
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
  Data File : BF093494.D                                          
  Acq On    :  9 Mar 2017  23:57
  Operator  : SJ/MA
  Sample    : I2211-06
  Misc      :  
  ALS Vial  : 14   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-BF030717.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   1.956     3    6   18 rVB    84391    200007   4.09%   0.467%
  2   4.904   262  264  280 rBV   650475   1071645  21.90%   2.501%
  3   5.350   301  303  321 rBV  3598608   4892486 100.00%  11.420%
  4   6.402   393  395  403 rBV  3896519   4551635  93.03%  10.624%
  5   6.516   403  405  408 rVV  3505335   4279838  87.48%   9.990%
 
  6   6.745   423  425  428 rBV   936000   1124508  22.98%   2.625%
  7   6.905   436  439  441 rBV  3678590   3347997  68.43%   7.815%
  8   7.327   473  476  478 rBV  2350762   3090882  63.18%   7.215%
  9   8.036   535  538  549 rBV  1617227   1520672  31.08%   3.550%
 10   9.111   629  632  634 rBV  4528314   4593293  93.88%  10.722%
 
 11   9.511   664  667  669 rBV   465775    423741   8.66%   0.989%
 12   9.785   689  691  693 rBV  1704618   1608970  32.89%   3.756%
 13  10.208   727  728  730 rVB    92778     99138   2.03%   0.231%
 14  10.425   744  747  751 rBV    37293     70409   1.44%   0.164%
 15  10.574   758  760  763 rBV  2268605   2459882  50.28%   5.742%
 
 16  10.688   768  770  777 rVB   147327    208268   4.26%   0.486%
 17  11.134   807  809  810 rBV   106944    102683   2.10%   0.240%
 18  11.271   819  821  823 rBV  1668876   1652566  33.78%   3.857%
 19  12.848   957  959  962 rBV  3427234   4240480  86.67%   9.898%
 20  13.762  1036 1039 1046 rBV   100441    254037   5.19%   0.593%
 
 21  13.911  1050 1052 1054 rBV  1526206   1594553  32.59%   3.722%
 22  15.317  1172 1175 1187 rVB   979916   1318812  26.96%   3.078%
 23  15.694  1205 1208 1211 rBV    43334     62401   1.28%   0.146%
 24  16.140  1244 1247 1254 rVB    34752     72830   1.49%   0.170%
 
 
                        Sum of corrected areas:    42841733
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
  Data File : BF093494.D                                          
  Acq On    :  9 Mar 2017  23:57
  Operator  : SJ/MA
  Sample    : I2211-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
  Data File : BF093494.D                                          
  Acq On    :  9 Mar 2017  23:57
  Operator  : SJ/MA
  Sample    : I2211-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  Propane, 1,1-dimethoxy-         Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.96    3.56 ng         200007   1,4-Dichlorobenzene-d4      6.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 1,1-dimethoxy-             104 C5H12O2        004744-10-9 78
 2 Silane, methylenebis-                76 CH8Si2         001759-88-2 50
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 27
 4 Glycine                              75 C2H5NO2        000056-40-6 9 
 5 2,2'-Bi-1,3-dioxolane               146 C6H10O4        006705-89-1 9 

20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 6 (1.956 min): BF093494.D (-3) (-)
75.1

45.1

57.0 103.136.9

20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4671: Propane, 1,1-dimethoxy-
75.0

29.0
45.0

57.0 103.087.037.0

20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #957: Silane, methylenebis-
75.0

45.0

29.0 57.0

20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4342: Pentane, 3-methoxy-
73.0

45.0

29.0 55.0 101.037.0

2.00 2.10 2.20 2.30 2.40

m/z  75.10  100.00%

2.00 2.10 2.20 2.30 2.40

m/z  73.10   79.53%

2.00 2.10 2.20 2.30 2.40

m/z  45.10   46.21%

2.00 2.10 2.20 2.30 2.40

m/z  41.05   36.40%

2.00 2.10 2.20 2.30 2.40

m/z  47.05   24.19%

8270-BF030717.M Fri Mar 10 15:30:41 2017                                              Page: 3

Instrument :
BNA_F
ClientSampleId :
TP-2-TP-1-COMP-0-12FT



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
  Data File : BF093494.D                                          
  Acq On    :  9 Mar 2017  23:57
  Operator  : SJ/MA
  Sample    : I2211-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.90   19.06 ng        1071650   1,4-Dichlorobenzene-d4      6.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 264 (4.904 min): BF093494.D (-262) (-)
43.0

59.1

101.1
83.169.1

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7950: 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

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8114: 3-Hexanol, 4-methyl-
59.0

