
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010319\
  Data File : BF111839.D                                          
  Acq On    :  3 Jan 2019  23:32
  Operator  : JU/SJ
  Sample    : K1019-07
  Misc      :  
  ALS Vial  : 24   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-BF121918.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   2.216    15   22   27 rBV   119747    163495   2.29%   0.291%
  2   3.451   229  232  240 rBV    59133    108288   1.51%   0.193%
  3   5.134   513  518  525 rBV   290914    378388   5.29%   0.673%
  4   5.545   582  588  591 rBV  5806234   6032750  84.34%  10.729%
  5   6.551   753  759  763 rBV  5822882   6895253  96.40%  12.263%
 
  6   6.681   776  781  784 rBV  6560476   6434536  89.96%  11.444%
  7   6.904   815  819  822 rBV  2000456   1604057  22.43%   2.853%
  8   7.063   842  846  849 rBV  5832786   5041876  70.49%   8.967%
  9   7.463   908  914  917 rBV  4073537   4118823  57.59%   7.325%
 10   8.186  1033 1037 1040 rBV  2453324   1992858  27.86%   3.544%
 
 11   9.263  1215 1220 1223 rBV  7529972   7152494 100.00%  12.721%
 12   9.645  1281 1285 1290 rBV  1191617    986055  13.79%   1.754%
 13   9.939  1331 1335 1339 rBV2 2430672   2096454  29.31%   3.729%
 14  10.727  1465 1469 1473 rBV  3307170   3130117  43.76%   5.567%
 15  11.427  1584 1588 1591 rBV  1993568   1660052  23.21%   2.952%
 
 16  13.010  1853 1857 1860 rBV  5426494   4900752  68.52%   8.716%
 17  13.898  2005 2008 2022 rBV   486059    597257   8.35%   1.062%
 18  14.068  2033 2037 2040 rBV  1365862   1325076  18.53%   2.357%
 19  14.221  2061 2063 2067 rBV    93085     93627   1.31%   0.167%
 20  14.527  2113 2115 2122 rVB   131695    124347   1.74%   0.221%
 
 21  14.839  2165 2168 2176 rVB   145294    173448   2.43%   0.308%
 22  15.186  2224 2227 2231 rVB   136013    146159   2.04%   0.260%
 23  15.557  2285 2290 2299 rVB   724813   1070432  14.97%   1.904%
 
 
                        Sum of corrected areas:    56226594
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010319\
  Data File : BF111839.D                                          
  Acq On    :  3 Jan 2019  23:32
  Operator  : JU/SJ
  Sample    : K1019-07
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.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\BF010319\
  Data File : BF111839.D                                          
  Acq On    :  3 Jan 2019  23:32
  Operator  : JU/SJ
  Sample    : K1019-07
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.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  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.22    2.04 ng         163495   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 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 3 Silane, ethyltrimethyl-             102 C5H14Si        003439-38-1 38
 4 3-Pentanol, 2,4-dimethyl-           116 C7H16O         000600-36-2 37
 5 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 17

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 23 (2.222 min): BF111839.D (-15) (-)
73.1

43.0 55.0 87.1

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

43.0 55.0 87.0
29.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0

87.041.0 55.0

29.0

15.0 97.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4398: Silane, ethyltrimethyl-
73.0

59.0

87.0
43.0

102.029.0

2.20 2.30 2.40 2.50 2.60

m/z  73.10  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  43.05   38.17%

2.20 2.30 2.40 2.50 2.60

m/z  55.05   32.14%

2.20 2.30 2.40 2.50 2.60

m/z  87.10   26.36%

2.20 2.30 2.40 2.50 2.60

m/z  41.10   15.62%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010319\
  Data File : BF111839.D                                          
  Acq On    :  3 Jan 2019  23:32
  Operator  : JU/SJ
  Sample    : K1019-07
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.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.
---------------------------------------------------------------------
  5.13    4.72 ng         378388   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 37
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

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

5000

m/z-->

Abundance Scan 517 (5.128 min): BF111839.D (-513) (-)
43.0

59.1

101.1
83.0

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

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

5000

m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
59.0

101.0
41.0

27.0 83.015.0 71.0

4.80 5.00 5.20 5.40

m/z  42.95  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   55.53%

4.80 5.00 5.20 5.40

m/z 101.10   17.52%

4.80 5.00 5.20 5.40

m/z  58.00   14.66%

4.80 5.00 5.20 5.40

m/z  40.95    9.54%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010319\
  Data File : BF111839.D                                          
  Acq On    :  3 Jan 2019  23:32
  Operator  : JU/SJ
  Sample    : K1019-07
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.68                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.68   80.23 ng        6434540   1,4-Dichlorobenzene-d4      6.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 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 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 781 (6.681 min): BF111839.D (-776) (-)
132.1

