
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030718\
  Data File : BF103501.D                                          
  Acq On    :  7 Mar 2018  15:21
  Operator  : SJ/JU
  Sample    : J1699-65
  Misc      :  
  ALS Vial  : 12   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-BF022218.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   2.140     4    9   19 rVB   196404    299984   9.74%   1.102%
  2   5.104   509  513  525 rBV    61202    107910   3.50%   0.396%
  3   5.492   575  579  604 rBV  2001805   2990361  97.07%  10.983%
  4   6.498   747  750  770 rBV  2069270   3047385  98.92%  11.193%
  5   6.633   770  773  798 rVB  2633794   3070020  99.65%  11.276%
 
  6   6.863   809  812  828 rBV   689623    840705  27.29%   3.088%
  7   7.016   835  838  864 rVB  1990547   2234794  72.54%   8.208%
  8   7.433   905  909  933 rBV  1408911   2082843  67.61%   7.650%
  9   8.151  1027 1031 1055 rBV   757988   1198945  38.92%   4.404%
 10   9.222  1209 1213 1223 rBV  2836106   3080656 100.00%  11.315%
 
 11   9.292  1223 1225 1230 rVB    32304     37308   1.21%   0.137%
 12   9.622  1275 1281 1286 rBV   116428    140810   4.57%   0.517%
 13   9.822  1311 1315 1319 rBV    78990     68172   2.21%   0.250%
 14   9.904  1325 1329 1343 rBV  1041483   1163133  37.76%   4.272%
 15  10.316  1396 1399 1402 rVB   100904     80441   2.61%   0.295%
 
 16  10.539  1432 1437 1439 rBV    26913     35740   1.16%   0.131%
 17  10.704  1461 1465 1477 rBV  1204964   1594848  51.77%   5.858%
 18  10.792  1477 1480 1485 rVB    90739     94991   3.08%   0.349%
 19  11.239  1553 1556 1559 rBV    39261     35545   1.15%   0.131%
 20  11.404  1580 1584 1597 rBV   857967    993529  32.25%   3.649%
 
 21  11.768  1643 1646 1650 rBV   179267    141169   4.58%   0.519%
 22  12.457  1760 1763 1765 rBV   178774    170133   5.52%   0.625%
 23  12.480  1765 1767 1775 rVV   330530    320808  10.41%   1.178%
 24  12.563  1778 1781 1785 rVB    88154     74020   2.40%   0.272%
 25  12.986  1848 1853 1864 rBV  2020905   1992925  64.69%   7.320%
 
 26  13.862  1999 2002 2010 rBV    89132    128453   4.17%   0.472%
 27  14.057  2031 2035 2044 rBV   605544    654531  21.25%   2.404%
 28  15.562  2287 2291 2301 rVB2  334005    545976  17.72%   2.005%
 
 
                        Sum of corrected areas:    27226135
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030718\
  Data File : BF103501.D                                          
  Acq On    :  7 Mar 2018  15:21
  Operator  : SJ/JU
  Sample    : J1699-65
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.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\BF030718\
  Data File : BF103501.D                                          
  Acq On    :  7 Mar 2018  15:21
  Operator  : SJ/JU
  Sample    : J1699-65
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.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.
---------------------------------------------------------------------
  2.14    7.14 ng         299984   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 35
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 17
 4 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 
 5 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 

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

5000

m/z-->

Abundance Scan 9 (2.140 min): BF103501.D (-4) (-)
73

43
55 87

67 8137

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

5000

m/z-->

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

43 55 87
29

6735 80

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

5000

m/z-->

Abundance #1995: Silane, tetramethyl-
73

432915 53 59 88662 36

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

5000

m/z-->

Abundance #4436: Pentane, 3-methoxy-
73

45

29 5539 10167

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   40.76%

2.20 2.30 2.40 2.50 2.60

m/z  55.00   30.45%

2.20 2.30 2.40 2.50 2.60

m/z  87.00   25.81%

2.20 2.30 2.40 2.50 2.60

m/z  41.00   12.81%

8270-BF022218.M Thu Mar 08 10:25:56 2018                                              Page: 3

