluorobenzoic acid, 2-ethylcyclohexyl ester
123

95 110

8141
55 6927

141

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   58.40%

9.60 9.80 10.00 10.20

m/z  57.10   51.67%

9.60 9.80 10.00 10.20

m/z  43.10   33.14%

9.60 9.80 10.00 10.20

m/z  41.10   32.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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  Dodecane                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.25   15.07 ng         437964   Acenaphthene-d10           10.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane                            170 C12H26         000112-40-3 74
 2 Undecane                            156 C11H24         001120-21-4 49
 3 Nonane, 2-methyl-5-propyl-          184 C13H28         031081-17-1 47
 4 Decane, 3-bromo-                    220 C10H21Br       030571-71-2 46
 5 Heptacosane                         380 C27H56         000593-49-7 38

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

5000

m/z-->

Abundance Scan 1388 (10.251 min): BF104014.D (-1384) (-)
83

133
55

97

43 17071 155
119 204

182 217 236

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

5000

m/z-->

Abundance #38315: Dodecane
57

43
71

85

29
98 170112 127 14115

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

5000

m/z-->

Abundance #28424: Undecane
57

43

71

85
29

98 156113 12714

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

5000

m/z-->

Abundance #48913: Nonane, 2-methyl-5-propyl-
57

7143

85

29
112 14012699 155

10.00 10.20 10.40 10.60

m/z  83.10  100.00%

10.00 10.20 10.40 10.60

m/z 133.10   77.61%

10.00 10.20 10.40 10.60

m/z  55.10   64.10%

10.00 10.20 10.40 10.60

m/z  82.10   59.04%

10.00 10.20 10.40 10.60

m/z  97.10   55.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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  unknown10.32                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.32    9.17 ng         266432   Acenaphthene-d10           10.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,2,9,9-Tetramethyldec-5-ene-3,7... 188 C14H20         102745-35-7 47
 2 4,6,8-Trimethylazulene              170 C13H14         000941-81-1 35
 3 Naphthalene, 1,6,7-trimethyl-       170 C13H14         002245-38-7 35
 4 Naphthalene, 1,4,5-trimethyl-       170 C13H14         002131-41-1 35
 5 1H,3H-Thieno[3,4-c]thiophene, 4,... 170 C8H10S2        015441-54-0 25

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

5000

m/z-->

Abundance Scan 1400 (10.322 min): BF104014.D (-1397) (-)
193

173
12369 155

10995 137
41 81

207
53 225

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

5000

m/z-->

Abundance #51778: 2,2,9,9-Tetramethyldec-5-ene-3,7-diyne
188

17341
143

13191
77 15857 119

27 105

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

5000

m/z-->

Abundance #38364: 4,6,8-Trimethylazulene
170155

128115
39 1416327 51 77 89 102

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

5000

m/z-->

Abundance #38370: Naphthalene, 1,6,7-trimethyl-
170

155

128115 14176635139 89 10227

10.00 10.20 10.40 10.60

m/z 193.20  100.00%

10.00 10.20 10.40 10.60

m/z 173.10   74.95%

10.00 10.20 10.40 10.60

m/z 170.10   71.72%

10.00 10.20 10.40 10.60

m/z 123.10   63.50%

10.00 10.20 10.40 10.60

m/z  69.10   61.15%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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  unknown10.41                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.41   37.06 ng        1076600   Acenaphthene-d10           10.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Pyrazole, 1-ethyl-4-(4,4,5,5-... 222 C11H19BN2O2    1000319-69-6 53
 2 1-Trimethylsilylpent-1-en-4-yne     138 C8H14Si        079516-25-9 52
 3 3-Fluorobenzoic acid, 4-tetradec... 336 C21H33FO2      1000280-60-6 50
 4 Pentanamide, N-(4-methoxyphenyl)-   207 C12H17NO2      1000306-89-3 49
 5 2-Fluorobenzoic acid, 4-pentadec... 350 C22H35FO2      1000280-61-7 47

