
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121619\
  Data File : BF118205.D                                          
  Acq On    : 16 Dec 2019  19:19
  Operator  : JU
  Sample    : K6258-01
  Misc      :  
  ALS Vial  : 7   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-BF120619.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   4.428   394  398  406 rBV   275325    344822   7.55%   1.343%
  2   5.063   500  506  509 rBV   602013    667561  14.62%   2.599%
  3   5.475   572  576  591 rBV   823037    860153  18.84%   3.349%
  4   6.486   745  748  766 rVB   572296    611501  13.39%   2.381%
  5   6.628   769  772  776 rBV  1924027   1774997  38.88%   6.912%
 
  6   6.863   808  812  818 rBV   728676    594781  13.03%   2.316%
  7   6.922   819  822  826 rVB    79864     60769   1.33%   0.237%
  8   7.022   835  839  842 rBV  2828310   2463735  53.96%   9.593%
  9   7.428   899  908  911 rBV  2050512   1882541  41.23%   7.330%
 10   8.151  1027 1031 1036 rBV   771794    700057  15.33%   2.726%
 
 11   9.227  1210 1214 1217 rBV  4496078   3823836  83.76%  14.889%
 12   9.622  1278 1281 1284 rBV   115843     99193   2.17%   0.386%
 13   9.910  1326 1330 1338 rVB  1101738    900898  19.73%   3.508%
 14  10.704  1461 1465 1472 rBV  2119943   1883039  41.25%   7.332%
 15  11.263  1557 1560 1562 rBV    73612     56297   1.23%   0.219%
 
 16  11.404  1580 1584 1590 rBV  1094037    935310  20.49%   3.642%
 17  11.927  1669 1673 1685 rBV   570346    573727  12.57%   2.234%
 18  12.633  1788 1793 1801 rBV10   29228     60969   1.34%   0.237%
 19  12.715  1803 1807 1817 rBV   270804    288808   6.33%   1.125%
 20  12.998  1850 1855 1858 rBV  5057220   4565484 100.00%  17.777%
 
 21  13.886  2003 2006 2015 rBV   258712    287225   6.29%   1.118%
 22  14.057  2031 2035 2043 rBV   979199    874350  19.15%   3.405%
 23  14.515  2109 2113 2118 rBV3   51056     72295   1.58%   0.282%
 24  14.827  2163 2166 2169 rVB    58604     55008   1.20%   0.214%
 25  14.904  2176 2179 2182 rBV    54289     55415   1.21%   0.216%
 
 26  15.168  2221 2224 2230 rVB    69667     77471   1.70%   0.302%
 27  15.545  2283 2288 2301 rVB   629288    927719  20.32%   3.612%
 28  16.004  2362 2366 2372 rBV    51747     74970   1.64%   0.292%
 29  16.062  2372 2376 2384 rVB8   29681     53895   1.18%   0.210%
 30  16.521  2448 2454 2458 rBV3   27844     54842   1.20%   0.214%
 
 
 
                        Sum of corrected areas:    25681668
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121619\
  Data File : BF118205.D                                          
  Acq On    : 16 Dec 2019  19:19
  Operator  : JU
  Sample    : K6258-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619.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\BF121619\
  Data File : BF118205.D                                          
  Acq On    : 16 Dec 2019  19:19
  Operator  : JU
  Sample    : K6258-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  3-Penten-2-one, 4-methyl-       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.43   11.59 ng         344822   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 91
 2 3-Hexen-2-one                        98 C6H10O         000763-93-9 91
 3 2-Pentene, 3,4-dimethyl-, (E)-       98 C7H14          004914-92-5 90
 4 Furan, 2-methoxy-                    98 C5H6O2         025414-22-6 83
 5 Cyclohexane, methyl-                 98 C7H14          000108-87-2 80

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 398 (4.428 min): BF118205.D (-394) (-)
8355

