
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112717\
  Data File : BF100882.D                                          
  Acq On    : 27 Nov 2017  10:51
  Operator  : SJ/JU
  Sample    : PB104481BL
  Misc      :  
  ALS Vial  : 4   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-BF110817.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   5.087   505  510  521 rBB    80633    105734   5.20%   0.655%
  2   5.481   572  577  580 rBV  1476956   1419393  69.75%   8.794%
  3   6.492   743  749  751 rBV  1323836   1463701  71.93%   9.068%
  4   6.628   767  772  775 rBV  1669924   1525105  74.95%   9.449%
  5   6.857   807  811  814 rBV   491891    387593  19.05%   2.401%
 
  6   7.016   833  838  841 rBV  1371726   1215291  59.72%   7.529%
  7   7.422   901  907  910 rBV  1004132    954968  46.93%   5.916%
  8   7.492   915  919  923 rBV    40142     31041   1.53%   0.192%
  9   8.139  1021 1029 1032 rBV   634169    532871  26.19%   3.301%
 10   9.216  1206 1212 1215 rBV  2207196   2004416  98.50%  12.418%
 
 11   9.245  1215 1217 1221 rVB    70117     53672   2.64%   0.333%
 12   9.286  1221 1224 1227 rBV    32242     25762   1.27%   0.160%
 13   9.351  1232 1235 1241 rVB    43423     40018   1.97%   0.248%
 14   9.604  1274 1278 1281 rBV   159957    130578   6.42%   0.809%
 15   9.816  1308 1314 1318 rVB    72575     67028   3.29%   0.415%
 
 16   9.892  1323 1327 1331 rBV   672977    622106  30.57%   3.854%
 17  10.286  1385 1394 1396 rBV2   40335     47430   2.33%   0.294%
 18  10.316  1396 1399 1402 rVB    72963     56307   2.77%   0.349%
 19  10.533  1430 1436 1439 rBV3   14987     22359   1.10%   0.139%
 20  10.686  1457 1462 1465 rBV  1285833   1197269  58.84%   7.418%
 
 21  10.786  1477 1479 1484 rVB    45895     41520   2.04%   0.257%
 22  11.380  1576 1580 1583 rBV   825816    674470  33.14%   4.179%
 23  11.898  1663 1668 1672 rBV    56190     58546   2.88%   0.363%
 24  12.680  1793 1801 1808 rBV2   42924     63157   3.10%   0.391%
 25  12.968  1845 1850 1853 rBV  2118809   2034916 100.00%  12.607%
 
 26  13.851  1996 2000 2003 rBV   129636    133883   6.58%   0.829%
 27  13.886  2003 2006 2011 rVB   185289    168231   8.27%   1.042%
 28  14.021  2025 2029 2032 rBV   651910    562787  27.66%   3.487%
 29  15.127  2209 2217 2218 rBV2   29026     49210   2.42%   0.305%
 30  15.492  2273 2279 2286 rBV   314247    410787  20.19%   2.545%
 
 31  16.968  2522 2530 2536 rBV9   14148     40856   2.01%   0.253%
 
 
                        Sum of corrected areas:    16141005
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112717\
  Data File : BF100882.D                                          
  Acq On    : 27 Nov 2017  10:51
  Operator  : SJ/JU
  Sample    : PB104481BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112717\
  Data File : BF100882.D                                          
  Acq On    : 27 Nov 2017  10:51
  Operator  : SJ/JU
  Sample    : PB104481BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.09    5.46 ng         105734   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 64
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 38
 4 3-Hexanol                           102 C6H14O         000623-37-0 33
 5 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 25
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0

5000

m/z-->

Abundance Scan 511 (5.092 min): BF100882.D (-505) (-)
43.0

59.1

101.1

83.0
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0

5000

m/z-->

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

59.0
101.027.0 83.051.0 69.0 91.0
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0

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 83.0
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0

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   59.93%

4.80 5.00 5.20 5.40

m/z 101.10   20.80%

4.80 5.00 5.20 5.40

m/z  58.00   13.19%

4.80 5.00 5.20 5.40

m/z  41.10    8.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112717\
  Data File : BF100882.D                                          
  Acq On    : 27 Nov 2017  10:51
  Operator  : SJ/JU
  Sample    : PB104481BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.63                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.63   78.70 ng        1525110   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 
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m/z-->

Abundance Scan 772 (6.628 min): BF100882.D (-767) (-)
132.0
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115.0
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
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Abundance #14491: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0
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5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   39.18%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   31.82%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   24.44%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   15.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112717\
  Data File : BF100882.D                                          
  Acq On    : 27 Nov 2017  10:51
  Operator  : SJ/JU
  Sample    : PB104481BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexadecane                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.82    2.15 ng          67028   Acenaphthene-d10            9.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 86
 2 Tetradecane                         198 C14H30         000629-59-4 72
 3 Decane, 2,3,6-trimethyl-            184 C13H28         062238-12-4 64
 4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 64
 5 Tetradecane, 1-iodo-                324 C14H29I        019218-94-1 64
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0