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

5000

m/z-->

Abundance Scan 1415 (10.410 min): BF104014.D (-1412) (-)
123

69 1098155 9541 207
137 222169155 184196

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

5000

m/z-->

Abundance #78754: 1H-Pyrazole, 1-ethyl-4-(4,4,5,5-tetramethyl-1,3,2-...
123 207

222

1369443 17916510767 14955 81 193

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

5000

m/z-->

Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne
123

9543 73
55 106 13829 84

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

5000

m/z-->

Abundance #174083: 3-Fluorobenzoic acid, 4-tetradecyl ester
123

41 55 95
69 19629 83 141111 168 213153

10.00 10.20 10.40 10.60 10.80

m/z 123.10  100.00%

10.00 10.20 10.40 10.60 10.80

m/z  69.10   35.45%

10.00 10.20 10.40 10.60 10.80

m/z 109.10   34.03%

10.00 10.20 10.40 10.60 10.80

m/z  81.10   33.28%

10.00 10.20 10.40 10.60 10.80

m/z  55.10   31.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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  Pentadecane, 2,6,10,14-tetr...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.91   20.00 ng         796596   Phenanthrene-d10           11.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40         001921-70-6 86
 2 Sulfurous acid, 2-ethylhexyl tri... 376 C21H44O3S      1000309-19-6 64
 3 Sulfurous acid, 2-ethylhexyl und... 348 C19H40O3S      1000309-19-4 58
 4 Dodecane, 2,6,11-trimethyl-         212 C15H32         031295-56-4 53
 5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H42O3S      1000309-19-5 53

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

5000

m/z-->

Abundance Scan 1500 (10.910 min): BF104014.D (-1498) (-)
57 71

43

18385
11399

127 198168141 155 244216 258

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

5000

m/z-->

Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57

71

43

85
113

9929 183127 141155 253169 197 268225 239211

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

5000

m/z-->

Abundance #200451: Sulfurous acid, 2-ethylhexyl tridecyl ester
57

71

43
113

8529 99 183127 141154

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

5000

m/z-->

Abundance #182581: Sulfurous acid, 2-ethylhexyl undecyl ester
57

71

43

11385
29 99 155126

10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.60 10.80 11.00 11.20

m/z  71.10   94.88%

10.60 10.80 11.00 11.20

m/z  43.10   52.12%

10.60 10.80 11.00 11.20

m/z 183.10   32.75%

10.60 10.80 11.00 11.20

m/z  85.10   28.64%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
  Data File : BF104014.D                                          
  Acq On    : 28 Mar 2018  17:11
  Operator  : JU/SJ
  Sample    : J2087-01
  Misc      :  
  ALS Vial  : 8   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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.29     3.0 ng     110987  1   6.96  751847  20.0
2-Pentanone, 4-hy...   5.21     2.5 ng      92564  1   6.96  751847  20.0
unknown6.74            6.74    74.5 ng    2802530  1   6.96  751847  20.0
unknown9.23            9.23     6.5 ng     188474  3  10.00  581065  20.0
Decahydro-4,4,8,9...   9.39    11.2 ng     326057  3  10.00  581065  20.0
unknown9.63            9.63     4.5 ng     129709  3  10.00  581065  20.0
Naphthalene, deca...   9.79     3.8 ng     109508  3  10.00  581065  20.0
unknown9.86            9.86    25.2 ng     731729  3  10.00  581065  20.0
unknown9.91            9.91    37.8 ng    1096970  3  10.00  581065  20.0
unknown9.95            9.95     7.2 ng     210183  3  10.00  581065  20.0
Dodecane              10.25    15.1 ng     437964  3  10.00  581065  20.0
unknown10.32          10.32     9.2 ng     266432  3  10.00  581065  20.0
unknown10.41          10.41    37.1 ng    1076600  3  10.00  581065  20.0
Pentadecane, 2,6,...  10.91    20.0 ng     796596  4  11.51  796596  20.0

8270-BF032818.M Thu Mar 29 16:25:42 2018                                              Page: 18

Instrument :
BNA_F
ClientSampleId :
JRS-RB201719RT-CV-2530