9843

38 49 67 7761

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3246: 3-Penten-2-one, 4-methyl-
8355

43
98

29

38 67 7749 61 89

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3169: 3-Hexen-2-one
83

55

43

98

29
6938 776349 9123

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3398: 2-Pentene, 3,4-dimethyl-, (E)-
8355

41 98

27 69
15 776349

4.00 4.20 4.40 4.60 4.80

m/z  83.00  100.00%

4.00 4.20 4.40 4.60 4.80

m/z  55.00   86.77%

4.00 4.20 4.40 4.60 4.80

m/z  98.00   38.90%

4.00 4.20 4.40 4.60 4.80

m/z  43.00   34.24%

4.00 4.20 4.40 4.60 4.80

m/z  39.00   26.29%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121619\
  Data File : BF118205.D                                          
  Acq On    : 16 Dec 2019  19:19
  Operator  : JU
  Sample    : K6258-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.06   22.45 ng         667561   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 

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

5000

m/z-->

Abundance Scan 505 (5.057 min): BF118205.D (-500) (-)
43

59

101

8351 71

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

59

15 10131 8351

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

5000

m/z-->

Abundance #4035: 2,3-Butanedione, monooxime
43

101

15 5828 8469

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

41

68
12650 142

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   63.55%

4.80 5.00 5.20 5.40

m/z 101.00   25.22%

4.80 5.00 5.20 5.40

m/z  58.10   15.49%

4.80 5.00 5.20 5.40

m/z  41.10    9.90%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121619\
  Data File : BF118205.D                                          
  Acq On    : 16 Dec 2019  19:19
  Operator  : JU
  Sample    : K6258-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.63                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.63   59.69 ng        1775000   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 25
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 3 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 772 (6.628 min): BF118205.D (-769) (-)
132

68

96
40 54 77 10587 115

40 60 80 100 120 140 160 180
0

5000

m/z-->

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

10533 44
7060 80 115

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

89 189158107

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14395: 1,3,5-Trifluorobenzene
132

8163
11210131 50 9272

6.20 6.40 6.60 6.80 7.00

m/z 131.95  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.05   37.66%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   32.79%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   25.75%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   16.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121619\
  Data File : BF118205.D                                          
  Acq On    : 16 Dec 2019  19:19
  Operator  : JU
  Sample    : K6258-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  1H-Pyrazole, 4,5-dihydro-4,...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.92    2.04 ng          60769   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Pyrazole, 4,5-dihydro-4,5-dim...  98 C5H10N2        028019-94-5 59
 2 1-Butene, 2,3,3-trimethyl-           98 C7H14          000594-56-9 53
 3 3-Hexen-2-one                        98 C6H10O         000763-93-9 52
 4 1H-1,2,4-Triazole, 3-methyl-         83 C3H5N3         007170-01-6 50
 5 1-Methyl-1H-1,2,4-triazole           83 C3H5N3         006086-21-1 50

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

5000

m/z-->

Abundance Scan 822 (6.922 min): BF118205.D (-819) (-)
83

43
55

98 127
69 152

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

5000

m/z-->

Abundance #3071: 1H-Pyrazole, 4,5-dihydro-4,5-dimethyl-
83

984228

56

69
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0

5000

m/z-->

Abundance #3388: 1-Butene, 2,3,3-trimethyl-
83

55

41

9829
15 671

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

5000

m/z-->

Abundance #3168: 3-Hexen-2-one
83

43 55

9829

15

6.60 6.80 7.00 7.20

m/z  83.10  100.00%

6.60 6.80 7.00 7.20

m/z  43.00   58.11%

6.60 6.80 7.00 7.20

m/z  55.05   45.20%

6.60 6.80 7.00 7.20

m/z  56.00   37.59%

6.60 6.80 7.00 7.20

m/z  41.05   32.96%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121619\
  Data File : BF118205.D                                          
  Acq On    : 16 Dec 2019  19:19
  Operator  : JU
  Sample    : K6258-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.93   12.27 ng         573727   Phenanthrene-d10           11.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 94
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 93
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 90
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 72

