
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031117\
  Data File : BF093601.D                                          
  Acq On    : 12 Mar 2017   9:55
  Operator  : SJ/MA
  Sample    : I2198-02
  Misc      :  
  ALS Vial  : 36   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   4.870   259  261  270 rBV   102785    215286   4.20%   0.683%
  2   5.316   298  300  320 rBV  1566584   2145055  41.84%   6.810%
  3   6.379   391  393  401 rBV   980872   1539918  30.04%   4.889%
  4   6.493   401  403  415 rVB  3893745   3863539  75.37%  12.265%
  5   6.722   421  423  425 rBV   920967   1004785  19.60%   3.190%
 
  6   6.870   434  436  439 rBV  3135233   3514693  68.56%  11.158%
  7   7.293   471  473  476 rBV  2450480   2838750  55.38%   9.012%
  8   8.013   533  536  538 rBV   927226   1315357  25.66%   4.176%
  9   9.088   627  630  632 rBV  5197667   5126331 100.00%  16.274%
 10   9.488   663  665  670 rVB   110786    100127   1.95%   0.318%
 
 11   9.762   686  689  691 rBV  1091248   1318534  25.72%   4.186%
 12  10.551   755  758  761 rBV  1965937   1974235  38.51%   6.268%
 13  10.665   766  768  775 rVB2   59210    108125   2.11%   0.343%
 14  11.111   805  807  808 rBV    41479     56814   1.11%   0.180%
 15  11.248   816  819  821 rBV   880823   1055973  20.60%   3.352%
 
 16  12.722   945  948  954 rBV    79745    108434   2.12%   0.344%
 17  12.825   954  957  959 rBV  3466903   3292226  64.22%  10.452%
 18  13.728  1033 1036 1039 rBV2   58114     98421   1.92%   0.312%
 19  13.877  1047 1049 1052 rBV   904593    955819  18.65%   3.034%
 20  15.283  1169 1172 1176 rBV   579016    867030  16.91%   2.753%
 
 
 
                        Sum of corrected areas:    31499452
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031117\
  Data File : BF093601.D                                          
  Acq On    : 12 Mar 2017   9:55
  Operator  : SJ/MA
  Sample    : I2198-02
  Misc      :  
  ALS Vial  : 36   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

2.00 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

Time-->

Abundance TIC: BF093601.D

  4.87

  5.32

  6.38

  6.49

  6.72

  6.87

  7.29

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
0

1000000

2000000

3000000

4000000

5000000

Time-->

Abundance TIC: BF093601.D

  8.01

  9.09

  9.49

  9.76

 10.55

 10.66  11.11

 11.25

 12.72

 12.83

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
0

1000000

2000000

3000000

4000000

5000000

Time-->

Abundance TIC: BF093601.D

 13.73

 13.88
 15.28

8270-BF030717.M Mon Mar 13 19:39:44 2017                                              Page: 2

Instrument :
BNA_F
ClientSampleId :
W-23



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031117\
  Data File : BF093601.D                                          
  Acq On    : 12 Mar 2017   9:55
  Operator  : SJ/MA
  Sample    : I2198-02
  Misc      :  
  ALS Vial  : 36   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  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.87    4.29 ng         215286   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 40
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 35
 5 3-Heptanol, 4-methyl-               130 C8H18O         014979-39-6 33
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5000

m/z-->

Abundance Scan 261 (4.870 min): BF093601.D (-259) (-)
43
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8353
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Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
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10127 8337 53 67 9177
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5000

m/z-->

Abundance #8126: 2-Hexanol, 2-methyl-
59

43 10131 836915 53
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5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59

41
10129

53 73 86

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   58.37%

4.60 4.80 5.00 5.20

m/z 101.10   16.81%

4.60 4.80 5.00 5.20

m/z  58.10   14.83%

4.60 4.80 5.00 5.20

m/z  41.05    9.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031117\
  Data File : BF093601.D                                          
  Acq On    : 12 Mar 2017   9:55
  Operator  : SJ/MA
  Sample    : I2198-02
  Misc      :  
  ALS Vial  : 36   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  unknown6.49                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.49   76.90 ng        3863540   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

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

5000
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Abundance Scan 403 (6.493 min): BF093601.D (-401) (-)
132

68

96
40 7554 10447 61 87 115

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
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Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132

67
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53 117

79 89 105 1246034
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Abundance #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

