
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   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_G\METHODS\8270-BG081919.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   3.124     3    6   21 rVB  1324087   1938674  47.61%   8.568%
  2   5.092   333  341  354 rBV  1562991   2497880  61.34%  11.039%
  3   5.568   414  422  442 rBV   546632    984166  24.17%   4.349%
  4   7.172   686  695  713 rBV   607821   1130888  27.77%   4.998%
  5   7.542   749  758  779 rBV   710611   1332432  32.72%   5.889%
 
  6   8.006   829  837  844 rBV   166775    281408   6.91%   1.244%
  7   8.329   884  892  903 rBV   648539   1137743  27.94%   5.028%
  8   9.170  1028 1035 1050 rBV   471310    888616  21.82%   3.927%
  9  10.827  1308 1317 1328 rBV   205747    398389   9.78%   1.761%
 10  11.978  1505 1513 1525 rBV    36598     70053   1.72%   0.310%
 
 11  13.147  1705 1712 1728 rBV5   13671     68397   1.68%   0.302%
 12  13.283  1728 1735 1747 rVV  1602579   2522723  61.95%  11.149%
 13  14.663  1964 1970 1982 rVB   395592    642116  15.77%   2.838%
 14  15.821  2161 2167 2181 rBV2   37614     71386   1.75%   0.315%
 15  16.167  2220 2226 2242 rBV   141542    396890   9.75%   1.754%
 
 16  17.331  2418 2424 2429 rBV2  115684    175126   4.30%   0.774%
 17  17.413  2429 2438 2447 rVB2  522407    838753  20.60%   3.707%
 18  17.695  2481 2486 2493 rBV3   39503     57486   1.41%   0.254%
 19  18.706  2653 2658 2665 rBV    62951     92529   2.27%   0.409%
 20  20.028  2877 2883 2896 rBV  3168169   4072139 100.00%  17.996%
 
 21  21.015  3047 3051 3056 rBV    44378     55982   1.37%   0.247%
 22  21.338  3101 3106 3121 rBV   105116    228798   5.62%   1.011%
 23  21.690  3160 3166 3178 rVB   598479    970469  23.83%   4.289%
 24  21.890  3195 3200 3205 rBV    53082     77098   1.89%   0.341%
 25  22.207  3250 3254 3261 rVB    38004     64098   1.57%   0.283%
 
 26  22.501  3299 3304 3309 rBV    61373    102009   2.51%   0.451%
 27  23.206  3417 3424 3432 rVB    66026    129916   3.19%   0.574%
 28  24.017  3556 3562 3572 rVB2   62676    133150   3.27%   0.588%
 29  24.934  3707 3718 3740 rBV2  351636   1168169  28.69%   5.163%
 30  26.126  3915 3921 3931 rVB2   35418    100207   2.46%   0.443%
 
 
 
                        Sum of corrected areas:    22627690
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.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_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.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  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.12  137.78 ng        1938670   1,4-Dichlorobenzene-d4      8.01

 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 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 25
 4 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 
 5 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 
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m/z-->

Abundance Scan 5 (3.118 min): BG042344.D (-3) (-)
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43 8755

674936
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Abundance #4492: Butane, 2-methoxy-2-methyl-
73

5543
87
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6737 49 101
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Abundance #13739: 2,2,4-Trimethyl-3-pentanol
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87

5541

29
9767 1127947 129

20 30 40 50 60 70 80 90 100 110 120 130
0
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m/z-->

Abundance #4436: Pentane, 3-methoxy-
73

45

29 5539 10167

3.20 3.30 3.40 3.50

m/z  73.10  100.00%

3.20 3.30 3.40 3.50

m/z  43.10   33.78%

3.20 3.30 3.40 3.50

m/z  87.10   28.25%

3.20 3.30 3.40 3.50

m/z  55.10   27.27%

3.20 3.30 3.40 3.50

m/z  71.10   11.40%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown5.09                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.09  177.53 ng        2497880   1,4-Dichlorobenzene-d4      8.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 45
 2 Guanidine                            59 CH5N3          000113-00-8 38
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 12
 4 Acetone                              58 C3H6O          000067-64-1 12
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
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Abundance Scan 341 (5.092 min): BG042344.D (-333) (-)
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Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #256: Guanidine
5943

18

28

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

5000
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Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
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12650 142

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   72.49%

4.80 5.00 5.20 5.40

m/z 101.10   30.35%

4.80 5.00 5.20 5.40

m/z  58.10   19.77%

4.80 5.00 5.20 5.40

m/z  41.10    9.50%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.54                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.54   94.70 ng        1332430   1,4-Dichlorobenzene-d4      8.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 25
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 3 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 
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m/z-->

