
                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
  Data File : BF102929.D                                          
  Acq On    : 12 Feb 2018  19:11
  Operator  : SJ/JU
  Sample    : J1517-15
  Misc      :  
  ALS Vial  : 24   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-BF020318.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   2.193    10   18   29 rVB   945202   1287663  24.52%   2.951%
  2   4.540   408  417  424 rBV    51363     80880   1.54%   0.185%
  3   5.134   514  518  527 rVB   130675    186427   3.55%   0.427%
  4   5.510   577  582  585 rBV  4653216   5215785  99.33%  11.953%
  5   6.516   747  753  766 rBV  4194694   5251143 100.00%  12.034%
 
  6   6.657   772  777  780 rBV  4924498   5122612  97.55%  11.739%
  7   6.887   812  816  819 rBV  1467595   1267338  24.13%   2.904%
  8   7.045   838  843  846 rBV  4074627   4015210  76.46%   9.202%
  9   7.451   906  912  915 rBV  3459228   3600190  68.56%   8.250%
 10   8.169  1029 1034 1037 rBV  1830243   1608725  30.64%   3.687%
 
 11   9.245  1211 1217 1220 rBV  4814180   4645421  88.46%  10.646%
 12   9.634  1279 1283 1290 rBV   263034    245165   4.67%   0.562%
 13   9.845  1314 1319 1323 rBV   125156    101114   1.93%   0.232%
 14   9.922  1328 1332 1342 rBV2 1665935   1553189  29.58%   3.559%
 15  10.322  1396 1400 1401 rBV    90011     74539   1.42%   0.171%
 
 16  10.345  1401 1404 1407 rVB   204408    159207   3.03%   0.365%
 17  10.563  1435 1441 1444 rBV    59377     75133   1.43%   0.172%
 18  10.716  1463 1467 1476 rVB  2168717   2130374  40.57%   4.882%
 19  10.816  1481 1484 1490 rVB   183472    182669   3.48%   0.419%
 20  10.969  1506 1510 1514 rVB    62146     61710   1.18%   0.141%
 
 21  11.263  1557 1560 1563 rBV   112530    106598   2.03%   0.244%
 22  11.410  1581 1585 1589 rBV  1318409   1179724  22.47%   2.704%
 23  11.692  1630 1633 1636 rBV    88806     68053   1.30%   0.156%
 24  12.998  1850 1855 1858 rBV  2990860   2926823  55.74%   6.707%
 25  13.880  2002 2005 2017 rBV   144883    174099   3.32%   0.399%
 
 26  14.051  2030 2034 2043 rVB  1068624   1037787  19.76%   2.378%
 27  15.539  2281 2287 2296 rBV2  694381    988083  18.82%   2.264%
 28  15.992  2360 2364 2369 rVB2   56899     80035   1.52%   0.183%
 29  16.510  2447 2452 2463 rVB3   61826    121584   2.32%   0.279%
 30  17.115  2550 2555 2563 rVB2   42646     89162   1.70%   0.204%
 
 
 
                        Sum of corrected areas:    43636442
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                              LSC Report - Integrated Chromatogram

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
  Data File : BF102929.D                                          
  Acq On    : 12 Feb 2018  19:11
  Operator  : SJ/JU
  Sample    : J1517-15
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
  Data File : BF102929.D                                          
  Acq On    : 12 Feb 2018  19:11
  Operator  : SJ/JU
  Sample    : J1517-15
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.19   20.32 ng        1287660   1,4-Dichlorobenzene-d4      6.89

 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 39
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 37
 4 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 35
 5 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12
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5000

m/z-->

Abundance Scan 18 (2.193 min): BF102929.D (-10) (-)
73
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6737 81 95
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5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73

43 55 87
29

6735 80
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5000

m/z-->

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

87

5541

29
9767 1127947 129
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5000

m/z-->

Abundance #2051: 1,3-Dioxolane, 2-methyl-
73

43

58
8729

2.20 2.30 2.40 2.50 2.60

m/z  73.00  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  43.00   43.41%

