
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   4.887   473  476  484 rBV    55914     62485   2.61%   0.327%
  2   5.316   545  549  561 rBV  1190488   1079081  45.01%   5.653%
  3   6.340   720  723  733 rVB   845713    709639  29.60%   3.717%
  4   6.475   742  746  749 rBV  2063186   1831807  76.42%   9.596%
  5   6.640   770  774  782 rBV    75489     70242   2.93%   0.368%
 
  6   6.704   782  785  789 rBV   645216    589163  24.58%   3.086%
  7   6.863   808  812  816 rVB  2095831   1820646  75.95%   9.537%
  8   7.269   876  881  884 rBV  1550643   1391905  58.06%   7.291%
  9   7.569   928  932  939 rBV3   22563     46350   1.93%   0.243%
 10   7.816   967  974  977 rBV    33783     46179   1.93%   0.242%
 
 11   7.987   997 1003 1007 rBV   840852    708421  29.55%   3.711%
 12   8.087  1015 1020 1023 rBV    73597     65966   2.75%   0.346%
 13   8.187  1035 1037 1046 rVB6   23469     39486   1.65%   0.207%
 14   8.351  1059 1065 1066 rBV3   26972     34747   1.45%   0.182%
 15   8.369  1066 1068 1073 rVB3   33486     36938   1.54%   0.193%
 
 16   8.598  1105 1107 1109 rBV2   37707     30957   1.29%   0.162%
 17   8.704  1122 1125 1131 rBV   168724    219215   9.14%   1.148%
 18   8.798  1131 1141 1144 rVB2   94454    220048   9.18%   1.153%
 19   9.063  1182 1186 1190 rBV  2695122   2397175 100.00%  12.557%
 20   9.228  1211 1214 1218 rBV5   32941     41200   1.72%   0.216%
 
 21   9.304  1224 1227 1230 rBV4   41087     45126   1.88%   0.236%
 22   9.404  1241 1244 1248 rBV2   62840     75019   3.13%   0.393%
 23   9.457  1250 1253 1257 rVB   134718    113186   4.72%   0.593%
 24   9.504  1258 1261 1264 rVB4   25873     30462   1.27%   0.160%
 25   9.545  1264 1268 1269 rBV3   24516     32880   1.37%   0.172%
 
 26   9.651  1284 1286 1289 rVB2   46949     43740   1.82%   0.229%
 27   9.739  1297 1301 1305 rVB   789097    694397  28.97%   3.638%
 28   9.975  1338 1341 1343 rBV2   88989     83307   3.48%   0.436%
 29  10.151  1368 1371 1374 rBV    69479     63074   2.63%   0.330%
 30  10.522  1430 1434 1438 rBV  1360997   1275063  53.19%   6.679%
 
 31  11.216  1549 1552 1555 rBV   734189    615289  25.67%   3.223%
 32  11.775  1644 1647 1652 rVB   243373    246506  10.28%   1.291%
 33  12.498  1768 1770 1774 rVB   164535    135089   5.64%   0.708%
 34  12.804  1818 1822 1825 rVB  2214309   2049978  85.52%  10.739%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.710  1974 1976 1985 rVB   107449    132501   5.53%   0.694%
 
 36  13.845  1995 1999 2004 rVB   875498    779458  32.52%   4.083%
 37  14.692  2140 2143 2149 rVB   196440    189652   7.91%   0.993%
 38  14.933  2182 2184 2188 rVB    54961     55524   2.32%   0.291%
 39  15.245  2233 2237 2241 rVB   569743    639321  26.67%   3.349%
 40  15.686  2310 2312 2317 rVB2   45484     52919   2.21%   0.277%
 
 41  16.874  2510 2514 2521 rVB    56015    101990   4.25%   0.534%
 42  17.509  2616 2622 2633 rVB    78377    193543   8.07%   1.014%
 
 
                        Sum of corrected areas:    19089674
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.89    2.12 ng          62485   1,4-Dichlorobenzene-d4      6.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 Acetone                              58 C3H6O          000067-64-1 9 

