
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
  Data File : BF106877.D                                          
  Acq On    : 27 Jun 2018  17:35
  Operator  : JU/SJ
  Sample    : J3570-04
  Misc      :  
  ALS Vial  : 16   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-BF061918.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   4.878   429  432  441 rBV    18864     23001   1.01%   0.272%
  2   5.231   480  492  494 rBV  1013210   2268387 100.00%  26.778%
  3   6.454   697  700  707 rBV    23986     29798   1.31%   0.352%
  4   6.595   721  724  733 rBV2  113167    131638   5.80%   1.554%
  5   6.731   745  747  751 rBV    43847     34353   1.51%   0.406%
 
  6   6.954   781  785  788 rBV   296676    254436  11.22%   3.004%
  7   7.107   807  811  815 rVB   802754    717597  31.63%   8.471%
  8   7.519   876  881  884 rBV   610136    580564  25.59%   6.853%
  9   7.672   904  907  912 rBV    29275     27809   1.23%   0.328%
 10   8.236   999 1003 1006 rBV   388493    321693  14.18%   3.798%
 
 11   8.378  1023 1027 1034 rBV    51043     78071   3.44%   0.922%
 12   9.307  1181 1185 1189 rBV  1066930   1024429  45.16%  12.093%
 13   9.383  1194 1198 1201 rBV3   33595     43100   1.90%   0.509%
 14   9.701  1247 1252 1257 rBV   141538    144414   6.37%   1.705%
 15   9.854  1274 1278 1280 rBV3   23713     25491   1.12%   0.301%
 
 16   9.901  1283 1286 1288 rVB2   27815     27772   1.22%   0.328%
 17   9.966  1294 1297 1299 rBV2   24248     25448   1.12%   0.300%
 18   9.995  1299 1302 1305 rVB   402183    343664  15.15%   4.057%
 19  10.395  1368 1370 1374 rVB2   38177     39063   1.72%   0.461%
 20  10.789  1434 1437 1439 rBV3   30611     26772   1.18%   0.316%
 
 21  10.878  1449 1452 1457 rBV2   25587     49259   2.17%   0.581%
 22  10.919  1457 1459 1462 rVB    35653     30095   1.33%   0.355%
 23  11.354  1530 1533 1540 rVB6   26024     42130   1.86%   0.497%
 24  11.489  1552 1556 1559 rBV   387925    349959  15.43%   4.131%
 25  12.707  1760 1763 1765 rBV    22472     23673   1.04%   0.279%
 
 26  12.936  1800 1802 1807 rVB    44787     53048   2.34%   0.626%
 27  13.071  1821 1825 1828 rBV   902871    770125  33.95%   9.091%
 28  13.948  1971 1974 1980 rBV2   54485     63843   2.81%   0.754%
 29  14.142  2003 2007 2010 rBV   315495    292513  12.90%   3.453%
 30  15.354  2209 2213 2219 rVB8   15479     31753   1.40%   0.375%
 
 31  15.612  2254 2257 2261 rVV2   30708     43928   1.94%   0.519%
 32  15.683  2263 2269 2284 rVB   265664    399473  17.61%   4.716%
 33  16.124  2342 2344 2350 rVB6   16544     23178   1.02%   0.274%
 34  16.412  2389 2393 2395 rBV2   21152     30055   1.32%   0.355%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
  Data File : BF106877.D                                          
  Acq On    : 27 Jun 2018  17:35
  Operator  : JU/SJ
  Sample    : J3570-04
  Misc      :  
  ALS Vial  : 16   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-BF061918.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  16.871  2465 2471 2478 rVB3   26456     51667   2.28%   0.610%
 
 36  17.483  2571 2575 2582 rVB6   25504     48975   2.16%   0.578%
 
 
                        Sum of corrected areas:     8471174
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
  Data File : BF106877.D                                          
  Acq On    : 27 Jun 2018  17:35
  Operator  : JU/SJ
  Sample    : J3570-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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\BF062718\
  Data File : BF106877.D                                          
  Acq On    : 27 Jun 2018  17:35
  Operator  : JU/SJ
  Sample    : J3570-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.23  178.31 ng        2268390   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 72
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 Guanidine                            59 CH5N3          000113-00-8 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

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

5000

m/z-->

Abundance Scan 492 (5.231 min): BF106877.D (-480) (-)
43.0

59.1

101.1

83.171.0

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

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

5000

m/z-->

Abundance #3152: 5-Hexen-2-one
43.0

55.027.015.0 83.0 98.071.0

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.10   66.83%

4.80 5.00 5.20 5.40 5.60

m/z 101.10   24.73%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   16.59%

