
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111919\
  Data File : BF117866.D                                          
  Acq On    : 19 Nov 2019  18:20
  Operator  : JU
  Sample    : K5904-14
  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-BF111319.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   2.222    15   23   30 rVB   869229   1176347  17.72%   2.084%
  2   5.140   510  519  527 rBV   793550   1073870  16.18%   1.903%
  3   5.534   580  586  589 rBV  5195816   5359514  80.76%   9.497%
  4   6.539   751  757  761 rBV  5073538   5984956  90.18%  10.605%
  5   6.687   777  782  785 rBV  5953369   5911690  89.08%  10.475%
 
  6   6.734   788  790  804 rVB    83656     95364   1.44%   0.169%
  7   6.916   817  821  824 rBV  1618803   1262152  19.02%   2.236%
  8   7.075   843  848  851 rBV  5427507   4677097  70.47%   8.287%
  9   7.481   911  917  920 rBV  3529379   3691153  55.62%   6.540%
 10   8.204  1035 1040 1043 rBV  1735570   1647751  24.83%   2.920%
 
 11   9.280  1218 1223 1226 rBV  6810005   6636734 100.00%  11.760%
 12   9.675  1286 1290 1293 rBV   450062    407995   6.15%   0.723%
 13   9.963  1335 1339 1343 rBV  2226555   1879840  28.32%   3.331%
 14  10.757  1469 1474 1477 rBV  4288972   3836272  57.80%   6.798%
 15  10.857  1487 1491 1502 rVB    76001     88599   1.33%   0.157%
 
 16  11.457  1589 1593 1595 rBV  2294705   1843791  27.78%   3.267%
 17  11.480  1595 1597 1600 rVV   191176    154112   2.32%   0.273%
 18  11.522  1600 1604 1610 rVB3  169731    150670   2.27%   0.267%
 19  11.974  1674 1681 1685 rBV4   56077    105140   1.58%   0.186%
 20  12.669  1796 1799 1803 rBV   167666    159828   2.41%   0.283%
 
 21  12.904  1834 1839 1843 rVB   136994    144701   2.18%   0.256%
 22  13.051  1859 1864 1867 rBV  6131554   6127889  92.33%  10.858%
 23  13.963  2013 2019 2035 rBV5  141421    452927   6.82%   0.803%
 24  14.104  2035 2043 2046 rBV  1594998   1437091  21.65%   2.546%
 25  14.568  2118 2122 2126 rBV    91069     98081   1.48%   0.174%
 
 26  14.886  2172 2176 2182 rBV   116462    129806   1.96%   0.230%
 27  15.162  2219 2223 2226 rBV2   47063     72623   1.09%   0.129%
 28  15.245  2232 2237 2240 rBV   119366    146149   2.20%   0.259%
 29  15.609  2293 2299 2303 rBV  1092753   1366142  20.58%   2.421%
 30  15.645  2303 2305 2309 rVB   118111    126716   1.91%   0.225%
 
 31  16.104  2378 2383 2390 rBV    72336    119305   1.80%   0.211%
 32  16.639  2469 2474 2479 rBV2   38590     72067   1.09%   0.128%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111919\
  Data File : BF117866.D                                          
  Acq On    : 19 Nov 2019  18:20
  Operator  : JU
  Sample    : K5904-14
  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-BF111319.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:    56436372
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111919\
  Data File : BF117866.D                                          
  Acq On    : 19 Nov 2019  18:20
  Operator  : JU
  Sample    : K5904-14
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
0

1000000

2000000

3000000

4000000

5000000

6000000

Time-->

Abundance TIC: BF117866.D

  2.22   5.14

  5.53   6.54

  6.69

  6.73

  6.92

  7.07

  7.48

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
0

1000000

2000000

3000000

4000000

5000000

6000000

Time-->

Abundance TIC: BF117866.D

  8.20

  9.28

  9.67

  9.96

 10.76

 10.86

 11.46

 11.48 11.52  11.97  12.67 12.90

 13.05

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
0

1000000

2000000

3000000

4000000

5000000

6000000

Time-->

Abundance TIC: BF117866.D

 13.96

 14.10

 14.57  14.89  15.16 15.24

 15.61

 15.64  16.10  16.64

8270-BF111319.M Wed Nov 20 16:58:01 2019                                              Page: 3

Instrument :
BNA_F
ClientSampleId :
12-(2-4)



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111919\
  Data File : BF117866.D                                          
  Acq On    : 19 Nov 2019  18:20
  Operator  : JU
  Sample    : K5904-14
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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.
---------------------------------------------------------------------
  2.22   18.64 ng        1176350   1,4-Dichlorobenzene-d4      6.92

 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 50
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 25
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12
 5 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 10

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 23 (2.222 min): BF117866.D (-15) (-)
73