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   40.80%

6.20 6.40 6.60 6.80

m/z 134.10   33.21%

6.20 6.40 6.60 6.80

m/z  66.05   26.07%

6.20 6.40 6.60 6.80

m/z  69.10   15.71%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031117\
  Data File : BF093601.D                                          
  Acq On    : 12 Mar 2017   9:55
  Operator  : SJ/MA
  Sample    : I2198-02
  Misc      :  
  ALS Vial  : 36   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  4  Heptadecane, 2,6,10,15-tetr...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.67    2.05 ng         108125   Phenanthrene-d10           11.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 90
 2 Pentadecane                         212 C15H32         000629-62-9 90
 3 Heptacosane                         380 C27H56         000593-49-7 90
 4 Heptadecane                         240 C17H36         000629-78-7 90
 5 Tetradecane                         198 C14H30         000629-59-4 86
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Abundance Scan 768 (10.665 min): BF093601.D (-766) (-)
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m/z-->

Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
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Abundance #64575: Pentadecane
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Abundance #151556: Heptacosane
57
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29 113 141 169 197 225 253 380281 323 351

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  71.10   56.49%

10.40 10.60 10.80 11.00

m/z  43.05   55.88%

10.40 10.60 10.80 11.00

m/z  85.10   34.84%

10.40 10.60 10.80 11.00

m/z  41.10   24.51%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031117\
  Data File : BF093601.D                                          
  Acq On    : 12 Mar 2017   9:55
  Operator  : SJ/MA
  Sample    : I2198-02
  Misc      :  
  ALS Vial  : 36   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  Phenol, 4,4'-(1-methylethyl...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.72    2.27 ng         108434   Chrysene-d12               13.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4,4'-(1-methylethylidene... 228 C15H16O2       000080-05-7 94
 2 2H,8H-Benzo[1,2-b:5,4-b']dipyran... 228 C14H12O3       000553-19-5 53
 3 Carbanilic acid, p-phenyl-          213 C13H11NO2      004474-53-7 50
 4 Carbamic acid, [1,1'-biphenyl]-3... 213 C13H11NO2      055030-29-0 47
 5 1,4-Puran, 5,6-dihydro-3-[3-indo... 213 C14H15NO       1000128-72-9 40

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 948 (12.722 min): BF093601.D (-945) (-)
213

119
22891 10765 77 16541 19713553 153 181

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #75158: Phenol, 4,4'-(1-methylethylidene)bis-
213

228

119
916539 1351077751 165 19715227 18315

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #75014: 2H,8H-Benzo[1,2-b:5,4-b']dipyran-2-one, 8,8-dimethyl-
213

228185
92 12851 1146939 157 19917114127

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #64967: Carbanilic acid, p-phenyl-
213

167 196
51 7765 98 115 139

12.40 12.60 12.80 13.00

m/z 213.10  100.00%

12.40 12.60 12.80 13.00

m/z 119.05   20.93%

12.40 12.60 12.80 13.00

m/z 214.10   15.22%

12.40 12.60 12.80 13.00

m/z 228.20   14.17%

12.40 12.60 12.80 13.00

m/z  91.05   10.69%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031117\
  Data File : BF093601.D                                          
  Acq On    : 12 Mar 2017   9:55
  Operator  : SJ/MA
  Sample    : I2198-02
  Misc      :  
  ALS Vial  : 36   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  1-Docosene                      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.73    2.06 ng          98421   Chrysene-d12               13.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Docosene                          308 C22H44         001599-67-3 68
 2 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 64
 3 1-Tetracosanol                      354 C24H50O        000506-51-4 62
 4 1-Octadecene                        252 C18H36         000112-88-9 58
 5 Cyclopentadecane                    210 C15H30         000295-48-7 53
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Abundance Scan 1036 (13.728 min): BF093601.D (-1033) (-)
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Abundance #121981: 1-Docosene
55

97

29
125

15372 308181

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
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Abundance #142901: 1-Tetracosanol
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13.40 13.60 13.80 14.00

m/z  43.10  100.00%

13.40 13.60 13.80 14.00

m/z  57.10   96.50%

13.40 13.60 13.80 14.00

m/z  55.10   91.41%

13.40 13.60 13.80 14.00

m/z  97.10   80.35%

13.40 13.60 13.80 14.00

m/z  69.10   77.39%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031117\
  Data File : BF093601.D                                          
  Acq On    : 12 Mar 2017   9:55
  Operator  : SJ/MA
  Sample    : I2198-02
  Misc      :  
  ALS Vial  : 36   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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.87     4.3 ng     215286  1   6.72 1004790  20.0
unknown6.49            6.49    76.9 ng    3863540  1   6.72 1004790  20.0
Heptadecane, 2,6,...  10.67     2.0 ng     108125  4  11.25 1055970  20.0
Phenol, 4,4'-(1-m...  12.72     2.3 ng     108434  5  13.88  955819  20.0
1-Docosene            13.73     2.1 ng      98421  5  13.88  955819  20.0

8270-BF030717.M Mon Mar 13 19:39:48 2017                                              Page: 8

Instrument :
BNA_F
ClientSampleId :
W-23


