
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\Data\BG030217\
  Data File : BG026042.D                                          
  Acq On    :  2 Mar 2017  23:15
  Operator  : SJ/MA
  Sample    : I2056-08
  Misc      :  
  ALS Vial  : 20   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_G\METHODS\8270-BG021717.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   3.763    68   72   79 rBV    50615     73345   1.24%   0.205%
  2   5.174   306  312  319 rBV   253584    388135   6.54%   1.087%
  3   5.644   384  392  403 rBV  1766615   2832050  47.75%   7.928%
  4   7.224   654  661  671 rBV  1637415   2877924  48.53%   8.057%
  5   7.606   718  726  735 rBV  1758384   3021836  50.96%   8.459%
 
  6   8.070   798  805  812 rBV   362914    619478  10.45%   1.734%
  7   8.393   853  860  873 rVB  1327264   2353581  39.69%   6.589%
  8   9.228   993 1002 1012 rBV  1009243   1798876  30.33%   5.036%
  9  10.873  1273 1282 1290 rBV   499155    904835  15.26%   2.533%
 10  13.305  1688 1696 1704 rBV  2832440   4420469  74.54%  12.375%
 
 11  14.116  1828 1834 1840 rBV   472914    677606  11.43%   1.897%
 12  14.674  1922 1929 1940 rBV2  755321   1179969  19.90%   3.303%
 13  16.149  2173 2180 2196 rBV  1988413   3102841  52.32%   8.686%
 14  17.406  2386 2394 2402 rBV   915765   1451385  24.47%   4.063%
 15  17.771  2452 2456 2463 rBV4   57119     87462   1.47%   0.245%
 
 16  18.282  2538 2543 2550 rBV2   59327    105126   1.77%   0.294%
 17  19.134  2683 2688 2697 rBV2   67136    104437   1.76%   0.292%
 18  19.997  2829 2835 2848 rBV  4304961   5930393 100.00%  16.602%
 19  21.290  3051 3055 3066 rBV   155900    244031   4.11%   0.683%
 20  21.648  3110 3116 3126 rBV   823169   1387740  23.40%   3.885%
 
 21  23.940  3500 3506 3514 rVB3   41055     91773   1.55%   0.257%
 22  24.851  3650 3661 3680 rBV   460677   1510053  25.46%   4.227%
 23  26.008  3848 3858 3869 rBV4   65931    213430   3.60%   0.597%
 24  27.353  4077 4087 4094 rBV4   59218    197611   3.33%   0.553%
 25  28.981  4356 4364 4376 rVB7   38275    146953   2.48%   0.411%
 
 
 
                        Sum of corrected areas:    35721339
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\Data\BG030217\
  Data File : BG026042.D                                          
  Acq On    :  2 Mar 2017  23:15
  Operator  : SJ/MA
  Sample    : I2056-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.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:\HPCHEM1\BNA_G\Data\BG030217\
  Data File : BG026042.D                                          
  Acq On    :  2 Mar 2017  23:15
  Operator  : SJ/MA
  Sample    : I2056-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  (S)-(+)-1,2-Propanediol         Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.76    2.37 ng          73345   1,4-Dichlorobenzene-d4      8.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (S)-(+)-1,2-Propanediol              76 C3H8O2         004254-15-3 56
 2 Propylene Glycol                     76 C3H8O2         000057-55-6 40
 3 (2R,4R)-(-)-Pentanediol             104 C5H12O2        042075-32-1 40
 4 R-(-)-1,2-propanediol                76 C3H8O2         004254-14-2 40
 5 1-Butene, 4-methoxy                  86 C5H10O         004696-30-4 9 

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

5000

m/z-->

Abundance Scan 71 (3.758 min): BG026042.D (-68) (-)
45.1

69.2 262.2172.1133.9

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

5000

m/z-->

Abundance #946: (S)-(+)-1,2-Propanediol
45.0

19.0 75.0

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

5000

m/z-->

Abundance #940: Propylene Glycol
45.0

15.0 76.0

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

5000

m/z-->

Abundance #4780: (2R,4R)-(-)-Pentanediol
45.0

71.0
15.0 103.0

3.60 3.80 4.00 4.20

m/z  45.10  100.00%

3.60 3.80 4.00 4.20

m/z  43.10   13.17%

3.60 3.80 4.00 4.20

m/z  61.10    8.03%

3.60 3.80 4.00 4.20

m/z  44.10    7.25%

3.60 3.80 4.00 4.20

m/z  46.10    2.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\Data\BG030217\
  Data File : BG026042.D                                          
  Acq On    :  2 Mar 2017  23:15
  Operator  : SJ/MA
  Sample    : I2056-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown5.17                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.17   12.53 ng         388135   1,4-Dichlorobenzene-d4      8.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Guanidine                            59 CH5N3          000113-00-8 47
 2 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 38
 3 Silane, dimethyl-                    60 C2H8Si         001111-74-6 10
 4 Acetone                              58 C3H6O          000067-64-1 9 
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance Scan 311 (5.168 min): BG026042.D (-306) (-)
43.1

59.1

101.1

83.1 164.5

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #256: Guanidine
59.043.0

18.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

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

59.0

15.0 101.0
28.0 83.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #283: Silane, dimethyl-
59.0

45.0

31.0

4.80 5.00 5.20 5.40 5.60

m/z  43.10  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.10   77.84%

4.80 5.00 5.20 5.40 5.60

m/z 101.10   27.42%

4.80 5.00 5.20 5.40 5.60

m/z  58.05   20.50%

4.80 5.00 5.20 5.40 5.60

m/z  41.05    9.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\Data\BG030217\
  Data File : BG026042.D                                          
  Acq On    :  2 Mar 2017  23:15
  Operator  : SJ/MA
  Sample    : I2056-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.61                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.61   97.56 ng        3021840   1,4-Dichlorobenzene-d4      8.07

