
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   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_M\METHODS\8270-BM041519.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   4.863   313  319  329 rBV   133652    212860   4.47%   0.788%
  2   5.128   358  364  382 rBV   606419   1037972  21.77%   3.841%
  3   6.716   628  634  649 rBV   273425    636095  13.34%   2.354%
  4   7.051   683  691  709 rBV  1270622   2178700  45.70%   8.062%
  5   7.510   762  769  784 rVB   335670    568322  11.92%   2.103%
 
  6   7.822   813  822  837 rBV  1307048   2168806  45.49%   8.025%
  7   8.586   947  952  960 rVB2   71075    113801   2.39%   0.421%
  8   8.687   960  969  988 rBV   785099   1595319  33.46%   5.903%
  9   9.004  1016 1023 1030 rVB2  158349    263411   5.53%   0.975%
 10   9.110  1036 1041 1051 rVB    40967     80405   1.69%   0.298%
 
 11   9.686  1129 1139 1147 rBV5   36401     85079   1.78%   0.315%
 12  10.292  1236 1242 1255 rVB   329228    630697  13.23%   2.334%
 13  11.016  1360 1365 1372 rBV2   25000     49228   1.03%   0.182%
 14  11.651  1466 1473 1480 rBV2   38034     82507   1.73%   0.305%
 15  12.780  1658 1665 1677 rBV  2308192   3435653  72.07%  12.713%
 
 16  13.657  1810 1814 1825 rVB    40659     78105   1.64%   0.289%
 17  14.180  1896 1903 1910 rVV2  538591    821449  17.23%   3.040%
 18  15.692  2153 2160 2176 rBV  1723491   2820547  59.17%  10.437%
 19  15.957  2200 2205 2219 rBV4   34403    101418   2.13%   0.375%
 20  16.251  2250 2255 2264 rVB    95297    170255   3.57%   0.630%
 
 21  16.945  2367 2373 2380 rBV2  663906    976392  20.48%   3.613%
 22  17.833  2520 2524 2534 rBV   262034    427146   8.96%   1.581%
 23  19.133  2741 2745 2752 rBV   147575    222367   4.66%   0.823%
 24  19.362  2781 2784 2789 rBV    87651    108892   2.28%   0.403%
 25  19.586  2817 2822 2831 rBV  3725508   4767167 100.00%  17.640%
 
 26  20.856  3034 3038 3044 rVB   227399    274321   5.75%   1.015%
 27  21.156  3085 3089 3095 rBV   850698   1215117  25.49%   4.496%
 28  22.156  3256 3259 3261 rBV   116548    118770   2.49%   0.439%
 29  22.639  3338 3341 3345 rVB2  152470    187137   3.93%   0.692%
 30  23.180  3430 3433 3438 rVB2  162198    225747   4.74%   0.835%
 
 31  23.350  3456 3462 3474 rVB   703584   1370788  28.75%   5.072%
 
 
                        Sum of corrected areas:    27024473
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  unknown4.86                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.86    7.49 ng         212860   1,4-Dichlorobenzene-d4      7.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, chloro-                    112 C6H5Cl         000108-90-7 97
 2 Phenol, 3-fluoro-                   112 C6H5FO         000372-20-3 38
 3 Phenol, 4-fluoro-                   112 C6H5FO         000371-41-5 25
 4 3-Hydroxypyridazine 1-oxide         112 C4H4N2O2       018259-51-3 17
 5 1,4-Cyclohexanedione                112 C6H8O2         000637-88-7 9 
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0

5000

m/z-->

Abundance Scan 318 (4.857 min): BM019967.D (-313) (-)
112

77

51
38 63 97 207
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0

5000

m/z-->

Abundance #6179: Benzene, chloro-
112

77

51

38 6227 9715

20 40 60 80 100 120 140 160 180 200
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5000

m/z-->

Abundance #6182: Phenol, 3-fluoro-
112

84
64

39 53 9528

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #6181: Phenol, 4-fluoro-
112

83
57

31
946945

4.60 4.80 5.00 5.20

m/z 112.00  100.00%

4.60 4.80 5.00 5.20

m/z  77.00   70.18%

4.60 4.80 5.00 5.20

m/z 114.00   31.33%

4.60 4.80 5.00 5.20

m/z  50.95   18.24%

4.60 4.80 5.00 5.20

m/z  50.00   16.49%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown7.05                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.05   76.67 ng        2178700   1,4-Dichlorobenzene-d4      7.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 38
 2 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 5 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
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m/z-->

