
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   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_F\METHODS\8270-BF042219.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   3.975   315  321  330 rVB    89199    123312   2.09%   0.367%
  2   5.516   578  583  586 rBV  2896969   3039517  51.44%   9.052%
  3   6.528   749  755  758 rBV  2874057   3196400  54.10%   9.519%
  4   6.663   773  778  781 rBV  3370511   3321068  56.21%   9.891%
  5   6.887   813  816  820 rBV   553152    436888   7.39%   1.301%
 
  6   7.051   839  844  847 rBV  2642998   2540655  43.00%   7.566%
  7   7.451   906  912  915 rBV  2095904   2008145  33.99%   5.981%
  8   8.169  1030 1034 1041 rBV   487071    409427   6.93%   1.219%
  9   9.245  1213 1217 1220 rBV  3521097   3367687  57.00%  10.029%
 10   9.634  1279 1283 1288 rBV   327407    255760   4.33%   0.762%
 
 11   9.922  1329 1332 1337 rBV   570236    536960   9.09%   1.599%
 12  10.716  1462 1467 1470 rBV  2572110   2650958  44.87%   7.895%
 13  11.410  1581 1585 1588 rBV   729636    614080  10.39%   1.829%
 14  11.933  1668 1674 1682 rBV   316689    389740   6.60%   1.161%
 15  12.622  1788 1791 1800 rBV   156690    149513   2.53%   0.445%
 
 16  12.722  1803 1808 1815 rBV   584063    639892  10.83%   1.906%
 17  12.851  1827 1830 1834 rVB   130651    123909   2.10%   0.369%
 18  12.998  1850 1855 1858 rBV  5027183   5908493 100.00%  17.596%
 19  13.892  2004 2007 2022 rVB   272769    416400   7.05%   1.240%
 20  14.057  2028 2035 2038 rBV   668912    707848  11.98%   2.108%
 
 21  14.216  2059 2062 2067 rBV    85052     90234   1.53%   0.269%
 22  14.533  2111 2116 2127 rBV   189614    278433   4.71%   0.829%
 23  14.845  2165 2169 2174 rBV   247750    273933   4.64%   0.816%
 24  15.121  2212 2216 2219 rBV    40269     65609   1.11%   0.195%
 25  15.192  2224 2228 2232 rBV   332599    369864   6.26%   1.102%
 
 26  15.557  2285 2290 2292 rBV   451378    599591  10.15%   1.786%
 27  15.580  2292 2294 2300 rVB   286777    322879   5.46%   0.962%
 28  16.027  2364 2370 2376 rBV   205475    317297   5.37%   0.945%
 29  16.098  2376 2382 2395 rVB    35661    123543   2.09%   0.368%
 30  16.539  2452 2457 2462 rBV    80662    139998   2.37%   0.417%
 
 31  17.145  2556 2560 2568 rVB2   35476     68291   1.16%   0.203%
 32  17.680  2644 2651 2657 rBV2   26452     91643   1.55%   0.273%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   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_F\METHODS\8270-BF042219.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:    33577967
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.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_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  1,3,5-Cycloheptatriene          Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.98    5.65 ng         123312   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Toluene                              92 C7H8           000108-88-3 95
 2 1,3,5-Cycloheptatriene               92 C7H8           000544-25-2 90
 3 Spiro[2,4]hepta-4,6-diene            92 C7H8           000765-46-8 68
 4 Molybdenum, di-.mu.-chlorobis[(1... 532 C20H26Cl2Mo2   035625-66-2 64
 5 2,5-Norbornadiene                    92 C7H8           000121-46-0 64

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 322 (3.981 min): BF114081.D (-315) (-)
91.0

65.039.0 50.9 77.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #2449: Toluene
91.0

65.039.0 51.027.0 74.0 83.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #2470: 1,3,5-Cycloheptatriene
91.0

39.0 65.0
51.027.015.0 77.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #2472: Spiro[2,4]hepta-4,6-diene
91.0

65.0
39.0 51.027.0 77.0

3.60 3.80 4.00 4.20 4.40

m/z  91.00  100.00%

3.60 3.80 4.00 4.20 4.40

m/z  92.00   55.81%

3.60 3.80 4.00 4.20 4.40

m/z  65.00   10.26%

3.60 3.80 4.00 4.20 4.40

m/z  39.00    8.55%

3.60 3.80 4.00 4.20 4.40

m/z  63.00    6.79%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.66                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.66  152.03 ng        3321070   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 3 Xenon                               132 Xe             007440-63-3 9 
 4 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