2.20 2.30 2.40 2.50 2.60

m/z  54.95   32.01%

2.20 2.30 2.40 2.50 2.60

m/z  87.00   23.39%

2.20 2.30 2.40 2.50 2.60

m/z  41.00   14.16%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
  Data File : BF102929.D                                          
  Acq On    : 12 Feb 2018  19:11
  Operator  : SJ/JU
  Sample    : J1517-15
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.13    2.94 ng         186427   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
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5000

m/z-->

Abundance Scan 517 (5.128 min): BF102929.D (-514) (-)
43
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8351

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

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 83 93
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5000

m/z-->

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

41

68
12650 142

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

5000

m/z-->

Abundance #4076: Morpholine, 4-methyl-
43

10115 7127 56 86

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   58.21%

4.80 5.00 5.20 5.40

m/z  58.00   19.68%

4.80 5.00 5.20 5.40

m/z 101.00   16.22%

4.80 5.00 5.20 5.40

m/z  41.00    9.36%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
  Data File : BF102929.D                                          
  Acq On    : 12 Feb 2018  19:11
  Operator  : SJ/JU
  Sample    : J1517-15
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.66                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.66   80.84 ng        5122610   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10

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

5000

m/z-->

Abundance Scan 777 (6.657 min): BF102929.D (-772) (-)
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5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
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785131 38 44
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5000

m/z-->

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

67

41 97
53 117

79 8961 103 110 12434
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5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.00   41.28%

6.40 6.60 6.80 7.00

m/z 134.00   33.25%

6.40 6.60 6.80 7.00

m/z  66.00   27.60%

6.40 6.60 6.80 7.00

m/z  69.00   16.19%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
  Data File : BF102929.D                                          
  Acq On    : 12 Feb 2018  19:11
  Operator  : SJ/JU
  Sample    : J1517-15
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octane, 2,4,6-trimethyl-        Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.35    2.05 ng         159207   Acenaphthene-d10            9.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octane, 2,4,6-trimethyl-            156 C11H24         062016-37-9 78
 2 Tridecane                           184 C13H28         000629-50-5 78
 3 Tetradecane                         198 C14H30         000629-59-4 72
 4 Hexadecane                          226 C16H34         000544-76-3 72
 5 Pentadecane                         212 C15H32         000629-62-9 59

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1405 (10.351 min): BF102929.D (-1401) (-)
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85
43

70 99 113 126 141
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5000

m/z-->

Abundance #28445: Octane, 2,4,6-trimethyl-
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5000

m/z-->

Abundance #48835: Tridecane
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99 113 127 184141 15518
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5000

m/z-->

Abundance #59880: Tetradecane
57

43
71

85

29
99 113 198127 141 155 16915

10.00 10.20 10.40 10.60

m/z  57.00  100.00%

10.00 10.20 10.40 10.60

m/z  85.00   40.50%

10.00 10.20 10.40 10.60

m/z  43.00   33.23%

10.00 10.20 10.40 10.60

m/z  41.00   22.48%

10.00 10.20 10.40 10.60

m/z  55.00   19.46%

8270-BF020318.M Wed Feb 21 11:09:31 2018                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
TP-2

Instrument :
BNA_F
ClientSampleId :
TP-2

Instrument :
BNA_F
ClientSampleId :
TP-2

Instrument :
BNA_F
ClientSampleId :
TP-2

Instrument :
BNA_F
ClientSampleId :
TP-2



                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
  Data File : BF102929.D                                          
  Acq On    : 12 Feb 2018  19:11
  Operator  : SJ/JU
  Sample    : J1517-15
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Pentadecane                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.82    3.10 ng         182669   Phenanthrene-d10           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane                         212 C15H32         000629-62-9 90
 2 Hexadecane                          226 C16H34         000544-76-3 90
 3 Pentadecane, 7-methyl-              226 C16H34         006165-40-8 83
 4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H30O3S      1000309-20-2 59
 5 Nonane, 5-butyl-                    184 C13H28         017312-63-9 59