Abundance Scan 691 (7.051 min): BM019967.D (-683) (-)
132
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10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000
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Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
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m/z-->

Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
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31 6044 7751 86 105 116
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m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.80 7.00 7.20 7.40

m/z  68.10   48.19%

6.80 7.00 7.20 7.40

m/z 134.00   33.16%

6.80 7.00 7.20 7.40

m/z  66.00   33.11%

6.80 7.00 7.20 7.40

m/z  69.10   21.11%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Benzene, 4-ethyl-1,2-dimethyl-  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.59    4.00 ng         113801   1,4-Dichlorobenzene-d4      7.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 4-ethyl-1,2-dimethyl-      134 C10H14         000934-80-5 94
 2 Benzene, 1-ethyl-2,4-dimethyl-      134 C10H14         000874-41-9 94
 3 Benzene, 2-ethyl-1,3-dimethyl-      134 C10H14         002870-04-4 93
 4 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 90
 5 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14         000099-87-6 81

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

5000

m/z-->

Abundance Scan 953 (8.592 min): BM019967.D (-947) (-)
119

13491
77 105655139 84
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Abundance #14377: Benzene, 4-ethyl-1,2-dimethyl-
119

13491
77 10565513927 5815 12798
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Abundance #14370: Benzene, 1-ethyl-2,4-dimethyl-
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5000

m/z-->

Abundance #14368: Benzene, 2-ethyl-1,3-dimethyl-
119
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77

65 10539 512715 58

8.20 8.40 8.60 8.80 9.00

m/z 119.10  100.00%

8.20 8.40 8.60 8.80 9.00

m/z 134.10   28.30%

8.20 8.40 8.60 8.80 9.00

m/z 117.10   27.18%

8.20 8.40 8.60 8.80 9.00

m/z  91.00   25.14%

8.20 8.40 8.60 8.80 9.00

m/z 115.00   16.85%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  unknown9.00                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.00    8.35 ng         263411   Naphthalene-d8             10.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetaldehyde, (3,3-dimethylcyclo... 152 C10H16O        026532-25-2 42
 2 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H16O        043219-68-7 41
 3 Neopentylidenecyclohexane           152 C11H20         039546-80-0 38
 4 trans-4a-Methyl-decahydronaphtha... 152 C11H20         002547-27-5 30
 5 Cyclopentene,1-(2-propenyl)-        108 C8H12          037689-19-3 25
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Abundance Scan 1022 (8.998 min): BM019967.D (-1016) (-)
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Abundance #24190: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (E)-
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Abundance #24135: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)-
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Abundance #24311: Neopentylidenecyclohexane
69

41 109 137

91
15

8.60 8.80 9.00 9.20 9.40

m/z 108.10  100.00%

8.60 8.80 9.00 9.20 9.40

m/z  69.00   95.36%

8.60 8.80 9.00 9.20 9.40

m/z 109.10   74.36%

8.60 8.80 9.00 9.20 9.40

m/z  95.10   68.86%

8.60 8.80 9.00 9.20 9.40

m/z  41.05   68.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Benzene, 1,2,3,4-tetramethyl-   Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.11    2.55 ng          80405   Naphthalene-d8             10.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,3,4-tetramethyl-       134 C10H14         000488-23-3 96
 2 Benzene, 1,2,3,5-tetramethyl-       134 C10H14         000527-53-7 94
 3 Benzene, 1-methyl-2-(1-methyleth... 134 C10H14         000527-84-4 94
 4 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14         000099-87-6 94
 5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14         000535-77-3 93
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Abundance Scan 1041 (9.110 min): BM019967.D (-1036) (-)
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Abundance #14358: Benzene, 1,2,3,4-tetramethyl-
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Abundance #14354: Benzene, 1,2,3,5-tetramethyl-
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Abundance #14404: Benzene, 1-methyl-2-(1-methylethyl)-
119