4.80 5.00 5.20 5.40 5.60

m/z  41.10    9.16%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
  Data File : BF106877.D                                          
  Acq On    : 27 Jun 2018  17:35
  Operator  : JU/SJ
  Sample    : J3570-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.73                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.73    2.70 ng          34353   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 43
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 3 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
 4 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 Pyrazolo(2,3-a)pyridine, 7-methyl-  132 C8H8N2         034760-58-2 9 

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

5000

m/z-->

Abundance Scan 747 (6.731 min): BF106877.D (-745) (-)
132.0

68.1

96.0
40.0 54.0

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

5000

m/z-->

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0

69.0
57.0

39.0
89.0 103.0

79.0 115.0

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
79.0

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

5000

m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0

97.0

70.0
31.0 60.044.0 86.0 116.0

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   40.37%

6.40 6.60 6.80 7.00

m/z 134.00   32.17%

6.40 6.60 6.80 7.00

m/z  66.00   25.94%

6.40 6.60 6.80 7.00

m/z  69.00   17.02%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
  Data File : BF106877.D                                          
  Acq On    : 27 Jun 2018  17:35
  Operator  : JU/SJ
  Sample    : J3570-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Triethylene glycol              Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.38    4.85 ng          78071   Naphthalene-d8              8.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Triethylene glycol                  150 C6H14O4        000112-27-6 90
 2 Tetraethylene glycol                194 C8H18O5        000112-60-7 72
 3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H18O4        000112-50-5 50
 4 Isopropyl Alcohol                    60 C3H8O          000067-63-0 42
 5 2-Hexanol                           102 C6H14O         000626-93-7 36

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 1027 (8.378 min): BF106877.D (-1023) (-)
45.0

89.058.0 75.0
119.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #24164: Triethylene glycol
45.0

58.0 89.031.0 75.0
119.0102.015.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #56804: Tetraethylene glycol
45.0

89.031.0 75.058.0 133.0119.0102.0 163.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0

59.0 72.031.0 89.0
103.015.0 119.0 148.0

8.00 8.20 8.40 8.60 8.80

m/z  45.00  100.00%

8.00 8.20 8.40 8.60 8.80

m/z  89.00   13.26%

8.00 8.20 8.40 8.60 8.80

m/z  58.00   12.82%

8.00 8.20 8.40 8.60 8.80

m/z  43.00    9.98%

8.00 8.20 8.40 8.60 8.80

m/z  75.00    8.48%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
  Data File : BF106877.D                                          
  Acq On    : 27 Jun 2018  17:35
  Operator  : JU/SJ
  Sample    : J3570-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1H-Indene, octahydro-2,2,4,...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.38    2.51 ng          43100   Acenaphthene-d10           10.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28         054832-83-6 53
 2 2-Octen-1-ol, 3,7-dimethyl-         156 C10H20O        040607-48-5 45
 3 3-Methyl-2-(2-oxopropyl)furan       138 C8H10O2        087773-62-4 38
 4 Bicyclo[3.1.1]heptan-3-one, 6,6-... 194 C13H22O        1000163-97-9 22
 5 1-Nonanol, 9-bromo-                 222 C9H19BrO       055362-80-6 14

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1197 (9.378 min): BF106877.D (-1194) (-)
193.2

57.041.0
95.0 123.1

171.179.0 138.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
193.069.0 123.0

41.0
95.0

138.0
165.0 208.025.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #28296: 2-Octen-1-ol, 3,7-dimethyl-
69.041.0

95.0
123.0

138.0 156.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #17353: 3-Methyl-2-(2-oxopropyl)furan
57.0

95.0

138.0123.0

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  57.00   66.04%

9.00 9.20 9.40 9.60 9.80

m/z  69.10   64.68%

9.00 9.20 9.40 9.60 9.80

m/z  55.00   64.04%

9.00 9.20 9.40 9.60 9.80

m/z  41.00   63.27%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
  Data File : BF106877.D                                          
  Acq On    : 27 Jun 2018  17:35
  Operator  : JU/SJ
  Sample    : J3570-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1-Trimethylsilylpent-1-en-4...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.40    2.27 ng          39063   Acenaphthene-d10           10.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Trimethylsilylpent-1-en-4-yne     138 C8H14Si        079516-25-9 50
 2 4-Fluorobenzoic acid, 5-pentadec... 350 C22H35FO2      1000280-68-6 47
 3 1,4-Hexadiene, 2,3,4,5-tetramethyl- 138 C10H18         051504-54-2 47
 4 trans-2-(1-Hydroxycyclohexyl)-furan 166 C10H14O2       115754-87-5 47
 5 Benzene, 1,4-dimethoxy-             138 C8H10O2        000150-78-7 43