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

5000

m/z-->

Abundance Scan 477 (4.893 min): BF109355.D (-473) (-)
43.0

59.0

101.1

83.0

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

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.069.0 92.0

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

5000

m/z-->

Abundance #3159: 5-Hexen-2-one
43.0

55.0
27.0 83.0 98.071.0

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

5000

m/z-->

Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0

101.0
28.0 59.0

70.0 84.0
15.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   56.73%

4.60 4.80 5.00 5.20

m/z 101.10   20.99%

4.60 4.80 5.00 5.20

m/z  58.00   16.49%

4.60 4.80 5.00 5.20

m/z  41.10    9.97%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Propanol, 1-(2-methoxypro...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.64    2.38 ng          70242   1,4-Dichlorobenzene-d4      6.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Propanol, 1-(2-methoxypropoxy)-   148 C7H16O3        013429-07-7 78
 2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H16O3        020324-32-7 78
 3 1-Propanol, 2,2'-oxybis-            134 C6H14O3        000108-61-2 59
 4 1-Propanol, 2-(2-methoxypropoxy)-   148 C7H16O3        013588-28-8 59
 5 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H24O4       1000367-13-2 50

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

5000

m/z-->

Abundance Scan 774 (6.640 min): BF109355.D (-770) (-)
59.1

45.1 73.1
104.0 149.9

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

5000

m/z-->

Abundance #23084: 2-Propanol, 1-(2-methoxypropoxy)-
59.0

45.031.0 73.0 104.015.0 89.0 130.0116.0

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

5000

m/z-->

Abundance #23091: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0

45.031.0 73.0 104.015.0 89.0 130.0116.0

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

5000

m/z-->

Abundance #15091: 1-Propanol, 2,2'-oxybis-
59.0

31.0 45.0 103.0

75.015.0 89.0

6.40 6.60 6.80 7.00

m/z  59.10  100.00%

6.40 6.60 6.80 7.00

m/z  45.10   16.21%

6.40 6.60 6.80 7.00

m/z  73.10   12.82%

6.40 6.60 6.80 7.00

m/z  41.10   10.78%

6.40 6.60 6.80 7.00

m/z  43.05   10.51%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Benzene, 1,2-dichloro-4-iso...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.70    6.19 ng         219215   Naphthalene-d8              7.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2-dichloro-4-isocyanato- 187 C7H3Cl2NO      000102-36-3 99
 2 Benzene, 1,4-dichloro-2-isocyanato- 187 C7H3Cl2NO      005392-82-5 98
 3 Benzene, 1,2-dichloro-3-isocyanato- 187 C7H3Cl2NO      041195-90-8 98
 4 3,5-Dichlorophenyl isocyanate       187 C7H3Cl2NO      034893-92-0 97
 5 Benzene, 1,3-dichloro-2-isocyanato- 187 C7H3Cl2NO      039920-37-1 96

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1124 (8.698 min): BF109355.D (-1122) (-)
187.0124.0

158.9
73.0 88.041.0 109.055.0 141.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #51133: Benzene, 1,2-dichloro-4-isocyanato-
187.0

124.0

159.0
62.0 88.0

47.0 109.0 145.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #51132: Benzene, 1,4-dichloro-2-isocyanato-
187.0124.0

159.0
73.0 88.0

49.0 109.0 145.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #51127: Benzene, 1,2-dichloro-3-isocyanato-
187.0

124.0

159.0
88.062.037.0 109.0 145.0

8.40 8.60 8.80 9.00

m/z 187.00  100.00%

8.40 8.60 8.80 9.00

m/z 124.00   89.82%

8.40 8.60 8.80 9.00

m/z 189.00   68.28%

8.40 8.60 8.80 9.00

m/z 158.90   34.60%

8.40 8.60 8.80 9.00

m/z 126.00   28.55%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  2,7-Oxepanedione                Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.80    6.21 ng         220048   Naphthalene-d8              7.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,7-Oxepanedione                    128 C6H8O3         002035-75-8 93
 2 Hexanedioic acid                    146 C6H10O4        000124-04-9 86
 3 1,4,8,11-Tetraoxadispiro[4.1.4.2... 186 C9H14O4        004086-01-5 43
 4 Ethane-1,2-diamine, N,N'-dinitro... 348 C12H24N6O6     1000271-06-8 35
 5 2-Pentenoic acid                    100 C5H8O2         000626-98-2 27

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1141 (8.798 min): BF109355.D (-1131) (-)
100.1

55.0

69.0

39.0
125.1 141.085.0 170.1

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #12119: 2,7-Oxepanedione
100.0

