
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112319\
  Data File : BF117964.D                                          
  Acq On    : 23 Nov 2019  18:42
  Operator  : JU
  Sample    : K5951-03
  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   2.175    10   15   39 rVB   825494   1269954  26.67%   3.640%
  2   5.116   510  515  524 rVB   518286    673339  14.14%   1.930%
  3   5.516   578  583  586 rBV  3028228   3100284  65.11%   8.886%
  4   6.528   749  755  758 rBV  3093413   3081233  64.71%   8.831%
  5   6.669   775  779  783 rBV  3612580   3589934  75.40%  10.289%
 
  6   6.904   815  819  822 rBV   742035    648128  13.61%   1.858%
  7   7.063   841  846  849 rBV  2586242   2405996  50.53%   6.896%
  8   7.463   909  914  917 rBV  1927666   1849168  38.84%   5.300%
  9   8.186  1034 1037 1041 rBV   953571    826614  17.36%   2.369%
 10   9.269  1216 1221 1224 rBV  4037809   3542773  74.41%  10.154%
 
 11   9.663  1284 1288 1296 rBV   427491    385525   8.10%   1.105%
 12   9.951  1333 1337 1348 rVB  1226880   1015792  21.33%   2.911%
 13  10.745  1467 1472 1475 rBV  3118090   3020178  63.43%   8.656%
 14  11.445  1587 1591 1598 rBV  1390722   1276846  26.82%   3.660%
 15  11.510  1599 1602 1606 rVB3   64761     55027   1.16%   0.158%
 
 16  11.963  1676 1679 1688 rBV   327809    355828   7.47%   1.020%
 17  12.751  1810 1813 1822 rBV    84722    102856   2.16%   0.295%
 18  13.039  1857 1862 1865 rBV  4978681   4761340 100.00%  13.647%
 19  13.927  2009 2013 2023 rBV   245482    346408   7.28%   0.993%
 20  14.092  2037 2041 2045 rBV  1463662   1282251  26.93%   3.675%
 
 21  14.556  2116 2120 2124 rBV2   52259     60328   1.27%   0.173%
 22  14.874  2167 2174 2177 rBV    55322     79216   1.66%   0.227%
 23  15.221  2229 2233 2238 rBV2   56676     70571   1.48%   0.202%
 24  15.592  2290 2296 2309 rBV   719256   1017222  21.36%   2.915%
 25  16.074  2373 2378 2383 rBV2   47741     73466   1.54%   0.211%
 
 
 
                        Sum of corrected areas:    34890277
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112319\
  Data File : BF117964.D                                          
  Acq On    : 23 Nov 2019  18:42
  Operator  : JU
  Sample    : K5951-03
  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

Time-->

Abundance TIC: BF117964.D

  2.17
  5.12

  5.52   6.53

  6.67

  6.90

  7.06

  7.46

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

Time-->

Abundance TIC: BF117964.D

  8.19

  9.27

  9.66

  9.95

 10.74

 11.44

 11.51
 11.96

 12.75

 13.04

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

Time-->

Abundance TIC: BF117964.D

 13.93

 14.09

 14.56  14.87  15.22

 15.59

 16.07

8270-BF111319.M Mon Nov 25 17:02:11 2019                                              Page: 2

Instrument :
BNA_F
ClientSampleId :
IRONBOUND-8FT



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112319\
  Data File : BF117964.D                                          
  Acq On    : 23 Nov 2019  18:42
  Operator  : JU
  Sample    : K5951-03
  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.
---------------------------------------------------------------------
  2.17   39.19 ng        1269950   1,4-Dichlorobenzene-d4      6.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 39
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 25
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 23
 5 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 17
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Abundance Scan 14 (2.169 min): BF117964.D (-10) (-)
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Abundance #2051: 1,3-Dioxolane, 2-methyl-
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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   36.81%

2.20 2.30 2.40 2.50 2.60

m/z  87.05   25.41%

2.20 2.30 2.40 2.50 2.60

m/z  55.00   25.22%

2.20 2.30 2.40 2.50 2.60

m/z  41.00   12.06%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112319\
  Data File : BF117964.D                                          
  Acq On    : 23 Nov 2019  18:42
  Operator  : JU
  Sample    : K5951-03
  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.
---------------------------------------------------------------------
  5.12   20.78 ng         673339   1,4-Dichlorobenzene-d4      6.90

 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 17
 3 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 4 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
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Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Abundance #4076: Morpholine, 4-methyl-
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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   62.93%

4.80 5.00 5.20 5.40

m/z 101.00   24.23%

4.80 5.00 5.20 5.40

m/z  58.00   15.76%

4.80 5.00 5.20 5.40

m/z  40.95    8.63%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112319\
  Data File : BF117964.D                                          
  Acq On    : 23 Nov 2019  18:42
  Operator  : JU
  Sample    : K5951-03
  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  unknown6.67                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.67  110.78 ng        3589930   1,4-Dichlorobenzene-d4      6.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 779 (6.669 min): BF117964.D (-775) (-)
132

68

96
40 54 77 10587 115

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

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

67

41 97
53 117

79
10688

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

89 189158107

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132

117

91
39 51 65 77 10527

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   38.85%

6.40 6.60 6.80 7.00

m/z 134.00   32.53%

6.40 6.60 6.80 7.00

m/z  66.00   26.28%

6.40 6.60 6.80 7.00

m/z  69.10   16.62%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112319\
  Data File : BF117964.D                                          
  Acq On    : 23 Nov 2019  18:42
  Operator  : JU
  Sample    : K5951-03
  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  5  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.96    5.57 ng         355828   Phenanthrene-d10           11.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 93
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 91
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 74
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 58
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Abundance #72646: Tridecanoic acid
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11.60 11.80 12.00 12.20

m/z  73.00  100.00%

11.60 11.80 12.00 12.20

m/z  43.00   85.91%

11.60 11.80 12.00 12.20

m/z  60.00   81.60%

11.60 11.80 12.00 12.20

m/z  41.00   71.82%

11.60 11.80 12.00 12.20

m/z  57.00   69.39%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112319\
  Data File : BF117964.D                                          
  Acq On    : 23 Nov 2019  18:42
  Operator  : JU
  Sample    : K5951-03
  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  Behenic alcohol                 Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.93    5.40 ng         346408   Chrysene-d12               14.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Behenic alcohol                     326 C22H46O        000661-19-8 95
 2 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 95
 3 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 4 n-Nonadecanol-1                     284 C19H40O        001454-84-8 95
 5 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 94
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13.60 13.80 14.00 14.20

m/z  43.05  100.00%

13.60 13.80 14.00 14.20

m/z  55.00   98.86%

13.60 13.80 14.00 14.20

m/z  57.00   98.85%

13.60 13.80 14.00 14.20

m/z  83.10   94.46%

13.60 13.80 14.00 14.20

m/z  97.05   85.83%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112319\
  Data File : BF117964.D                                          
  Acq On    : 23 Nov 2019  18:42
  Operator  : JU
  Sample    : K5951-03
  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...   2.17    39.2 ng    1269950  1   6.90  648128  20.0
2-Pentanone, 4-hy...   5.12    20.8 ng     673339  1   6.90  648128  20.0
unknown6.67            6.67   110.8 ng    3589930  1   6.90  648128  20.0
n-Hexadecanoic acid   11.96     5.6 ng     355828  4  11.44 1276850  20.0
Behenic alcohol       13.93     5.4 ng     346408  5  14.09 1282250  20.0
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