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

5000

m/z-->

Abundance Scan 1371 (10.401 min): BF106877.D (-1368) (-)
57.0

85.1 123.1

207.2
149.1 191.239.0

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

5000

m/z-->

Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne
123.0

95.043.0 73.0

26.0 140.0

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

5000

m/z-->

Abundance #184119: 4-Fluorobenzoic acid, 5-pentadecyl ester
123.0

41.0
95.0

69.0 210.0141.0
182.0 227.0

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

5000

m/z-->

Abundance #16957: 1,4-Hexadiene, 2,3,4,5-tetramethyl-
123.0

81.0

55.0
97.0

10.00 10.20 10.40 10.60 10.80

m/z  57.00  100.00%

10.00 10.20 10.40 10.60 10.80

m/z  43.10   55.46%

10.00 10.20 10.40 10.60 10.80

m/z  85.10   43.02%

10.00 10.20 10.40 10.60 10.80

m/z 123.10   38.89%

10.00 10.20 10.40 10.60 10.80

m/z  71.10   38.31%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
  Data File : BF106877.D                                          
  Acq On    : 27 Jun 2018  17:35
  Operator  : JU/SJ
  Sample    : J3570-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Tetradecane                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.88    2.82 ng          49259   Phenanthrene-d10           11.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecane                         198 C14H30         000629-59-4 72
 2 Heptadecane                         240 C17H36         000629-78-7 72
 3 Tetracosane                         338 C24H50         000646-31-1 72
 4 Dodecane, 1-iodo-                   296 C12H25I        004292-19-7 72
 5 2-Bromo dodecane                    248 C12H25Br       013187-99-0 72

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 1452 (10.878 min): BF106877.D (-1449) (-)
57.0

85.1

201.1113.1 159.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #59882: Tetradecane
57.0

85.0

29.0

198.0113.0 141.0 169.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #94345: Heptadecane
57.0

85.0

29.0
113.0 141.0 240.0169.0 196.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #175557: Tetracosane
57.0

85.0

29.0
113.0 141.0 169.0 197.0 338.0225.0 253.0 281.0 309.0

10.60 10.80 11.00 11.20

m/z  57.00  100.00%

10.60 10.80 11.00 11.20

m/z  71.10   65.36%

10.60 10.80 11.00 11.20

m/z  43.00   65.03%

10.60 10.80 11.00 11.20

m/z  85.10   43.60%

10.60 10.80 11.00 11.20

m/z  41.00   31.74%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
  Data File : BF106877.D                                          
  Acq On    : 27 Jun 2018  17:35
  Operator  : JU/SJ
  Sample    : J3570-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown11.35                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.35    2.41 ng          42130   Phenanthrene-d10           11.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane, 2,7,10-trimethyl-         212 C15H32         074645-98-0 38
 2 Decane, 2-methyl-                   156 C11H24         006975-98-0 38
 3 Dodecane, 2,6,10-trimethyl-         212 C15H32         003891-98-3 38
 4 Decane, 5-ethyl-5-methyl-           184 C13H28         017312-74-2 38
 5 Nonane, 2-methyl-5-propyl-          184 C13H28         031081-17-1 35
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Abundance Scan 1532 (11.348 min): BF106877.D (-1530) (-)
57.0

85.1

111.1
178.1142.0

213.139.0
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Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0

85.029.0
113.0 183.0141.0

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

5000
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Abundance #28431: Decane, 2-methyl-
43.0

71.0

113.0 141.02.0 26.0 95.0 158.0

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

5000
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Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0

85.029.0
113.0 183.0155.0 206.0

11.00 11.20 11.40 11.60

m/z  57.05  100.00%

11.00 11.20 11.40 11.60

m/z  85.10   77.55%

11.00 11.20 11.40 11.60

m/z  43.05   76.41%

11.00 11.20 11.40 11.60

m/z  41.00   75.53%

11.00 11.20 11.40 11.60

m/z  71.10   58.10%

8270-BF061918.M Thu Jun 28 15:29:48 2018                                              Page: 10

Instrument :
BNA_F
ClientSampleId :
20180374-AMENDED-COMPOSITE-
CS-1B



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
  Data File : BF106877.D                                          
  Acq On    : 27 Jun 2018  17:35
  Operator  : JU/SJ
  Sample    : J3570-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Pentafluoropropionic acid, ...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.95    4.37 ng          63843   Chrysene-d12               14.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 93
 2 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 93
 3 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 93
 4 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 90
 5 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 90
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5000

m/z-->

Abundance Scan 1974 (13.948 min): BF106877.D (-1971) (-)
57.0

97.1

125.1 230.1202.1152.0
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Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0

97.0

125.029.0
210.0182.0154.0 255.0 356.0
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Abundance #227401: Heptadecyl heptafluorobutyrate
57.0

97.0

125.029.0 238.0169.0 210.0 283.0
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0