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

5000

m/z-->

Abundance Scan 777 (6.657 min): BF114081.D (-773) (-)
132.0

68.0

96.0
40.0 54.0 78.0 106.0

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

5000

m/z-->

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

69.0
104.0

51.031.0
79.0

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

5000

m/z-->

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0

117.0

91.0
39.0 51.0 65.0 77.0 105.027.0

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

5000

m/z-->

Abundance #14560: Xenon
132.0

66.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.00   42.95%

6.40 6.60 6.80 7.00

m/z 134.00   32.60%

6.40 6.60 6.80 7.00

m/z  66.00   27.37%

6.40 6.60 6.80 7.00

m/z  69.05   17.42%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.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.
---------------------------------------------------------------------
 11.93   12.69 ng         389740   Phenanthrene-d10           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 89
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 76
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 52
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 35

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

5000

m/z-->

Abundance Scan 1673 (11.928 min): BF114081.D (-1668) (-)
73.0

43.0

129.0

213.197.0
185.1157.0 256.2

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0

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

5000

m/z-->

Abundance #72646: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

152.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

11.60 11.80 12.00 12.20

m/z  72.95  100.00%

11.60 11.80 12.00 12.20

m/z  59.95   73.53%

11.60 11.80 12.00 12.20

m/z  43.05   72.26%

11.60 11.80 12.00 12.20

m/z  57.00   58.86%

11.60 11.80 12.00 12.20

m/z  41.00   55.59%

8270-BF042219.M Fri May 03 16:42:25 2019                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
SSSI-0419-S-DH-7



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.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.
---------------------------------------------------------------------
 12.72   20.84 ng         639892   Phenanthrene-d10           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 93
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 58

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

5000

m/z-->

Abundance Scan 1808 (12.722 min): BF114081.D (-1803) (-)
73.0

43.0

129.0

97.0 185.1 241.2
284.3

157.0 213.1

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

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
0

5000

m/z-->

Abundance #107548: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.097.0
157.0 185.0

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

5000

m/z-->

Abundance #95854: Pentadecanoic acid
43.0 73.0

242.0129.0
97.0 199.0

171.0150.0

12.40 12.60 12.80 13.00

m/z  72.95  100.00%

12.40 12.60 12.80 13.00

m/z  43.00   73.90%

12.40 12.60 12.80 13.00

m/z  60.00   71.32%

12.40 12.60 12.80 13.00

m/z  57.00   65.20%

12.40 12.60 12.80 13.00

m/z  55.00   59.45%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Behenic alcohol                 Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.89   11.77 ng         416400   Chrysene-d12               14.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Behenic alcohol                     326 C22H46O        000661-19-8 93
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 3 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 93
 4 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 93
 5 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 93

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 2007 (13.892 min): BF114081.D (-2004) (-)
57.0 83.0

111.1

139.1 230.0167.0 202.0 280.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #166292: Behenic alcohol
83.055.0

111.0

29.0 139.0 167.0 280.0 308.0196.0 224.0 252.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0 83.0

111.0

29.0
139.0 167.0 266.0196.0 294.0238.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
57.0

97.0

125.029.0
154.0 283.0238.0210.0182.0 334.0

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  83.05   83.91%

13.60 13.80 14.00 14.20

m/z  43.10   81.59%

13.60 13.80 14.00 14.20

m/z  69.00   75.81%

13.60 13.80 14.00 14.20

m/z  97.00   74.95%

8270-BF042219.M Fri May 03 16:42:26 2019                                              Page: 8

Instrument :
BNA_F
ClientSampleId :
SSSI-0419-S-DH-7



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Octacosane                      Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.22    2.55 ng          90234   Chrysene-d12               14.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 91
 2 Heptadecane                         240 C17H36         000629-78-7 91
 3 Triacontane                         422 C30H62         000638-68-6 91
 4 Tetracosane                         338 C24H50         000646-31-1 91
 5 Docosane                            310 C22H46         000629-97-0 90

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2063 (14.221 min): BF114081.D (-2059) (-)
57.1

99.0
141.0 183.1 239.1 281.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.0 183.0 225.0 281.0 394.0337.025.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #94346: Heptadecane
57.0

99.0

141.0 240.0183.025.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #219831: Triacontane
57.0