 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 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Amphetaminil                        250 C17H18N2       017590-01-1 10
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 727 (7.612 min): BG026042.D (-718) (-)
132.1

68.1

96.1
40.0 115.0 175.2 207.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

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

69.0
104.0

51.031.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

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

67.0

41.0 97.0

115.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0

50.027.0 88.0

7.20 7.40 7.60 7.80 8.00

m/z 132.05  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.10   38.03%

7.20 7.40 7.60 7.80 8.00

m/z 134.10   33.54%

7.20 7.40 7.60 7.80 8.00

m/z  66.10   24.18%

7.20 7.40 7.60 7.80 8.00

m/z  69.10   14.41%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\Data\BG030217\
  Data File : BG026042.D                                          
  Acq On    :  2 Mar 2017  23:15
  Operator  : SJ/MA
  Sample    : I2056-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  5-Eicosene, (E)-                Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.29    3.52 ng         244031   Chrysene-d12               21.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 99
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 3 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 94
 4 Behenic alcohol                     326 C22H46O        000661-19-8 94
 5 1-Heneicosyl formate                340 C22H44O2       077899-03-7 94

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3055 (21.290 min): BG026042.D (-3051) (-)
57.1 97.1

139.2 181.1 221.0 341.0308.4254.2

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #127769: 5-Eicosene, (E)-
55.0

97.0

139.0 280.0182.023.0 223.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0

97.0

139.0 266.0182.0 224.019.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0

97.0

169.0 210.0138.0 255.0 406.026.0

21.00 21.20 21.40 21.60

m/z  57.15  100.00%

21.00 21.20 21.40 21.60

m/z  83.10   97.41%

21.00 21.20 21.40 21.60

m/z  55.10   89.90%

21.00 21.20 21.40 21.60

m/z  97.10   85.49%

21.00 21.20 21.40 21.60

m/z  69.10   83.85%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\Data\BG030217\
  Data File : BG026042.D                                          
  Acq On    :  2 Mar 2017  23:15
  Operator  : SJ/MA
  Sample    : I2056-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heneicosane                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 26.01    2.83 ng         213430   Perylene-d12               24.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 87
 2 Tetracosane                         338 C24H50         000646-31-1 74
 3 Triacontane                         422 C30H62         000638-68-6 74
 4 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 72
 5 Docosane                            310 C22H46         000629-97-0 72

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3858 (26.008 min): BG026042.D (-3848) (-)
57.1

99.2

141.1 281.1183.2 341.1240.2

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.0 183.0 296.0225.025.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #175559: Tetracosane
57.0

99.0
141.0 338.0183.0 225.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #219831: Triacontane
57.0

99.0
141.0 183.0 422.0225.0 267.0 309.0 351.0

25.60 25.80 26.00 26.20 26.40

m/z  57.10  100.00%

25.60 25.80 26.00 26.20 26.40

m/z  71.10   71.07%

25.60 25.80 26.00 26.20 26.40

m/z  85.10   53.18%

25.60 25.80 26.00 26.20 26.40

m/z  43.05   41.96%

25.60 25.80 26.00 26.20 26.40

m/z  99.20   23.91%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\Data\BG030217\
  Data File : BG026042.D                                          
  Acq On    :  2 Mar 2017  23:15
  Operator  : SJ/MA
  Sample    : I2056-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Benzene, 1-chlorodifluorome...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 27.35    2.62 ng         197611   Perylene-d12               24.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-chlorodifluoromethoxy... 223 C7H4ClF2NO3    040750-71-8 92
 2 Hexacosane                          366 C26H54         000630-01-3 87
 3 Tetracosane                         338 C24H50         000646-31-1 83
 4 Tetratetracontane                   619 C44H90         007098-22-8 83
 5 Triacontane                         422 C30H62         000638-68-6 83

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 4086 (27.348 min): BG026042.D (-4077) (-)
57.1

85.2

113.2141.2 209.0169.2 282.0 341.1252.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #80357: Benzene, 1-chlorodifluoromethoxy-4-nitro-
85.0

223.050.0
122.0 188.0

149.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194493: Hexacosane
57.0

85.0

29.0 113.0141.0169.0 367.0197.0225.0253.0 295.0323.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #175559: Tetracosane
57.0

85.0

29.0 113.0141.0169.0 338.0197.0225.0253.0

27.00 27.20 27.40 27.60

m/z  57.10  100.00%

27.00 27.20 27.40 27.60

m/z  71.10   83.57%

27.00 27.20 27.40 27.60

m/z  85.20   59.41%

27.00 27.20 27.40 27.60

m/z  43.10   52.53%

27.00 27.20 27.40 27.60

m/z  55.10   24.20%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\Data\BG030217\
  Data File : BG026042.D                                          
  Acq On    :  2 Mar 2017  23:15
  Operator  : SJ/MA
  Sample    : I2056-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.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|
----------------------------------------------------------------------------
(S)-(+)-1,2-Propa...   3.76     2.4 ng      73345  1   8.07  619478  20.0
unknown5.17            5.17    12.5 ng     388135  1   8.07  619478  20.0
unknown7.61            7.61    97.6 ng    3021840  1   8.07  619478  20.0
5-Eicosene, (E)-      21.29     3.5 ng     244031  5  21.65 1387740  20.0
Heneicosane           26.01     2.8 ng     213430  6  24.84 1510050  20.0
Benzene, 1-chloro...  27.35     2.6 ng     197611  6  24.84 1510050  20.0
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