
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100001.D                                          
  Acq On    : 31 Oct 2017  14:32
  Operator  : SJ/JU
  Sample    : I6166-04
  Misc      :  
  ALS Vial  : 4   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-BF102317.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   5.004   493  496  511 rBV    94327    147571   4.31%   0.650%
  2   5.410   562  565  587 rBV   891232   1101255  32.15%   4.849%
  3   6.428   735  738  757 rBV   505840    726604  21.22%   3.199%
  4   6.563   757  761  777 rVB  2142272   2101222  61.35%   9.252%
  5   6.786   796  799  808 rBV   619451    562999  16.44%   2.479%
 
  6   6.939   821  825  835 rBV  2077290   2121311  61.94%   9.340%
  7   7.363   892  897  908 rBV  1568168   1681873  49.11%   7.405%
  8   8.069  1013 1017 1026 rBV   976422    834768  24.37%   3.675%
  9   9.145  1195 1200 1203 rBV  3207031   3424906 100.00%  15.080%
 10   9.822  1312 1315 1319 rBV  1023887    996654  29.10%   4.388%
 
 11   9.857  1319 1321 1324 rVB    57715     46772   1.37%   0.206%
 12  10.239  1383 1386 1393 rVB2   26722     38532   1.13%   0.170%
 13  10.545  1435 1438 1444 rVB    65377     63169   1.84%   0.278%
 14  10.627  1447 1452 1455 rBV  1702119   1800038  52.56%   7.925%
 15  11.321  1566 1570 1575 rBV  1142492   1012768  29.57%   4.459%
 
 16  11.839  1655 1658 1665 rVB2  251676    268691   7.85%   1.183%
 17  12.627  1789 1792 1801 rVB   509731    559788  16.34%   2.465%
 18  12.916  1835 1841 1844 rBV  2761783   3174607  92.69%  13.978%
 19  13.786  1987 1989 1998 rVB    67231     92854   2.71%   0.409%
 20  13.980  2018 2022 2035 rVB   912850    927877  27.09%   4.085%
 
 21  14.739  2148 2151 2155 rVB2   30502     36976   1.08%   0.163%
 22  15.074  2204 2208 2212 rVB    35360     40831   1.19%   0.180%
 23  15.445  2267 2271 2273 rBV    48926     52870   1.54%   0.233%
 24  15.480  2273 2277 2287 rVB   501733    666622  19.46%   2.935%
 25  15.868  2338 2343 2348 rBV    47049     70874   2.07%   0.312%
 
 26  16.356  2421 2426 2433 rBV2   43348     72728   2.12%   0.320%
 27  16.933  2518 2524 2530 rBV2   26498     47782   1.40%   0.210%
 28  17.603  2635 2638 2645 rVB5   19137     39247   1.15%   0.173%
 
 
                        Sum of corrected areas:    22712189
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100001.D                                          
  Acq On    : 31 Oct 2017  14:32
  Operator  : SJ/JU
  Sample    : I6166-04
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.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

500000

1000000

1500000

2000000

2500000

3000000

Time-->

Abundance TIC: BF100001.D

  5.00

  5.41

  6.43

  6.56

  6.79

  6.94

  7.36

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

500000

1000000

1500000

2000000

2500000

3000000

Time-->

Abundance TIC: BF100001.D

  8.07

  9.15

  9.82

  9.86  10.24  10.55

 10.63

 11.32

 11.84

 12.63

 12.92

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

500000

1000000

1500000

2000000

2500000

3000000

Time-->

Abundance TIC: BF100001.D

 13.79

 13.98

 14.74  15.07  15.44

 15.48

 15.87  16.36  16.93  17.60

8270-BF102317.M Wed Nov 01 14:29:27 2017                                              Page: 2

Instrument :
BNA_F
ClientSampleId :
EXCAVATION-WATER

Instrument :
BNA_F
ClientSampleId :
EXCAVATION-WATER



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100001.D                                          
  Acq On    : 31 Oct 2017  14:32
  Operator  : SJ/JU
  Sample    : I6166-04
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.00    5.24 ng         147571   1,4-Dichlorobenzene-d4      6.79