43
8755

38 50 67

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

675035 80

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73

8741 55

29

15 67 97

10 20 30 40 50 60 70 80 90 100
0

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   38.10%

2.20 2.30 2.40 2.50 2.60

m/z  87.10   25.60%

2.20 2.30 2.40 2.50 2.60

m/z  55.00   25.56%

2.20 2.30 2.40 2.50 2.60

m/z  41.00   12.53%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111919\
  Data File : BF117866.D                                          
  Acq On    : 19 Nov 2019  18:20
  Operator  : JU
  Sample    : K5904-14
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.14   17.02 ng        1073870   1,4-Dichlorobenzene-d4      6.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 4 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 5 Butane                               58 C4H10          000106-97-8 9 
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Abundance Scan 519 (5.140 min): BF117866.D (-510) (-)
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
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Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
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5000

m/z-->

Abundance #4083: Morpholine, 4-methyl-
43
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71
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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   57.77%

4.80 5.00 5.20 5.40

m/z 101.00   21.94%

4.80 5.00 5.20 5.40

m/z  58.00   16.10%

4.80 5.00 5.20 5.40

m/z  41.00    9.28%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111919\
  Data File : BF117866.D                                          
  Acq On    : 19 Nov 2019  18:20
  Operator  : JU
  Sample    : K5904-14
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.69                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.69   93.68 ng        5911690   1,4-Dichlorobenzene-d4      6.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
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0

5000

m/z-->

Abundance Scan 783 (6.692 min): BF117866.D (-777) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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5000
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Abundance #52379: Tranylcypromine-propionyl
13257

74
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98

189158

6.40 6.60 6.80 7.00

m/z 131.95  100.00%

6.40 6.60 6.80 7.00

m/z 134.00   34.87%

6.40 6.60 6.80 7.00

m/z  67.95   30.33%

6.40 6.60 6.80 7.00

m/z  65.95   19.99%

6.40 6.60 6.80 7.00

m/z 131.00   14.56%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111919\
  Data File : BF117866.D                                          
  Acq On    : 19 Nov 2019  18:20
  Operator  : JU
  Sample    : K5904-14
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  E-15-Heptadecenal               Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.96    6.30 ng         452927   Chrysene-d12               14.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 E-15-Heptadecenal                   252 C17H32O        1000130-97-9 97
 2 Cyclopentadecane                    210 C15H30         000295-48-7 96
 3 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 4 n-Tetracosanol-1                    354 C24H50O        000506-51-4 95
 5 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 95
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0

5000

m/z-->

Abundance Scan 2019 (13.963 min): BF117866.D (-2013) (-)
55 83
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5000
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Abundance #104157: E-15-Heptadecenal
43
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111
67

126 252154 224182 209
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5000
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Abundance #69584: Cyclopentadecane
5541
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210126 182153
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0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

41
111

139154 266182 294210 23826

13.60 13.80 14.00 14.20

m/z  54.95  100.00%

13.60 13.80 14.00 14.20

m/z  57.00   98.46%

13.60 13.80 14.00 14.20

m/z  43.05   97.44%

13.60 13.80 14.00 14.20

m/z  83.00   94.27%

13.60 13.80 14.00 14.20

m/z  97.05   85.17%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111919\
  Data File : BF117866.D                                          
  Acq On    : 19 Nov 2019  18:20
  Operator  : JU
  Sample    : K5904-14
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Nonadecane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.24    2.14 ng         146149   Perylene-d12               15.61

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 93
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 90
 3 Heneicosane                         296 C21H44         000629-94-7 90
 4 Triacontane                         422 C30H62         000638-68-6 90
 5 Docosane                            310 C22H46         000629-97-0 87
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Abundance Scan 2236 (15.239 min): BF117866.D (-2232) (-)
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Abundance #117636: Nonadecane
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Abundance #215181: 2-methyloctacosane
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Abundance #141426: Heneicosane
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15.00 15.20 15.40 15.60

m/z  57.00  100.00%

15.00 15.20 15.40 15.60

m/z  71.05   68.46%

15.00 15.20 15.40 15.60

m/z  43.00   63.33%

15.00 15.20 15.40 15.60

m/z  85.05   48.16%

15.00 15.20 15.40 15.60

m/z  41.00   23.12%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111919\
  Data File : BF117866.D                                          
  Acq On    : 19 Nov 2019  18:20
  Operator  : JU
  Sample    : K5904-14
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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...   2.22    18.6 ng    1176350  1   6.92 1262150  20.0
2-Pentanone, 4-hy...   5.14    17.0 ng    1073870  1   6.92 1262150  20.0
unknown6.69            6.69    93.7 ng    5911690  1   6.92 1262150  20.0
E-15-Heptadecenal     13.96     6.3 ng     452927  5  14.10 1437090  20.0
Nonadecane            15.24     2.1 ng     146149  6  15.61 1366140  20.0
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