68.1

96.140.0 54.0
115.182.1

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
117.0

81.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0

117.0

91.0
39.0

65.0

6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   44.58%

6.40 6.60 6.80 7.00

m/z 134.00   33.81%

6.40 6.60 6.80 7.00

m/z  66.10   29.65%

6.40 6.60 6.80 7.00

m/z  69.10   18.30%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010319\
  Data File : BF111839.D                                          
  Acq On    :  3 Jan 2019  23:32
  Operator  : JU/SJ
  Sample    : K1019-07
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  9-Tricosene, (Z)-               Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.90    9.01 ng         597257   Chrysene-d12               14.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Tricosene, (Z)-                   322 C23H46         027519-02-4 97
 2 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 94
 3 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 94
 4 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 94
 5 1-Heneicosanol                      312 C21H44O        015594-90-8 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2008 (13.898 min): BF111839.D (-2005) (-)
55.1

83.1

111.1

139.1167.1 210.2 280.3238.3 313.2 344.2

50 100 150 200 250 300 350

5000

m/z-->

Abundance #163020: 9-Tricosene, (Z)-
57.0 97.0

29.0 125.0
322.0153.0 182.0210.0 294.0238.0266.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0

97.0

125.029.0
210.0182.0154.0 255.0 356.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #207396: Bromoacetic acid, octadecyl ester
43.0

83.0

111.0

139.0 250.0181.0 222.0 297.0

13.60 13.80 14.00 14.20

m/z  55.10  100.00%

13.60 13.80 14.00 14.20

m/z  57.10   99.26%

13.60 13.80 14.00 14.20

m/z  43.10   95.66%

13.60 13.80 14.00 14.20

m/z  83.10   77.78%

13.60 13.80 14.00 14.20

m/z  69.10   73.31%

8270-BF121918.M Fri Jan 04 04:53:11 2019                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
TEST-PIT-D13



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010319\
  Data File : BF111839.D                                          
  Acq On    :  3 Jan 2019  23:32
  Operator  : JU/SJ
  Sample    : K1019-07
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tetracosane                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.84    3.24 ng         173448   Perylene-d12               15.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetracosane                         338 C24H50         000646-31-1 93
 2 Heneicosane                         296 C21H44         000629-94-7 93
 3 Eicosane, 2-methyl-                 296 C21H44         001560-84-5 93
 4 Heptadecane                         240 C17H36         000629-78-7 91
 5 Hexacosane                          366 C26H54         000630-01-3 87

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2168 (14.839 min): BF111839.D (-2165) (-)
57.1

99.1
141.1 212.1 347.2253.2 296.1 382.2 438.3176.1

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #175557: Tetracosane
57.0

99.0
141.0 183.0 338.0225.0 267.0

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.0 183.0 296.0225.015.0

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #141430: Eicosane, 2-methyl-
57.0

99.0 253.0
141.0 183.0 296.02.0

14.60 14.80 15.00 15.20

m/z  57.10  100.00%

14.60 14.80 15.00 15.20

m/z  43.10   68.48%

14.60 14.80 15.00 15.20

m/z  71.10   62.07%

14.60 14.80 15.00 15.20

m/z  85.10   43.22%

14.60 14.80 15.00 15.20

m/z  41.10   22.74%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010319\
  Data File : BF111839.D                                          
  Acq On    :  3 Jan 2019  23:32
  Operator  : JU/SJ
  Sample    : K1019-07
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.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.
---------------------------------------------------------------------
 15.19    2.73 ng         146159   Perylene-d12               15.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 91
 2 Nonacosane                          408 C29H60         000630-03-5 91
 3 Hexacosane                          366 C26H54         000630-01-3 90
 4 Heneicosane                         296 C21H44         000629-94-7 90
 5 2-methyloctacosane                  408 C29H60         1000376-72-8 87

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2228 (15.192 min): BF111839.D (-2224) (-)
57.1

97.1
155.1 221.1 342.1 385.2304.1 430.2269.1188.1

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #117636: Nonadecane
57.0

268.099.0
141.0 183.0 225.015.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #215179: Nonacosane
57.0

99.0
141.0 183.0 225.0 408.0267.0 309.0 351.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0

14.80 15.00 15.20 15.40 15.60

m/z  57.10  100.00%

14.80 15.00 15.20 15.40 15.60

m/z  43.10   67.06%

14.80 15.00 15.20 15.40 15.60

m/z  71.10   60.32%

14.80 15.00 15.20 15.40 15.60

m/z  85.10   46.15%

14.80 15.00 15.20 15.40 15.60

m/z  55.10   25.10%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010319\
  Data File : BF111839.D                                          
  Acq On    :  3 Jan 2019  23:32
  Operator  : JU/SJ
  Sample    : K1019-07
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.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     2.0 ng     163495  1   6.90 1604060  20.0
2-Pentanone, 4-hy...   5.13     4.7 ng     378388  1   6.90 1604060  20.0
unknown6.68            6.68    80.2 ng    6434540  1   6.90 1604060  20.0
9-Tricosene, (Z)-     13.90     9.0 ng     597257  5  14.07 1325080  20.0
Tetracosane           14.84     3.2 ng     173448  6  15.56 1070430  20.0
Nonadecane            15.19     2.7 ng     146159  6  15.56 1070430  20.0
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