99.0
141.0 183.0 422.0225.0 267.0 309.0 351.0

14.00 14.20 14.40 14.60

m/z  57.10  100.00%

14.00 14.20 14.40 14.60

m/z  71.00   87.56%

14.00 14.20 14.40 14.60

m/z  85.05   63.60%

14.00 14.20 14.40 14.60

m/z  43.00   57.41%

14.00 14.20 14.40 14.60

m/z  55.00   21.86%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Triacontane                     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.53    7.87 ng         278433   Chrysene-d12               14.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Triacontane                         422 C30H62         000638-68-6 91
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 3 Heneicosane                         296 C21H44         000629-94-7 90
 4 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 87
 5 Hexacosane                          366 C26H54         000630-01-3 87

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2115 (14.527 min): BF114081.D (-2111) (-)
57.0

99.0
141.1 324.1215.0183.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #219831: Triacontane
57.0

99.0
141.0 183.0 422.0225.0 267.0 309.0 351.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57.0

99.0
141.0 365.0183.0 225.0 267.0 309.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.0 183.0 296.0225.025.0

14.20 14.40 14.60 14.80

m/z  57.00  100.00%

14.20 14.40 14.60 14.80

m/z  71.05   84.17%

14.20 14.40 14.60 14.80

m/z  43.00   61.17%

14.20 14.40 14.60 14.80

m/z  85.05   61.08%

14.20 14.40 14.60 14.80

m/z  55.00   25.50%

8270-BF042219.M Fri May 03 16:42:28 2019                                              Page: 10

Instrument :
BNA_F
ClientSampleId :
SSSI-0419-S-DH-7



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Eicosane                        Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.85    9.14 ng         273933   Perylene-d12               15.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 97
 2 Hexacosane                          366 C26H54         000630-01-3 93
 3 Triacontane                         422 C30H62         000638-68-6 91
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 5 Heneicosane                         296 C21H44         000629-94-7 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2170 (14.851 min): BF114081.D (-2165) (-)
57.0

99.0
141.1 183.2 225.1 267.2

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #129490: Eicosane
57.0

99.0
141.0 282.0183.0 225.026.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #219831: Triacontane
57.0

99.0
141.0 183.0 422.0225.0 267.0 309.0 351.026.0

14.60 14.80 15.00 15.20

m/z  57.00  100.00%

14.60 14.80 15.00 15.20

m/z  71.10   79.91%

14.60 14.80 15.00 15.20

m/z  85.05   62.10%

14.60 14.80 15.00 15.20

m/z  43.05   56.99%

14.60 14.80 15.00 15.20

m/z  41.00   21.88%
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Instrument :
BNA_F
ClientSampleId :
SSSI-0419-S-DH-7



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Benzo[e]pyrene                  Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.12    2.19 ng          65609   Perylene-d12               15.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[k]fluoranthene                252 C20H12         000207-08-9 93
 2 Benzo[e]pyrene                      252 C20H12         000192-97-2 93
 3 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 83
 4 Benzo[a]pyrene                      252 C20H12         000050-32-8 83
 5 Benzo[j]fluoranthene                252 C20H12         000205-82-3 81

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

5000

m/z-->

Abundance Scan 2216 (15.121 min): BF114081.D (-2212) (-)
252.0

126.1 224.086.0 199.061.0 151.0 283.0107.041.0 175.1

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

5000

m/z-->

Abundance #104224: Benzo[k]fluoranthene
252.0

126.0
224.099.0 200.074.0

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

5000

m/z-->

Abundance #104217: Benzo[e]pyrene
252.0

125.0
224.099.0 200.074.0 174.0146.050.0

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

5000

m/z-->

Abundance #104229: Benz[e]acephenanthrylene
252.0

126.0

224.0100.0 200.074.0 174.0150.051.0

14.80 15.00 15.20 15.40

m/z 252.00  100.00%

14.80 15.00 15.20 15.40

m/z 250.00   25.65%

14.80 15.00 15.20 15.40

m/z 253.05   21.43%

14.80 15.00 15.20 15.40

m/z 126.10   10.47%

14.80 15.00 15.20 15.40

m/z 124.90    8.90%
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Instrument :
BNA_F
ClientSampleId :
SSSI-0419-S-DH-7



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.19   12.34 ng         369864   Perylene-d12               15.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 91
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Triacontane                         422 C30H62         000638-68-6 91
 5 Heptadecane                         240 C17H36         000629-78-7 83

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2228 (15.192 min): BF114081.D (-2224) (-)
57.0