45.0

60.0

128.082.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #21803: Hexanedioic acid
100.0

55.0

69.0
27.0

128.085.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #50786: 1,4,8,11-Tetraoxadispiro[4.1.4.2]tridecane
100.0

42.0
56.027.0

157.0141.083.0 125.0 186.0

8.40 8.60 8.80 9.00 9.20

m/z 100.05  100.00%

8.40 8.60 8.80 9.00 9.20

m/z  55.05   69.90%

8.40 8.60 8.80 9.00 9.20

m/z  41.05   63.15%

8.40 8.60 8.80 9.00 9.20

m/z  45.00   58.66%

8.40 8.60 8.80 9.00 9.20

m/z  69.00   49.03%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Benzenamine, 2,4-dichloro-      Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.40    2.16 ng          75019   Acenaphthene-d10            9.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenamine, 2,4-dichloro-          161 C6H5Cl2N       000554-00-7 96
 2 Benzenamine, 2,5-dichloro-          161 C6H5Cl2N       000095-82-9 96
 3 Benzenamine, 3,4-dichloro-          161 C6H5Cl2N       000095-76-1 95
 4 Benzenamine, 3,5-dichloro-          161 C6H5Cl2N       000626-43-7 91
 5 Benzenamine, 2,3-dichloro-          161 C6H5Cl2N       000608-27-5 89

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1243 (9.398 min): BF109355.D (-1241) (-)
161.0

109.1

81.1
41.0 125.163.0

180.1140.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #31717: Benzenamine, 2,4-dichloro-
161.0

90.063.0
126.0

44.026.0 107.0 144.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #31710: Benzenamine, 2,5-dichloro-
161.0

90.063.0
126.0

38.0 109.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #31707: Benzenamine, 3,4-dichloro-
161.0

90.063.0
126.0

41.0 109.026.0 144.0

9.00 9.20 9.40 9.60 9.80

m/z 161.00  100.00%

9.00 9.20 9.40 9.60 9.80

m/z 109.10   79.31%

9.00 9.20 9.40 9.60 9.80

m/z  95.10   74.85%

9.00 9.20 9.40 9.60 9.80

m/z 163.00   65.59%

9.00 9.20 9.40 9.60 9.80

m/z 165.10   41.84%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Phenol, 2,3,6-trichloro-        Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.97    2.40 ng          83307   Acenaphthene-d10            9.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 2,3,6-trichloro-            196 C6H3Cl3O       000933-75-5 86
 2 Phenol, 2,4,6-trichloro-            196 C6H3Cl3O       000088-06-2 70
 3 Phenol, 2,4,5-trichloro-            196 C6H3Cl3O       000095-95-4 64
 4 Phenol, 2,3,5-trichloro-            196 C6H3Cl3O       000933-78-8 64
 5 Phenol, 2,3,4-trichloro-            196 C6H3Cl3O       015950-66-0 62

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1340 (9.969 min): BF109355.D (-1338) (-)
197.9

73.055.0 160.997.0
133.939.0

181.1115.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #58414: Phenol, 2,3,6-trichloro-
196.0

97.0
160.0132.0

48.0 66.0
29.012.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #58418: Phenol, 2,4,6-trichloro-
196.0

97.0 132.0
160.062.037.0 80.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #58415: Phenol, 2,4,5-trichloro-
196.0

97.0
132.0

62.0
37.0 160.080.0 177.0113.012.0

9.60 9.80 10.00 10.20

m/z 197.90  100.00%

9.60 9.80 10.00 10.20

m/z 195.90   98.57%

9.60 9.80 10.00 10.20

m/z 199.90   37.83%

9.60 9.80 10.00 10.20

m/z  73.00   31.61%

9.60 9.80 10.00 10.20

m/z  55.00   30.58%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  n-Hexadecanoic acid             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.77    8.01 ng         246506   Phenanthrene-d10           11.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 97
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 91
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 89
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 83
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 58