5000
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Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0

83.0

111.0

139.0 182.0210.0

13.60 13.80 14.00 14.20

m/z  57.05  100.00%

13.60 13.80 14.00 14.20

m/z  55.05   86.29%

13.60 13.80 14.00 14.20

m/z  43.05   81.24%

13.60 13.80 14.00 14.20

m/z  83.10   79.22%

13.60 13.80 14.00 14.20

m/z  69.05   71.29%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
  Data File : BF106877.D                                          
  Acq On    : 27 Jun 2018  17:35
  Operator  : JU/SJ
  Sample    : J3570-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown16.87                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.87    2.59 ng          51667   Perylene-d12               15.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H22O        1000195-40-9 43
 2 N-(3,4,5,6-Tetrahydro-1,3-thiazi... 192 C10H12N2S      003420-40-4 38
 3 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN3O       051306-43-5 38
 4 7a-Isopropenyl-4,5-dimethyloctah... 236 C15H24O2       1000192-14-7 37
 5 3-Methylthio-2-quinoxalinamine      191 C9H9N3S        090349-86-3 35

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

5000

m/z-->

Abundance Scan 2471 (16.871 min): BF106877.D (-2465) (-)
191.2

95.1

123.155.0 163.1 231.2
281.1

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

5000

m/z-->

Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191.0

149.043.0 123.0
91.069.0
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0

5000

m/z-->

Abundance #54117: N-(3,4,5,6-Tetrahydro-1,3-thiazin-2-ylidene)aniline
191.0

136.077.0 163.0
106.041.015.0
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5000
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Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191.0

109.0

82.0

136.0
57.0

162.0

16.60 16.80 17.00 17.20

m/z 191.15  100.00%

16.60 16.80 17.00 17.20

m/z  95.10   48.27%

16.60 16.80 17.00 17.20

m/z  81.05   33.72%

16.60 16.80 17.00 17.20

m/z 192.10   29.92%

16.60 16.80 17.00 17.20

m/z 109.10   24.69%

8270-BF061918.M Thu Jun 28 15:29:49 2018                                              Page: 12

Instrument :
BNA_F
ClientSampleId :
20180374-AMENDED-COMPOSITE-
CS-1B



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
  Data File : BF106877.D                                          
  Acq On    : 27 Jun 2018  17:35
  Operator  : JU/SJ
  Sample    : J3570-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown17.48                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.48    2.45 ng          48975   Perylene-d12               15.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-(7a-Isopropenyl-4,5-dimethyl-o... 288 C20H32O        1000193-54-1 25
 2 5-(7a-Isopropenyl-4,5-dimethyl-o... 290 C20H34O        1000193-54-0 16
 3 2-Fluoro-5-(trifluoromethyl) ben... 192 C8H4F4O        1000342-45-2 11
 4 7-Hydroxy-2,5,8-quinoline trione    191 C9H5NO4        015544-54-4 11
 5 Propenamide, 3-(3-methoxyphenyl)... 191 C11H13NO2      1000259-85-9 10
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m/z-->

Abundance Scan 2574 (17.477 min): BF106877.D (-2571) (-)
411.443.0 191.1 257.295.0
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Abundance #134754: 5-(7a-Isopropenyl-4,5-dimethyl-octahydroinden-4-y...
191.095.0

149.041.0

288.0231.0
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Abundance #136492: 5-(7a-Isopropenyl-4,5-dimethyl-octahydroinden-4-y...
191.0

95.0
135.0

41.0

290.0257.0223.0
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Abundance #54964: 2-Fluoro-5-(trifluoromethyl) benzaldehyde
191.0

29.0 75.0 143.0
106.0
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m/z 411.35  100.00%
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m/z  43.00   88.44%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
  Data File : BF106877.D                                          
  Acq On    : 27 Jun 2018  17:35
  Operator  : JU/SJ
  Sample    : J3570-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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...   5.23   178.3 ng    2268390  1   6.95  254436  20.0
unknown6.73            6.73     2.7 ng      34353  1   6.95  254436  20.0
Triethylene glycol     8.38     4.8 ng      78071  2   8.24  321693  20.0
1H-Indene, octahy...   9.38     2.5 ng      43100  3  10.00  343664  20.0
1-Trimethylsilylp...  10.40     2.3 ng      39063  3  10.00  343664  20.0
Tetradecane           10.88     2.8 ng      49259  4  11.49  349959  20.0
unknown11.35          11.35     2.4 ng      42130  4  11.49  349959  20.0
Pentafluoropropio...  13.95     4.4 ng      63843  5  14.14  292513  20.0
unknown16.87          16.87     2.6 ng      51667  6  15.68  399473  20.0
unknown17.48          17.48     2.5 ng      48975  6  15.68  399473  20.0
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