 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, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 Ethanone, 1-(2-methylcyclopropyl)-   98 C6H10O         000930-56-3 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 

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

5000

m/z-->

Abundance Scan 495 (4.998 min): BF100001.D (-493) (-)
43.0

59.0

101.0

82.9

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

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0

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

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 85.0

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

4.60 4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.00   60.86%

4.60 4.80 5.00 5.20 5.40

m/z 101.00   21.42%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   17.18%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    9.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100001.D                                          
  Acq On    : 31 Oct 2017  14:32
  Operator  : SJ/JU
  Sample    : I6166-04
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.56                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.56   74.64 ng        2101220   1,4-Dichlorobenzene-d4      6.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 1H-Indazole, 7-methyl-              132 C8H8N2         1000316-00-7 10
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 760 (6.557 min): BF100001.D (-757) (-)
132.0

68.1

96.0
40.1 54.0 115.081.0

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

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

81.054.0

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

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   36.26%

6.20 6.40 6.60 6.80

m/z 134.00   32.56%

6.20 6.40 6.60 6.80

m/z  66.10   21.87%

6.20 6.40 6.60 6.80

m/z  69.10   13.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100001.D                                          
  Acq On    : 31 Oct 2017  14:32
  Operator  : SJ/JU
  Sample    : I6166-04
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.84    5.31 ng         268691   Phenanthrene-d10           11.32

 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 90
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 81
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 76
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 76

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

5000

m/z-->

Abundance Scan 1658 (11.839 min): BF100001.D (-1655) (-)
73.0

43.1

129.1

213.297.0 171.1 256.3194.1 232.1151.0

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

41.0
129.0

83.0
213.0 256.0157.0 185.0

102.0

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

5000

m/z-->

Abundance #95855: Pentadecanoic acid
73.043.0

129.0

242.0199.097.0
157.0

180.0

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

5000

m/z-->

Abundance #72646: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

152.0 195.0

11.60 11.80 12.00 12.20

m/z  73.00  100.00%

11.60 11.80 12.00 12.20

m/z  60.00   79.23%

11.60 11.80 12.00 12.20

m/z  43.10   75.13%

11.60 11.80 12.00 12.20

m/z  57.10   70.06%

11.60 11.80 12.00 12.20

m/z  55.10   57.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100001.D                                          
  Acq On    : 31 Oct 2017  14:32
  Operator  : SJ/JU
  Sample    : I6166-04
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octadecanoic acid               Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.63   11.05 ng         559788   Phenanthrene-d10           11.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 94
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 91
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 83
 5 Hexadecane                          226 C16H34         000544-76-3 25

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

5000

m/z-->

Abundance Scan 1792 (12.627 min): BF100001.D (-1789) (-)
73.043.0

129.1

97.1 185.1
241.2

284.3157.1 213.1

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

5000

m/z-->

Abundance #131262: Octadecanoic acid
73.0

43.0
129.0 284.0

241.0185.097.0

157.0 213.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0

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

5000

m/z-->

Abundance #84453: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

12.40 12.60 12.80 13.00

m/z  73.00  100.00%

12.40 12.60 12.80 13.00

m/z  43.05   92.24%

12.40 12.60 12.80 13.00

m/z  57.10   84.55%

12.40 12.60 12.80 13.00

m/z  60.00   84.13%

12.40 12.60 12.80 13.00

m/z  55.10   66.60%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100001.D                                          
  Acq On    : 31 Oct 2017  14:32
  Operator  : SJ/JU
  Sample    : I6166-04
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1-Heptacosanol                  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.79    2.00 ng          92854   Chrysene-d12               13.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heptacosanol                      396 C27H56O        002004-39-9 91
 2 Cyclopentadecane                    210 C15H30         000295-48-7 91
 3 Cyclohexadecane                     224 C16H32         000295-65-8 91
 4 1-Nonadecene                        266 C19H38         018435-45-5 87
 5 n-Heptadecanol-1                    256 C17H36O        001454-85-9 87