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

5000

m/z-->

Abundance Scan 1646 (11.769 min): BF109355.D (-1644) (-)
73.043.1

129.1
97.1

213.2171.1 256.2193.1 236.1151.1 276.2

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

40.0 109.0

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

5000

m/z-->

Abundance #84453: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

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

5000

m/z-->

Abundance #72646: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

11.40 11.60 11.80 12.00

m/z  73.00  100.00%

11.40 11.60 11.80 12.00

m/z  43.10   82.87%

11.40 11.60 11.80 12.00

m/z  60.00   82.69%

11.40 11.60 11.80 12.00

m/z  55.10   72.84%

11.40 11.60 11.80 12.00

m/z  57.05   72.76%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown12.50                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.50    4.39 ng         135089   Phenanthrene-d10           11.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Di-sec-butyl ether                  130 C8H18O         006863-58-7 38
 2 1H-Pyrimidine-2,4-dione, 1-(2-et... 232 C9H13FN2O4     1000310-13-7 38
 3 Dibutyl 3,6,9,12,15,18,21-heptao... 510 C24H46O11      1000366-79-9 35
 4 2-[2-[2-[2-[2-[2-(2-Methoxyethox... 340 C15H32O8       1000352-04-1 35
 5 1,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H24O6       017455-13-9 27

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1770 (12.498 min): BF109355.D (-1768) (-)
57.1

103.1

161.1193.1 243.2 302.2

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #13657: Di-sec-butyl ether
45.0

101.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #87946: 1H-Pyrimidine-2,4-dione, 1-(2-ethoxyethoxymethyl)-...
45.0

103.0

143.0
232.0187.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #236264: Dibutyl 3,6,9,12,15,18,21-heptaoxatricosane-1,23-...
103.0

159.045.0

203.0 247.0 291.0 365.0 409.0

12.20 12.40 12.60 12.80

m/z  57.10  100.00%

12.20 12.40 12.60 12.80

m/z 103.10   73.06%

12.20 12.40 12.60 12.80

m/z  45.05   71.18%

12.20 12.40 12.60 12.80

m/z 101.10   40.18%

12.20 12.40 12.60 12.80

m/z  59.05   37.54%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  1-Nonadecene                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.71    3.40 ng         132501   Chrysene-d12               13.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Nonadecene                        266 C19H38         018435-45-5 97
 2 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     959218-78-1 93
 3 Heptafluorobutyric acid, hexadec... 438 C20H33F7O2     006385-15-5 93
 4 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 93
 5 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1976 (13.710 min): BF109355.D (-1974) (-)
57.1

97.1

229.1139.1 302.1181.1 269.2

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #115906: 1-Nonadecene
97.043.0

139.0 266.0182.0 224.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57.0

97.0

139.0 238.0 283.0182.0 384.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0

97.0

169.0 224.0 269.0 420.0137.0

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  55.10   86.14%

13.40 13.60 13.80 14.00

m/z  43.10   82.13%

13.40 13.60 13.80 14.00

m/z  83.10   79.60%

13.40 13.60 13.80 14.00

m/z  97.10   75.11%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Squalene                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.69    5.93 ng         189652   Perylene-d12               15.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         000111-02-4 58
 2 Supraene                            410 C30H50         007683-64-9 49
 3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H24O        125529-10-4 47
 4 2,6-Octadiene, 4-methyl-            124 C9H16          074498-94-5 43
 5 Trideca-1,7,11-triene-1,1-dicarb... 270 C18H26N2       1000161-46-0 38

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2143 (14.692 min): BF109355.D (-2140) (-)
69.1

149.0

107.0 203.1 341.239.0 307.2271.1236.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215929: Squalene
69.0

137.0
107.0 341.029.0 410.0191.0 273.0231.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215928: Supraene
69.0

137.0
107.029.0 191.0 341.0 410.0231.0 273.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0

137.027.0 105.0 193.0

14.40 14.60 14.80 15.00

m/z  69.10  100.00%

14.40 14.60 14.80 15.00

m/z  81.05   51.65%

14.40 14.60 14.80 15.00

m/z 149.00   50.36%

14.40 14.60 14.80 15.00

m/z  41.10   26.91%

14.40 14.60 14.80 15.00

m/z 167.00   18.70%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Phthalic acid, hex-3-yl und...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.87    3.19 ng         101990   Perylene-d12               15.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phthalic acid, hex-3-yl undecyl ... 404 C25H40O4       1000356-96-2 86
 2 Phthalic acid, decyl 6-methylhep... 418 C26H42O4       1000377-96-4 72
 3 Phthalic acid, decyl hept-2-yl e... 404 C25H40O4       1000356-97-7 72
 4 Phthalic acid, 3-fluorophenyl tr... 442 C27H35FO4      1000356-66-7 72
 5 Phthalic acid, monoamide, N-meth... 423 C27H37NO3      1000322-84-9 72