99.0

141.1 183.1 225.1 268.1 309.1

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57.0

99.0
141.0 365.0183.027.0 225.0 267.0 309.0

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141425: Heneicosane
57.0

99.0
27.0 141.0 183.0 296.0225.0 266.0

14.80 15.00 15.20 15.40 15.60

m/z  57.05  100.00%

14.80 15.00 15.20 15.40 15.60

m/z  71.05   84.19%

14.80 15.00 15.20 15.40 15.60

m/z  85.05   62.73%

14.80 15.00 15.20 15.40 15.60

m/z  43.00   58.91%

14.80 15.00 15.20 15.40 15.60

m/z  55.00   22.83%
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Instrument :
BNA_F
ClientSampleId :
SSSI-0419-S-DH-7



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Heneicosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.03   10.58 ng         317297   Perylene-d12               15.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Triacontane                         422 C30H62         000638-68-6 91
 3 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 4 Hexacosane                          366 C26H54         000630-01-3 91
 5 Octacosane                          394 C28H58         000630-02-4 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2370 (16.027 min): BF114081.D (-2364) (-)
57.0

99.1
141.1 183.1 239.1 281.9

50 100 150 200 250 300 350 400
0

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
0

5000

m/z-->

Abundance #219831: Triacontane
57.0

99.0
141.0 183.0 422.0225.0 267.0 309.0 351.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57.0

99.0
141.0 365.0183.0 225.0 267.0 309.0

15.80 16.00 16.20 16.40

m/z  57.00  100.00%

15.80 16.00 16.20 16.40

m/z  71.00   81.93%

15.80 16.00 16.20 16.40

m/z  85.05   63.32%

15.80 16.00 16.20 16.40

m/z  43.05   58.84%

15.80 16.00 16.20 16.40

m/z  55.05   22.70%
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Instrument :
BNA_F
ClientSampleId :
SSSI-0419-S-DH-7



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  1-Nonadecene                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.10    4.12 ng         123543   Perylene-d12               15.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Nonadecene                        266 C19H38         018435-45-5 91
 2 1-Heptacosanol                      396 C27H56O        002004-39-9 86
 3 9-Nonadecene                        266 C19H38         031035-07-1 58
 4 17-Pentatriacontene                 491 C35H70         006971-40-0 49
 5 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 49

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2382 (16.098 min): BF114081.D (-2376) (-)
97.055.0

139.1 185.0 266.0217.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #115904: 1-Nonadecene
57.0 97.0

266.0139.027.0 168.0 224.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #210517: 1-Heptacosanol
57.0 97.0

139.0
168.027.0 378.0209.0238.0 278.0308.0 348.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #115903: 9-Nonadecene
55.0

97.0

266.0126.018.0 167.0

15.80 16.00 16.20 16.40

m/z  97.00  100.00%

15.80 16.00 16.20 16.40

m/z  83.00   88.42%

15.80 16.00 16.20 16.40

m/z  55.00   87.46%

15.80 16.00 16.20 16.40

m/z  57.00   82.30%

15.80 16.00 16.20 16.40

m/z  43.00   78.41%
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Instrument :
BNA_F
ClientSampleId :
SSSI-0419-S-DH-7



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Nonadecane, 2,3-dimethyl-       Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.54    4.67 ng         139998   Perylene-d12               15.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane, 2,3-dimethyl-           296 C21H44         075163-99-4 91
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 3 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 4 Hentriacontane                      437 C31H64         000630-04-6 90
 5 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 90

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2457 (16.539 min): BF114081.D (-2452) (-)
57.0

99.1
141.1 183.1 253.1283.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141439: Nonadecane, 2,3-dimethyl-
43.0

85.0

253.0
127.0 169.0 211.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57.0

99.0
141.0 365.0183.028.0 225.0 267.0 309.0 394.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57.0

99.0 239.0141.0 183.0 268.0 308.0 352.0

16.20 16.40 16.60 16.80

m/z  57.00  100.00%

16.20 16.40 16.60 16.80

m/z  71.00   86.46%

16.20 16.40 16.60 16.80

m/z  85.05   64.81%

16.20 16.40 16.60 16.80

m/z  43.00   57.45%

16.20 16.40 16.60 16.80

m/z  55.00   24.63%
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Instrument :
BNA_F
ClientSampleId :
SSSI-0419-S-DH-7