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1990 (13.792 min): BF100001.D (-1987) (-)
83.055.0

111.1

154.0 230.1202.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #210517: 1-Heptacosanol
57.0 97.0

125.0

29.0 153.0181.0 378.0350.0209.0237.0 278.0306.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #69584: Cyclopentadecane
55.0

83.0

111.0

27.0 210.0139.0 182.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #81246: Cyclohexadecane
55.0 83.0

111.0

27.0 224.0139.0 196.0167.0

13.40 13.60 13.80 14.00 14.20

m/z  83.05  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  97.10   95.97%

13.40 13.60 13.80 14.00 14.20

m/z  57.10   95.21%

13.40 13.60 13.80 14.00 14.20

m/z  55.00   89.75%

13.40 13.60 13.80 14.00 14.20

m/z  43.05   84.46%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100001.D                                          
  Acq On    : 31 Oct 2017  14:32
  Operator  : SJ/JU
  Sample    : I6166-04
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Hexacosane                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.87    2.13 ng          70874   Perylene-d12               15.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 91
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Pentacosane                         352 C25H52         000629-99-2 91
 4 Octacosane                          394 C28H58         000630-02-4 91
 5 Heptacosane                         380 C27H56         000593-49-7 90

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2343 (15.868 min): BF100001.D (-2338) (-)
57.0

85.0

113.0141.1169.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194494: Hexacosane
57.0

85.0

113.029.0 141.0169.0197.0225.0 366.0253.0 295.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #141426: Heneicosane
57.0

85.0

29.0 113.0141.0169.0 296.0197.0225.0253.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #185533: Pentacosane
57.0

85.0

113.0141.029.0 169.0 211.0239.0 352.0267.0295.0323.0

15.60 15.80 16.00 16.20

m/z  57.05  100.00%

15.60 15.80 16.00 16.20

m/z  71.05   68.13%

15.60 15.80 16.00 16.20

m/z  85.05   53.62%

15.60 15.80 16.00 16.20

m/z  43.10   50.66%

15.60 15.80 16.00 16.20

m/z  99.10   21.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100001.D                                          
  Acq On    : 31 Oct 2017  14:32
  Operator  : SJ/JU
  Sample    : I6166-04
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Eicosane                        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.36    2.18 ng          72728   Perylene-d12               15.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 98
 2 Hexacosane                          366 C26H54         000630-01-3 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Octacosane                          394 C28H58         000630-02-4 91
 5 Pentacosane                         352 C25H52         000629-99-2 91

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2427 (16.362 min): BF100001.D (-2421) (-)
57.0

85.1

113.0141.1169.1197.2

50 100 150 200 250 300 350

5000

m/z-->

Abundance #129490: Eicosane
57.0

85.0

113.029.0 141.0169.0 282.0197.0225.0253.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194494: Hexacosane
57.0

85.0

113.029.0 141.0169.0197.0225.0 366.0253.0 295.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #141426: Heneicosane
57.0

85.0

29.0 113.0141.0169.0 296.0197.0225.0253.0

16.00 16.20 16.40 16.60

m/z  57.05  100.00%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100001.D                                          
  Acq On    : 31 Oct 2017  14:32
  Operator  : SJ/JU
  Sample    : I6166-04
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.00     5.2 ng     147571  1   6.79  562999  20.0
unknown6.56            6.56    74.6 ng    2101220  1   6.79  562999  20.0
n-Hexadecanoic acid   11.84     5.3 ng     268691  4  11.32 1012770  20.0
Octadecanoic acid     12.63    11.1 ng     559788  4  11.32 1012770  20.0
1-Heptacosanol        13.79     2.0 ng      92854  5  13.98  927877  20.0
Hexacosane            15.87     2.1 ng      70874  6  15.48  666622  20.0
Eicosane              16.36     2.2 ng      72728  6  15.48  666622  20.0
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