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 1485 (10.822 min): BF102929.D (-1481) (-)
57

43 71

85

99 113 127 155141 183169

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #71393: Pentadecane
57

43
71

85

29
99 113 127 141 212155 169 18315
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5000

m/z-->

Abundance #83025: Hexadecane
5743

71

85
29

99 113 127 141 155 169 183 226197

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #83040: Pentadecane, 7-methyl-
57

43 71

85
29 11299 140127 155 211 226197168 183

10.60 10.80 11.00 11.20

m/z  57.00  100.00%

10.60 10.80 11.00 11.20

m/z  43.00   62.28%

10.60 10.80 11.00 11.20

m/z  71.00   59.43%

10.60 10.80 11.00 11.20

m/z  85.00   33.13%

10.60 10.80 11.00 11.20

m/z  41.00   27.12%

8270-BF020318.M Wed Feb 21 11:09:31 2018                                              Page: 7

Instrument :
BNA_F
ClientSampleId :
TP-2

Instrument :
BNA_F
ClientSampleId :
TP-2

Instrument :
BNA_F
ClientSampleId :
TP-2

Instrument :
BNA_F
ClientSampleId :
TP-2

Instrument :
BNA_F
ClientSampleId :
TP-2



                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
  Data File : BF102929.D                                          
  Acq On    : 12 Feb 2018  19:11
  Operator  : SJ/JU
  Sample    : J1517-15
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Trifluoroacetoxy hexadecane     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.88    3.36 ng         174099   Chrysene-d12               14.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 94
 3 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 94
 4 Behenic alcohol                     326 C22H46O        000661-19-8 93
 5 1-Heptacosanol                      396 C27H56O        002004-39-9 91

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2005 (13.880 min): BF102929.D (-2002) (-)
57

83

111

13939 191167

50 100 150 200 250 300 350

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57

97

12529
196 269154 22479 320251

50 100 150 200 250 300 350

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266196 294238

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194196: Octadecyl trifluoroacetate
57

97

125
29

154 29725222479 182 348279 328

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  55.00   90.82%

13.60 13.80 14.00 14.20

m/z  43.00   80.77%

13.60 13.80 14.00 14.20

m/z  83.05   75.36%

13.60 13.80 14.00 14.20

m/z  96.95   69.27%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
  Data File : BF102929.D                                          
  Acq On    : 12 Feb 2018  19:11
  Operator  : SJ/JU
  Sample    : J1517-15
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Eicosane                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.51    2.46 ng         121584   Perylene-d12               15.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 93
 2 Hexacosane                          366 C26H54         000630-01-3 90
 3 Octacosane                          394 C28H58         000630-02-4 87
 4 Hentriacontane                      437 C31H64         000630-04-6 87
 5 Pentacosane                         352 C25H52         000629-99-2 87
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
  Data File : BF102929.D                                          
  Acq On    : 12 Feb 2018  19:11
  Operator  : SJ/JU
  Sample    : J1517-15
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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...   2.19    20.3 ng    1287660  1   6.89 1267340  20.0
2-Pentanone, 4-hy...   5.13     2.9 ng     186427  1   6.89 1267340  20.0
unknown6.66            6.66    80.8 ng    5122610  1   6.89 1267340  20.0
Octane, 2,4,6-tri...  10.35     2.0 ng     159207  3   9.92 1553190  20.0
Pentadecane           10.82     3.1 ng     182669  4  11.41 1179720  20.0
Trifluoroacetoxy ...  13.88     3.4 ng     174099  5  14.05 1037790  20.0
Eicosane              16.51     2.5 ng     121584  6  15.54  988083  20.0
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