Instrument :
BNA_F
ClientSampleId :
B19



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030718\
  Data File : BF103501.D                                          
  Acq On    :  7 Mar 2018  15:21
  Operator  : SJ/JU
  Sample    : J1699-65
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown5.10                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.10    2.57 ng         107910   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,2-Butanediol                       90 C4H10O2        000584-03-2 37
 2 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 33
 3 3-Pentanol, 2-methyl-               102 C6H14O         000565-67-3 9 
 4 2-Pentanol, 2,3-dimethyl-           116 C7H16O         004911-70-0 9 
 5 3-Pentanol                           88 C5H12O         000584-02-1 9 

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

5000

m/z-->

Abundance Scan 512 (5.098 min): BF103501.D (-509) (-)
43
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8367
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m/z-->

Abundance #2294: 1,2-Butanediol
5931

41

15
53 714725 89
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m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8337 5325
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0

5000

m/z-->

Abundance #4460: 3-Pentanol, 2-methyl-
59

73

31 41

53 85 10167

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   56.90%

4.80 5.00 5.20 5.40

m/z 101.00   17.63%

4.80 5.00 5.20 5.40

m/z  58.00   16.37%

4.80 5.00 5.20 5.40

m/z  40.95    6.99%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030718\
  Data File : BF103501.D                                          
  Acq On    :  7 Mar 2018  15:21
  Operator  : SJ/JU
  Sample    : J1699-65
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.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  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.63   73.03 ng        3070020   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 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

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

5000

m/z-->

Abundance Scan 772 (6.628 min): BF103501.D (-770) (-)
132

68

9640 54 75 10447 61 87 115
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5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38
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5000

m/z-->

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

1059733 44
70 786051 86 115
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0

5000

m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

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  68.00   48.33%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   32.96%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   31.50%

6.20 6.40 6.60 6.80 7.00

m/z  69.00   18.97%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030718\
  Data File : BF103501.D                                          
  Acq On    :  7 Mar 2018  15:21
  Operator  : SJ/JU
  Sample    : J1699-65
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Hexadecanoic acid, methyl e...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.77    2.84 ng         141169   Phenanthrene-d10           11.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, methyl ester     270 C17H34O2       000112-39-0 97
 2 Pentadecanoic acid, 14-methyl-, ... 270 C17H34O2       005129-60-2 91
 3 Methyl tetradecanoate               242 C15H30O2       000124-10-7 90
 4 Dodecanoic acid, methyl ester       214 C13H26O2       000111-82-0 90
 5 Pentadecanoic acid, methyl ester    256 C16H32O2       007132-64-1 90

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

5000

m/z-->

Abundance Scan 1646 (11.768 min): BF103501.D (-1643) (-)
74
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12988 227185171115 199157 241213 270

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

5000

m/z-->

Abundance #119400: Hexadecanoic acid, methyl ester
74

43
14357

227 2701299729 185171 199115 241157 21315

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

5000

m/z-->

Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74

43

5729 14397 129 227 270185111 199171 213157 241

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

5000

m/z-->

Abundance #95861: Methyl tetradecanoate
74

43
29 57 14315 199 24288 129 157 185111 213171

11.40 11.60 11.80 12.00

m/z  74.00  100.00%

11.40 11.60 11.80 12.00

m/z  87.00   67.43%

11.40 11.60 11.80 12.00

m/z  43.00   36.40%

11.40 11.60 11.80 12.00

m/z  55.00   29.98%

11.40 11.60 11.80 12.00

m/z  41.00   26.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030718\
  Data File : BF103501.D                                          
  Acq On    :  7 Mar 2018  15:21
  Operator  : SJ/JU
  Sample    : J1699-65
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  9,12-Octadecadienoic acid, ...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.46    3.42 ng         170133   Phenanthrene-d10           11.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9,12-Octadecadienoic acid, methy... 294 C19H34O2       002566-97-4 93
 2 2-Chloroethyl linoleate             342 C20H35ClO2     025525-76-2 90
 3 Bicyclo[2.2.2]octane, 2-methyl-     124 C9H16          000766-53-0 87
 4 11,14-Eicosadienoic acid, methyl... 322 C21H38O2       002463-02-7 76
 5 7-Hexadecyne                        222 C16H30         074685-28-2 72
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m/z-->