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

5000

m/z-->

Abundance Scan 2513 (16.868 min): BF109355.D (-2510) (-)
149.0

57.1
321.295.1 208.0178.0122.0 281.0

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

5000

m/z-->

Abundance #213825: Phthalic acid, hex-3-yl undecyl ester
149.0

43.0
84.0 321.0123.0 251.0

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

5000

m/z-->

Abundance #218689: Phthalic acid, decyl 6-methylhept-2-yl ester
149.0

307.057.0 85.0 113.029.0 279.0

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

5000

m/z-->

Abundance #213822: Phthalic acid, decyl hept-2-yl ester
149.0

57.0 307.098.029.0 123.0 265.0

16.60 16.80 17.00 17.20

m/z 149.00  100.00%

16.60 16.80 17.00 17.20

m/z  57.10   11.51%

16.60 16.80 17.00 17.20

m/z  43.10    9.89%

16.60 16.80 17.00 17.20

m/z  55.00    9.01%

16.60 16.80 17.00 17.20

m/z  41.10    8.83%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  unknown17.51                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.51    6.05 ng         193543   Perylene-d12               15.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 6-Methoxy-3-(p-methoxyphenyl)-9H... 305 C18H15N3O2     004460-54-2 37
 2 2,5-Bis(4-methoxyphenyl)-imidazo... 305 C18H15N3O2     189453-70-1 37
 3 2H-Furo[2,3-H]chromen-2-one, 8,9... 305 C19H15NO3      1000271-14-0 25
 4 6-Hydroxy-3-[2-methyl-2-[2-hydro... 595 C31H49N3O3Si3  1000292-78-8 25
 5 tert-Butyldimethylsilyl 3-iodobe... 362 C13H19IO2Si    1000373-18-3 25

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2622 (17.509 min): BF109355.D (-2616) (-)
305.1

57.1 193.0

112.1
147.9 417.3265.1231.2

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #148755: 6-Methoxy-3-(p-methoxyphenyl)-9H-pyridazino(3,4-b...
305.0

262.0191.0138.095.063.028.0 230.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #148746: 2,5-Bis(4-methoxyphenyl)-imidazol-4-carbonitrile
305.0

15.0 262.076.0 129.0 219.0172.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #148840: 2H-Furo[2,3-H]chromen-2-one, 8,9-dihydro-4-methyl...
305.0

248.091.0
39.0 138.0 204.0171.0

17.20 17.40 17.60 17.80

m/z 305.15  100.00%

17.20 17.40 17.60 17.80

m/z  57.10   37.96%

17.20 17.40 17.60 17.80

m/z 193.00   32.21%

17.20 17.40 17.60 17.80

m/z  71.05   26.18%

17.20 17.40 17.60 17.80

m/z  70.05   24.38%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
  Data File : BF109355.D                                          
  Acq On    : 26 Sep 2018  23:26
  Operator  : JU/SJ
  Sample    : J5055-20
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.89     2.1 ng      62485  1   6.71  589163  20.0
2-Propanol, 1-(2-...   6.64     2.4 ng      70242  1   6.71  589163  20.0
Benzene, 1,2-dich...   8.70     6.2 ng     219215  2   7.99  708421  20.0
2,7-Oxepanedione       8.80     6.2 ng     220048  2   7.99  708421  20.0
Benzenamine, 2,4-...   9.40     2.2 ng      75019  3   9.74  694397  20.0
Phenol, 2,3,6-tri...   9.97     2.4 ng      83307  3   9.74  694397  20.0
n-Hexadecanoic acid   11.77     8.0 ng     246506  4  11.22  615289  20.0
unknown12.50          12.50     4.4 ng     135089  4  11.22  615289  20.0
1-Nonadecene          13.71     3.4 ng     132501  5  13.85  779458  20.0
Squalene              14.69     5.9 ng     189652  6  15.24  639321  20.0
Phthalic acid, he...  16.87     3.2 ng     101990  6  15.24  639321  20.0
unknown17.51          17.51     6.0 ng     193543  6  15.24  639321  20.0
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