Abundance Scan 758 (7.542 min): BG042344.D (-749) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
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7.20 7.40 7.60 7.80

m/z 132.00  100.00%

7.20 7.40 7.60 7.80

m/z  68.10   33.10%

7.20 7.40 7.60 7.80

m/z 134.00   32.46%

7.20 7.40 7.60 7.80

m/z  66.10   21.32%

7.20 7.40 7.60 7.80

m/z  69.10   13.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown11.98                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.98    3.52 ng          70053   Naphthalene-d8             10.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-chloro-2-(trifluorome... 180 C7H4ClF3       000088-16-4 32
 2 Arsenic trichloride                 180 AsCl3          007784-34-1 32
 3 1H-Indole-4-carboxaldehyde          145 C9H7NO         001074-86-8 27
 4 5-Quinolinol                        145 C9H7NO         000578-67-6 27
 5 2(1H)-Pyridinone, 5-chloro-3-hyd... 145 C5H4ClNO2      053233-89-9 27
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0

5000

m/z-->

Abundance Scan 1513 (11.978 min): BG042344.D (-1505) (-)
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Abundance #46007: Benzene, 1-chloro-2-(trifluoromethyl)-
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11137 62 852613
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Abundance #45106: Arsenic trichloride
145

180

35
11075

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #21530: 1H-Indole-4-carboxaldehyde
145

116

89
63

39 1305129 74 99

11.60 11.80 12.00 12.20

m/z 145.00  100.00%

11.60 11.80 12.00 12.20

m/z 180.00   54.51%

11.60 11.80 12.00 12.20

m/z 103.00   44.26%

11.60 11.80 12.00 12.20

m/z 182.00   37.27%

11.60 11.80 12.00 12.20

m/z 147.00   35.43%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Phenol, 2,6-dibromo-            Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.15    2.13 ng          68397   Acenaphthene-d10           14.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 2,6-dibromo-                250 C6H4Br2O       000608-33-3 97
 2 Phenol, 2,4-dibromo-                250 C6H4Br2O       000615-58-7 94
 3 2-Pyridinamine, 3,5-dibromo-        250 C5H4Br2N2      035486-42-1 64
 4 4-(2-Hydroxy-5-bromophenyl)pyrim... 250 C10H7BrN2O     097630-76-7 12
 5 Thieno[3,2-d]isothiazole, 3-cyan... 252 C8H4N4S3       077729-68-1 9 
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Abundance #102630: Phenol, 2,4-dibromo-
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Abundance #102621: 2-Pyridinamine, 3,5-dibromo-
252
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12.80 13.00 13.20 13.40

m/z 251.80  100.00%

12.80 13.00 13.20 13.40

m/z 253.70   48.45%

12.80 13.00 13.20 13.40

m/z 249.80   40.50%

12.80 13.00 13.20 13.40

m/z  63.00   33.20%

12.80 13.00 13.20 13.40

m/z 142.90   12.88%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1,5-Bis(4-fluorophenyl)-1,3...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.82    2.22 ng          71386   Acenaphthene-d10           14.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,5-Bis(4-fluorophenyl)-1,3,5-tr... 266 C14H12F2O3     1000280-28-3 64
 2 3-Furoic acid, trimethylsilyl ester 184 C8H12O3Si      1000332-78-1 47
 3 Pyracarbolid                        217 C13H15NO2      024691-76-7 43
 4 2-Amino-4-hydroxy-6-methylpyrimi... 125 C5H7N3O        003977-29-5 43
 5 Thiazole, 5-ethenyl-4-methyl-       125 C6H7NS         001759-28-0 38
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0

5000

m/z-->

Abundance Scan 2167 (15.821 min): BG042344.D (-2161) (-)
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Abundance #115308: 1,5-Bis(4-fluorophenyl)-1,3,5-trioxapentane
125
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20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000
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Abundance #49155: 3-Furoic acid, trimethylsilyl ester
125
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0