5000

m/z-->

Abundance Scan 1315 (9.822 min): BF100882.D (-1308) (-)
57.0

85.1

39.0 151.0127.1
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m/z-->

Abundance #83025: Hexadecane
57.0

85.0
29.0

113.0 141.0 169.0 226.0197.0
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Abundance #59881: Tetradecane
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Abundance #48886: Decane, 2,3,6-trimethyl-
43.0

71.0

141.099.0
22.0

9.60 9.80 10.00 10.20

m/z  57.05  100.00%

9.60 9.80 10.00 10.20

m/z  43.05   71.41%

9.60 9.80 10.00 10.20

m/z  71.10   57.61%

9.60 9.80 10.00 10.20

m/z  85.10   43.55%

9.60 9.80 10.00 10.20

m/z  41.10   36.98%

8270-BF110817.M Tue Nov 28 10:43:42 2017                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
PB104481BL



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112717\
  Data File : BF100882.D                                          
  Acq On    : 27 Nov 2017  10:51
  Operator  : SJ/JU
  Sample    : PB104481BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heptafluorobutyric acid, n-...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.85    4.76 ng         133883   Chrysene-d12               14.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptafluorobutyric acid, n-tetra... 410 C18H29F7O2     007365-36-8 90
 2 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 90
 3 1-Heneicosanol                      312 C21H44O        015594-90-8 90
 4 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 87
 5 Behenic alcohol                     326 C22H46O        000661-19-8 81

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2000 (13.851 min): BF100882.D (-1996) (-)
105.057.0

163.1

206.9

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0

97.0

169.0
126.027.0 241.0 392.0199.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0

83.0

125.0
182.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0

97.0

139.0 266.0182.0 224.019.0

13.60 13.80 14.00 14.20

m/z 104.95  100.00%

13.60 13.80 14.00 14.20

m/z  57.05   98.02%

13.60 13.80 14.00 14.20

m/z  43.10   95.73%

13.60 13.80 14.00 14.20

m/z  55.05   92.50%

13.60 13.80 14.00 14.20

m/z  83.05   83.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112717\
  Data File : BF100882.D                                          
  Acq On    : 27 Nov 2017  10:51
  Operator  : SJ/JU
  Sample    : PB104481BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1,3-Dioxolane, 2-(methoxyme...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.89    5.98 ng         168231   Chrysene-d12               14.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H14O3       1000156-71-2 83
 2 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4      1000368-22-4 78
 3 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H30O8       1000366-97-0 64
 4 2-(2-Carboxyvinyl)pyridine, trans   149 C8H7NO2        007340-22-9 58
 5 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5      1000368-92-7 56
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Abundance Scan 2007 (13.892 min): BF100882.D (-2003) (-)
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Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
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Abundance #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0

105.0

77.0

51.0
178.027.0
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0

5000

m/z-->

Abundance #226200: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzoate
105.0 149.0

77.0

51.0 175.028.0 209.0 236.0 267.0

13.60 13.80 14.00 14.20

m/z 105.00  100.00%

13.60 13.80 14.00 14.20

m/z 149.05   99.01%

13.60 13.80 14.00 14.20

m/z  77.00   30.80%

13.60 13.80 14.00 14.20

m/z  51.00   10.56%

13.60 13.80 14.00 14.20

m/z 150.00    9.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112717\
  Data File : BF100882.D                                          
  Acq On    : 27 Nov 2017  10:51
  Operator  : SJ/JU
  Sample    : PB104481BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Tritetracontane                 Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.13    2.40 ng          49210   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tritetracontane                     605 C43H88         007098-21-7 72
 2 10-Methylnonadecane                 282 C20H42         056862-62-5 64
 3 Undecane, 3,9-dimethyl-             184 C13H28         017301-31-4 64
 4 Octacosane                          394 C28H58         000630-02-4 59
 5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 59
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0

5000

m/z-->

Abundance Scan 2218 (15.133 min): BF100882.D (-2209) (-)
57.0

113.1
197.0 281.0

50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #241174: Tritetracontane
57.0

111.0 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0
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0

5000

m/z-->

Abundance #129494: 10-Methylnonadecane
57.0

154.0

267.0
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0

5000

m/z-->

Abundance #48874: Undecane, 3,9-dimethyl-
57.0

155.0

14.80 15.00 15.20 15.40

m/z  57.05  100.00%

14.80 15.00 15.20 15.40

m/z  71.05   72.29%

14.80 15.00 15.20 15.40

m/z  43.05   58.14%

14.80 15.00 15.20 15.40

m/z  85.05   55.62%

14.80 15.00 15.20 15.40

m/z  55.00   24.79%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112717\
  Data File : BF100882.D                                          
  Acq On    : 27 Nov 2017  10:51
  Operator  : SJ/JU
  Sample    : PB104481BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.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...   5.09     5.5 ng     105734  1   6.86  387593  20.0
unknown6.63            6.63    78.7 ng    1525110  1   6.86  387593  20.0
Hexadecane             9.82     2.1 ng      67028  3   9.89  622106  20.0
Heptafluorobutyri...  13.85     4.8 ng     133883  5  14.02  562787  20.0
1,3-Dioxolane, 2-...  13.89     6.0 ng     168231  5  14.02  562787  20.0
Tritetracontane       15.13     2.4 ng      49210  6  15.49  410787  20.0
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