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Sulfurous acid, butyl hexad...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.14    2.28 ng          68291   Perylene-d12               15.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, butyl hexadecyl ... 362 C20H42O3S      1000309-18-3 83
 2 Hentriacontane                      437 C31H64         000630-04-6 78
 3 Sulfurous acid, 2-propyl tridecy... 306 C16H34O3S      1000309-12-4 72
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 72
 5 Tetradecane                         198 C14H30         000629-59-4 64

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2559 (17.139 min): BF114081.D (-2556) (-)
57.0

99.0 155.0 267.0191.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #191844: Sulfurous acid, butyl hexadecyl ester
57.0

97.0
225.0139.0 289.0183.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #223852: Hentriacontane
57.0

99.0
141.0 183.0 225.0 309.0267.0 351.0 437.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43.0

85.0

125.0 182.0 217.0

16.80 17.00 17.20 17.40

m/z  57.00  100.00%

16.80 17.00 17.20 17.40

m/z  71.00   86.29%

16.80 17.00 17.20 17.40

m/z  85.05   65.84%

16.80 17.00 17.20 17.40

m/z  43.10   41.22%

16.80 17.00 17.20 17.40

m/z  83.00   24.35%
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Instrument :
BNA_F
ClientSampleId :
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  unknown17.68                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.68    3.06 ng          91643   Perylene-d12               15.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4H-Furo[3,2-b]pyrrole-5-carboxyl... 207 C10H9NO4       1000318-88-7 10
 2 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2      104926-37-6 10
 3 1,4-Dihydro-pyridine-3-carboxyli... 284 C16H16N2O3     1000259-17-8 10
 4 1,2,5-Oxadiazol-3-amine, 4-(4-me... 207 C9H9N3O3       1000351-72-7 10
 5 Indole-2-one, 2,3-dihydro-N-hydr... 207 C11H13NO3      1000129-52-1 9 

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 2651 (17.680 min): BF114081.D (-2644) (-)
207.055.0

159.085.0
255.2231.1117.0

329.3

281.0

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #66658: 4H-Furo[3,2-b]pyrrole-5-carboxylic acid, 4-(2-oxop...
207.0

43.0 164.0
92.0

118.0

68.0

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #66915: Cyclohexane-1,3-dione, 2-allylaminomethylene-5,5-d...
207.055.0 80.0

123.0

166.0

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #130876: 1,4-Dihydro-pyridine-3-carboxylic acid, 5-cyano-6...
43.0 207.0

77.0 179.0
255.0 284.0

105.0 140.0

17.40 17.60 17.80 18.00

m/z 207.00  100.00%

17.40 17.60 17.80 18.00

m/z  55.00   92.25%

17.40 17.60 17.80 18.00

m/z  43.00   74.02%

17.40 17.60 17.80 18.00

m/z  71.00   62.74%

17.40 17.60 17.80 18.00

m/z 159.00   58.91%
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Instrument :
BNA_F
ClientSampleId :
SSSI-0419-S-DH-7



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050219\
  Data File : BF114081.D                                          
  Acq On    :  2 May 2019  13:02
  Operator  : JU/SJ
  Sample    : K2584-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.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|
----------------------------------------------------------------------------
1,3,5-Cycloheptat...   3.98     5.7 ng     123312  1   6.89  436888  20.0
unknown6.66            6.66   152.0 ng    3321070  1   6.89  436888  20.0
n-Hexadecanoic acid   11.93    12.7 ng     389740  4  11.41  614080  20.0
Octadecanoic acid     12.72    20.8 ng     639892  4  11.41  614080  20.0
Behenic alcohol       13.89    11.8 ng     416400  5  14.06  707848  20.0
Octacosane            14.22     2.5 ng      90234  5  14.06  707848  20.0
Triacontane           14.53     7.9 ng     278433  5  14.06  707848  20.0
Eicosane              14.85     9.1 ng     273933  6  15.56  599591  20.0
Benzo[e]pyrene        15.12     2.2 ng      65609  6  15.56  599591  20.0
Hexacosane            15.19    12.3 ng     369864  6  15.56  599591  20.0
Heneicosane           16.03    10.6 ng     317297  6  15.56  599591  20.0
1-Nonadecene          16.10     4.1 ng     123543  6  15.56  599591  20.0
Nonadecane, 2,3-d...  16.54     4.7 ng     139998  6  15.56  599591  20.0
Sulfurous acid, b...  17.14     2.3 ng      68291  6  15.56  599591  20.0
unknown17.68          17.68     3.1 ng      91643  6  15.56  599591  20.0
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