5000

m/z-->

Abundance #74897: Pyracarbolid
125

43
97

217836527 146 188160174

15.60 15.80 16.00 16.20

m/z 125.00  100.00%

15.60 15.80 16.00 16.20

m/z  95.00   40.76%

15.60 15.80 16.00 16.20

m/z  97.10   34.68%

15.60 15.80 16.00 16.20

m/z 236.00   31.17%

15.60 15.80 16.00 16.20

m/z  75.00   21.05%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown17.33                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.33    4.18 ng         175126   Phenanthrene-d10           17.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Glutaric acid, isobutyl 3,4,5-tr... 332 C16H19F3O4     1000377-56-7 22
 2 Diethylmalonic acid, octyl 2,4,5... 416 C22H31F3O4     1000369-26-0 22
 3 1,5-Bis(4-fluorophenyl)-1,3,5-tr... 266 C14H12F2O3     1000280-28-3 22
 4 2(1H)-Pyridinone, 5-chloro-3-hyd... 145 C5H4ClNO2      053233-89-9 18
 5 2,4,5-Trifluorobenzyl alcohol, t... 258 C9H4F6O2       1000364-21-7 18
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5000

m/z-->

Abundance Scan 2424 (17.331 min): BG042344.D (-2418) (-)
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Abundance #170521: Glutaric acid, isobutyl 3,4,5-trifluorobenzyl ester
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Abundance #217837: Diethylmalonic acid, octyl 2,4,5-trifluorobenzyl ...
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Abundance #115308: 1,5-Bis(4-fluorophenyl)-1,3,5-trioxapentane
125

95
236

57 266

17.00 17.20 17.40 17.60

m/z 145.00  100.00%

17.00 17.20 17.40 17.60

m/z 125.00   89.85%

17.00 17.20 17.40 17.60

m/z 256.00   49.01%

17.00 17.20 17.40 17.60

m/z 115.00   43.64%

17.00 17.20 17.40 17.60

m/z 117.00   37.14%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown18.71                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.71    2.21 ng          92529   Phenanthrene-d10           17.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2(1H)-Pyridinone, 5-chloro-3-hyd... 145 C5H4ClNO2      053233-89-9 47
 2 5-Isoquinolinol                     145 C9H7NO         002439-04-5 43
 3 1,3,5-Triazine-2,4-diamine, 6-ch... 145 C3H4ClN5       003397-62-4 43
 4 Ethanone, 1-(2,3-dihydro-1H-inde... 160 C11H12O        004228-10-8 40
 5 2-Quinazolinamine                   145 C8H7N3         001687-51-0 38

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance Scan 2659 (18.711 min): BG042344.D (-2653) (-)
145

115

27678
52 131 17696 209

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #21313: 2(1H)-Pyridinone, 5-chloro-3-hydroxy-
145

54

89 11728
7314

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #21496: 5-Isoquinolinol
145

117
90

63
39

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #21289: 1,3,5-Triazine-2,4-diamine, 6-chloro-
145

1106843

28 87 12913

18.40 18.60 18.80 19.00

m/z 145.00  100.00%

18.40 18.60 18.80 19.00

m/z 115.00   37.70%

18.40 18.60 18.80 19.00

m/z 117.00   32.67%

18.40 18.60 18.80 19.00

m/z 147.00   32.50%

18.40 18.60 18.80 19.00

m/z 276.00   21.38%

8270-BG081919.M Wed Aug 21 14:06:59 2019                                              Page: 10

Instrument :
BNA_G
ClientSampleId :
WP-1



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Octatriacontyl pentafluorop...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.34    4.72 ng         228798   Chrysene-d12               21.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octatriacontyl pentafluoropropio... 697 C41H77F5O2     1000351-89-1 91
 2 Oxalic acid, isobutyl hexadecyl ... 370 C22H42O4       1000309-38-1 91
 3 Eicosane                            282 C20H42         000112-95-8 83
 4 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 70
 5 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 70

0 50 100 150 200 250 300 350 400 450 500 550 600 650
0

5000

m/z-->

Abundance Scan 3106 (21.338 min): BG042344.D (-3101) (-)
57

97

139 183 265222 355

0 50 100 150 200 250 300 350 400 450 500 550 600 650
0

5000

m/z-->

Abundance #242842: Octatriacontyl pentafluoropropionate
57

97

139 181 281225 532 678341376 57720 415 460

0 50 100 150 200 250 300 350 400 450 500 550 600 650
0

5000

m/z-->

Abundance #196922: Oxalic acid, isobutyl hexadecyl ester
57

97
269139 224

0 50 100 150 200 250 300 350 400 450 500 550 600 650
0

5000

m/z-->

Abundance #129493: Eicosane
57

282
99

141 183 225

21.00 21.20 21.40 21.60

m/z  57.05  100.00%

21.00 21.20 21.40 21.60

m/z  43.05   77.09%

21.00 21.20 21.40 21.60

m/z  71.10   64.14%

21.00 21.20 21.40 21.60

m/z  55.10   58.82%

21.00 21.20 21.40 21.60

m/z  97.05   51.86%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Hexacosane                      Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.50    2.10 ng         102009   Chrysene-d12               21.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 90
 2 Tetracosane                         338 C24H50         000646-31-1 87
 3 Triacontane                         422 C30H62         000638-68-6 87
 4 Heptadecane                         240 C17H36         000629-78-7 87
 5 Docosane                            310 C22H46         000629-97-0 87