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

5000

m/z-->

Abundance Scan 1673 (11.927 min): BF118205.D (-1669) (-)
7343 60

129

97 213115 157 185171 256143 199 227

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343

129

97 115 213 256157 171185143 199 227241

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

5000

m/z-->

Abundance #72647: Tridecanoic acid
7360

43

129
29 17111587

214185143 157101

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343 60

129

29 87 199143 242115 185101 157 171 21315 226

11.60 11.80 12.00 12.20

m/z  73.00  100.00%

11.60 11.80 12.00 12.20

m/z  43.10   83.09%

11.60 11.80 12.00 12.20

m/z  60.00   81.29%

11.60 11.80 12.00 12.20

m/z  41.10   68.91%

11.60 11.80 12.00 12.20

m/z  55.05   67.88%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121619\
  Data File : BF118205.D                                          
  Acq On    : 16 Dec 2019  19:19
  Operator  : JU
  Sample    : K6258-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Octadecanoic acid               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.72    6.18 ng         288808   Phenanthrene-d10           11.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 81
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 74
 5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 72

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

5000

m/z-->

Abundance Scan 1808 (12.721 min): BF118205.D (-1803) (-)
7343

57

129
241185

97 284171111 143 199157 255213

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

5000

m/z-->

Abundance #131258: Octadecanoic acid
43 7357

129

97 284185 241115 17114327 199 227157 255269

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343

57

129

87 199143 242115 18527 157171
214

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
6043

129

83 97 115 213 256157171185143 227241

12.40 12.60 12.80 13.00

m/z  72.95  100.00%

12.40 12.60 12.80 13.00

m/z  43.05   86.81%

12.40 12.60 12.80 13.00

m/z  59.95   78.82%

12.40 12.60 12.80 13.00

m/z  55.10   73.76%

12.40 12.60 12.80 13.00

m/z  57.05   73.61%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121619\
  Data File : BF118205.D                                          
  Acq On    : 16 Dec 2019  19:19
  Operator  : JU
  Sample    : K6258-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Behenic alcohol                 Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.89    6.57 ng         287225   Chrysene-d12               14.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Behenic alcohol                     326 C22H46O        000661-19-8 95
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 3 n-Nonadecanol-1                     284 C19H40O        001454-84-8 95
 4 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 94
 5 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 92

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

5000

m/z-->

Abundance Scan 2007 (13.892 min): BF118205.D (-2003) (-)
57 83

41
111

139 168 193 224 280209

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

5000

m/z-->

Abundance #166292: Behenic alcohol
8355

111

29 139 167 280182 308210 238 264

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

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266182 294210 238

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

5000

m/z-->

Abundance #131391: n-Nonadecanol-1
8355

111

29 126 154 238182 266210

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  83.10   97.22%

13.60 13.80 14.00 14.20

m/z  43.05   95.47%

13.60 13.80 14.00 14.20
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121619\
  Data File : BF118205.D                                          
  Acq On    : 16 Dec 2019  19:19
  Operator  : JU
  Sample    : K6258-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619.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|
----------------------------------------------------------------------------
3-Penten-2-one, 4...   4.43    11.6 ng     344822  1   6.86  594781  20.0
2-Pentanone, 4-hy...   5.06    22.4 ng     667561  1   6.86  594781  20.0
unknown6.63            6.63    59.7 ng    1775000  1   6.86  594781  20.0
1H-Pyrazole, 4,5-...   6.92     2.0 ng      60769  1   6.86  594781  20.0
n-Hexadecanoic acid   11.93    12.3 ng     573727  4  11.40  935310  20.0
Octadecanoic acid     12.72     6.2 ng     288808  4  11.40  935310  20.0
Behenic alcohol       13.89     6.6 ng     287225  5  14.06  874350  20.0
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