41.0
31.0

69.0 87.0
98.015.0 50.0

4.60 4.80 5.00 5.20

m/z  43.05  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   55.50%

4.60 4.80 5.00 5.20

m/z 101.10   15.00%

4.60 4.80 5.00 5.20

m/z  58.10   14.86%

4.60 4.80 5.00 5.20

m/z  41.05    8.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
  Data File : BF093494.D                                          
  Acq On    :  9 Mar 2017  23:57
  Operator  : SJ/MA
  Sample    : I2211-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  unknown6.52                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.52   76.12 ng        4279840   1,4-Dichlorobenzene-d4      6.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Aminoindole                       132 C8H8N2         005192-03-0 27
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 

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

5000

m/z-->

Abundance Scan 405 (6.516 min): BF093494.D (-403) (-)
132.1

68.1

96.140.0 54.0
85.0 114.9

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

5000

m/z-->

Abundance #14006: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

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

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

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

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0 44.0
70.0

86.056.0

6.20 6.40 6.60 6.80

m/z 132.10  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   49.50%

6.20 6.40 6.60 6.80

m/z  66.05   32.38%

6.20 6.40 6.60 6.80

m/z 134.10   31.64%

6.20 6.40 6.60 6.80

m/z  69.10   19.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
  Data File : BF093494.D                                          
  Acq On    :  9 Mar 2017  23:57
  Operator  : SJ/MA
  Sample    : I2211-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Eicosane                        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.69    2.52 ng         208268   Phenanthrene-d10           11.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 91
 2 Hexadecane                          226 C16H34         000544-76-3 90
 3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 87
 4 Heptacosane                         380 C27H56         000593-49-7 87
 5 Octadecane                          254 C18H38         000593-45-3 86

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

5000

m/z-->

Abundance Scan 770 (10.688 min): BF093494.D (-768) (-)
57.1

85.0

113.1 155.2 183.2

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

5000

m/z-->

Abundance #107652: Eicosane
57.0

85.0
29.0

113.0 141.0 169.0 282.0

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

5000

m/z-->

Abundance #73965: Hexadecane
57.0

85.0
29.0

113.0 141.0 169.0 226.0197.0

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

5000

m/z-->

Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0

85.0

113.0 141.0 183.0 211.0 296.0239.0 267.0

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  43.05   66.90%

10.40 10.60 10.80 11.00

m/z  71.10   60.94%

10.40 10.60 10.80 11.00

m/z  85.05   36.13%

10.40 10.60 10.80 11.00

m/z  41.10   26.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
  Data File : BF093494.D                                          
  Acq On    :  9 Mar 2017  23:57
  Operator  : SJ/MA
  Sample    : I2211-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  3-Chloropropionic acid, hep...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.76    3.19 ng         254037   Chrysene-d12               13.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 94
 2 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 93
 3 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 91
 4 Bromoacetic acid, hexadecyl ester   362 C18H35BrO2     005454-48-8 91
 5 1-Nonadecene                        266 C19H38         018435-45-5 91

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

5000

m/z-->

Abundance Scan 1039 (13.762 min): BF093494.D (-1036) (-)
57.0 83.1

111.1

139.2 207.1 281.2

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

5000

m/z-->

Abundance #139663: 3-Chloropropionic acid, heptadecyl ester
57.0 83.0

111.0

29.0

139.0 210.0167.0 238.0 263.0

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

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
43.0

69.0
97.0

125.0
153.0 196.0 224.0

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

5000

m/z-->

Abundance #146886: Dichloroacetic acid, heptadecyl ester
57.0 83.0

111.0

29.0
139.0 238.0210.0168.0 295.0266.0

13.40 13.60 13.80 14.00

m/z  57.05  100.00%

13.40 13.60 13.80 14.00

m/z  55.05   94.78%

13.40 13.60 13.80 14.00

m/z  43.10   92.92%

13.40 13.60 13.80 14.00

m/z  83.10   91.82%

13.40 13.60 13.80 14.00

m/z  69.10   78.18%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
  Data File : BF093494.D                                          
  Acq On    :  9 Mar 2017  23:57
  Operator  : SJ/MA
  Sample    : I2211-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Propane, 1,1-dime...   1.96     3.6 ng     200007  1   6.74 1124510  20.0
2-Pentanone, 4-hy...   4.90    19.1 ng    1071650  1   6.74 1124510  20.0
unknown6.52            6.52    76.1 ng    4279840  1   6.74 1124510  20.0
Eicosane              10.69     2.5 ng     208268  4  11.27 1652570  20.0
3-Chloropropionic...  13.76     3.2 ng     254037  5  13.91 1594550  20.0
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