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3304 (22.501 min): BG042344.D (-3299) (-)
57

85

113
141 207169 281239 357

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #194494: Hexacosane
57

85

11329 141 169 197 225 366253 295

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #175559: Tetracosane
57

85

29 113 141 169 338197 225 253

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #219831: Triacontane
57

85

113 141 169 42219729 225 253 281 309 337 365 393

22.20 22.40 22.60 22.80

m/z  57.10  100.00%

22.20 22.40 22.60 22.80

m/z  71.10   64.32%

22.20 22.40 22.60 22.80

m/z  43.10   58.95%

22.20 22.40 22.60 22.80

m/z  85.10   54.82%

22.20 22.40 22.60 22.80

m/z  55.10   21.83%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Pentacosane                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.21    2.68 ng         129916   Chrysene-d12               21.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentacosane                         352 C25H52         000629-99-2 91
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 Hexacosane                          366 C26H54         000630-01-3 91
 4 Docosane                            310 C22H46         000629-97-0 91
 5 Eicosane, 2-methyl-                 296 C21H44         001560-84-5 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3425 (23.212 min): BG042344.D (-3417) (-)
57

85

113 141 183 207 252 280 341

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185533: Pentacosane
57

85

113 14129 169 211 239 352267 295 323189

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209565: Octacosane
57

85

29 113 141 169 197 225 281253 309 337 394365

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194494: Hexacosane
57

85

11329 141 169 197 225 366253 295

22.80 23.00 23.20 23.40 23.60

m/z  57.05  100.00%

22.80 23.00 23.20 23.40 23.60

m/z  71.05   65.93%

22.80 23.00 23.20 23.40 23.60

m/z  85.10   55.37%

22.80 23.00 23.20 23.40 23.60

m/z  43.10   55.34%

22.80 23.00 23.20 23.40 23.60

m/z  55.10   25.47%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Octadecane, 2-methyl-           Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.02    2.28 ng         133150   Perylene-d12               24.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane, 2-methyl-               268 C19H40         001560-88-9 94
 2 Docosane                            310 C22H46         000629-97-0 90
 3 Heptadecane                         240 C17H36         000629-78-7 87
 4 Hexadecane, 1-iodo-                 352 C16H33I        000544-77-4 87
 5 Tetracosane                         338 C24H50         000646-31-1 87

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3563 (24.023 min): BG042344.D (-3556) (-)
57

85

113 141 169 197 22539 341267

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #117649: Octadecane, 2-methyl-
57

85

29 225113 141 253169 1972

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #153223: Docosane
57

85

113 141 310183 211 239 267

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #94346: Heptadecane
57

85

29
113 141 240169 197

23.80 24.00 24.20 24.40

m/z  57.10  100.00%

23.80 24.00 24.20 24.40

m/z  71.10   67.79%

23.80 24.00 24.20 24.40

m/z  85.05   56.47%

23.80 24.00 24.20 24.40

m/z  43.10   54.29%

23.80 24.00 24.20 24.40

m/z  55.10   17.79%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
  Data File : BG042344.D                                          
  Acq On    : 20 Aug 2019   2:17
  Operator  : HP/JU
  Sample    : K4290-06
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.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...   3.12   137.8 ng    1938670  1   8.01  281408  20.0
unknown5.09            5.09   177.5 ng    2497880  1   8.01  281408  20.0
unknown7.54            7.54    94.7 ng    1332430  1   8.01  281408  20.0
unknown11.98          11.98     3.5 ng      70053  2  10.83  398389  20.0
Phenol, 2,6-dibromo-  13.15     2.1 ng      68397  3  14.66  642116  20.0
1,5-Bis(4-fluorop...  15.82     2.2 ng      71386  3  14.66  642116  20.0
unknown17.33          17.33     4.2 ng     175126  4  17.41  838753  20.0
unknown18.71          18.71     2.2 ng      92529  4  17.41  838753  20.0
Octatriacontyl pe...  21.34     4.7 ng     228798  5  21.69  970469  20.0
Hexacosane            22.50     2.1 ng     102009  5  21.69  970469  20.0
Pentacosane           23.21     2.7 ng     129916  5  21.69  970469  20.0
Octadecane, 2-met...  24.02     2.3 ng     133150  6  24.93 1168170  20.0
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