Abundance Scan 1764 (12.463 min): BF103501.D (-1760) (-)
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40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
6741
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Abundance #178355: 2-Chloroethyl linoleate
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40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl-
67 95

124

41

12.20 12.40 12.60 12.80

m/z  66.95  100.00%

12.20 12.40 12.60 12.80

m/z  80.95   88.63%

12.20 12.40 12.60 12.80

m/z  55.00   78.18%

12.20 12.40 12.60 12.80

m/z  94.95   57.86%

12.20 12.40 12.60 12.80

m/z  40.95   57.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030718\
  Data File : BF103501.D                                          
  Acq On    :  7 Mar 2018  15:21
  Operator  : SJ/JU
  Sample    : J1699-65
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  9-Octadecenoic acid (Z)-, m...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.48    6.46 ng         320808   Phenanthrene-d10           11.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenoic acid (Z)-, methyl... 296 C19H36O2       000112-62-9 95
 2 10-Octadecenoic acid, methyl ester  296 C19H36O2       013481-95-3 91
 3 13-Octadecenoic acid, methyl ester  296 C19H36O2       056554-47-3 91
 4 14-Octadecenoic acid, methyl ester  296 C19H36O2       056554-48-4 91
 5 9-Hexadecenoic acid, methyl este... 268 C17H32O2       001120-25-8 87

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

5000

m/z-->

Abundance Scan 1767 (12.480 min): BF103501.D (-1765) (-)
55

69
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12339 264180137152 222208
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0

5000

m/z-->

Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55

69

83
9829

123137 180 264222152 296207 236 278
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0

5000

m/z-->

Abundance #141285: 10-Octadecenoic acid, methyl ester
55

69
83

29 98 264
123 222180137152 296236207 278

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

5000

m/z-->

Abundance #141292: 13-Octadecenoic acid, methyl ester
55

69
83

26498
222123 180137152 296207 236 278

12.20 12.40 12.60 12.80

m/z  55.00  100.00%

12.20 12.40 12.60 12.80

m/z  41.00   64.83%

12.20 12.40 12.60 12.80

m/z  69.00   62.17%

12.20 12.40 12.60 12.80

m/z  74.00   58.84%

12.20 12.40 12.60 12.80

m/z  43.00   50.53%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030718\
  Data File : BF103501.D                                          
  Acq On    :  7 Mar 2018  15:21
  Operator  : SJ/JU
  Sample    : J1699-65
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  1-Heneicosanol                  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.86    3.93 ng         128453   Chrysene-d12               14.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 2 Behenic alcohol                     326 C22H46O        000661-19-8 93
 3 1-Docosene                          308 C22H44         001599-67-3 91
 4 Octacosanol                         410 C28H58O        000557-61-9 91
 5 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91

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

5000

m/z-->

Abundance Scan 2002 (13.862 min): BF103501.D (-1999) (-)
57 83

41
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139 167 207
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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 #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 #151538: 1-Docosene
55

97

71
29

125
153168 30814

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  43.00   90.04%

13.60 13.80 14.00 14.20

m/z  83.00   82.61%

13.60 13.80 14.00 14.20

m/z  55.00   81.08%

13.60 13.80 14.00 14.20

m/z  69.00   65.16%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030718\
  Data File : BF103501.D                                          
  Acq On    :  7 Mar 2018  15:21
  Operator  : SJ/JU
  Sample    : J1699-65
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.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...   2.14     7.1 ng     299984  1   6.86  840705  20.0
unknown5.10            5.10     2.6 ng     107910  1   6.86  840705  20.0
unknown6.63            6.63    73.0 ng    3070020  1   6.86  840705  20.0
Hexadecanoic acid...  11.77     2.8 ng     141169  4  11.40  993529  20.0
9,12-Octadecadien...  12.46     3.4 ng     170133  4  11.40  993529  20.0
9-Octadecenoic ac...  12.48     6.5 ng     320808  4  11.40  993529  20.0
1-Heneicosanol        13.86     3.9 ng     128453  5  14.06  654531  20.0
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