134
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8.80 9.00 9.20 9.40

m/z 118.95  100.00%

8.80 9.00 9.20 9.40

m/z 134.10   45.21%

8.80 9.00 9.20 9.40

m/z  91.00   23.34%

8.80 9.00 9.20 9.40

m/z  77.00   14.13%

8.80 9.00 9.20 9.40

m/z 117.10   10.56%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Benzene, 1-methyl-2-(1-meth...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.69    2.70 ng          85079   Naphthalene-d8             10.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-methyl-2-(1-methyleth... 134 C10H14         000527-84-4 58
 2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14         000535-77-3 53
 3 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14         000099-87-6 53
 4 Benzene, 1,2,3,5-tetramethyl-       134 C10H14         000527-53-7 52
 5 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 52
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m/z-->

Abundance Scan 1140 (9.692 min): BM019967.D (-1129) (-)
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Abundance #14395: Benzene, 1-methyl-2-(1-methylethyl)-
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Abundance #14402: Benzene, 1-methyl-3-(1-methylethyl)-
119
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5000
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Abundance #14401: Benzene, 1-methyl-4-(1-methylethyl)-
119

13491
41 776551 10327 58 12734

9.40 9.60 9.80 10.00

m/z 119.00  100.00%

9.40 9.60 9.80 10.00

m/z 134.10   39.94%

9.40 9.60 9.80 10.00

m/z 117.00   37.31%

9.40 9.60 9.80 10.00

m/z  91.10   25.53%

9.40 9.60 9.80 10.00

m/z  70.10   21.11%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  Phenol, p-tert-butyl-           Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.65    2.62 ng          82507   Naphthalene-d8             10.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, p-tert-butyl-               150 C10H14O        000098-54-4 90
 2 Phenol, m-tert-butyl-               150 C10H14O        000585-34-2 86
 3 4-Hydroxy-2-methylacetophenone      150 C9H10O2        000875-59-2 64
 4 1H-Indole, 5-fluoro-                135 C8H6FN         000399-52-0 59
 5 Hexestrol                           270 C18H22O2       005635-50-7 59
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5000

m/z-->

Abundance Scan 1473 (11.651 min): BM019967.D (-1466) (-)
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Abundance #22637: Phenol, p-tert-butyl-
135
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Abundance #22642: Phenol, m-tert-butyl-
135

107 150
41 957765 1195127 85
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0

5000

m/z-->

Abundance #23389: 4-Hydroxy-2-methylacetophenone
135

15010777

43 5127 63 91 12115

11.40 11.60 11.80 12.00

m/z 135.00  100.00%

11.40 11.60 11.80 12.00

m/z 107.00   45.01%

11.40 11.60 11.80 12.00

m/z  95.10   16.94%

11.40 11.60 11.80 12.00

m/z 150.00   16.46%

11.40 11.60 11.80 12.00

m/z  77.00   16.08%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  2(3H)-Benzothiazolone           Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.96    2.08 ng         101418   Phenanthrene-d10           16.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2(3H)-Benzothiazolone               151 C7H5NOS        000934-34-9 91
 2 1,2-Benzisothiazol-3(2H)-one        151 C7H5NOS        002634-33-5 64
 3 Thieno[3,2-c]pyridin-4(5H)-one      151 C7H5NOS        027685-92-3 47
 4 2(3H)-Benzoxazolethione             151 C7H5NOS        002382-96-9 35
 5 4-Methoxyformanilide                151 C8H9NO2        023896-88-0 35

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 2206 (15.963 min): BM019967.D (-2200) (-)
15196
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Abundance #23618: 2(3H)-Benzothiazolone
151
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5000
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Abundance #23621: 1,2-Benzisothiazol-3(2H)-one
151
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6950 12310839 8258
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0

5000

m/z-->

Abundance #23623: Thieno[3,2-c]pyridin-4(5H)-one
151

12496

45

28
62

7537
84

15.60 15.80 16.00 16.20

m/z 150.90  100.00%

15.60 15.80 16.00 16.20

m/z  96.00   84.55%

15.60 15.80 16.00 16.20

m/z 122.90   51.86%

15.60 15.80 16.00 16.20

m/z  69.00   24.69%

15.60 15.80 16.00 16.20

m/z  70.00   19.50%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  Benzenesulfonamide, N-ethyl...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.25    3.49 ng         170255   Phenanthrene-d10           16.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S      000080-39-7 98
 2 4-Methyl-N-(2-oxobutyl)benzenesu... 241 C11H15NO3S     1000192-14-5 72
 3 Glycine, N-[(4-methylphenyl)sulf... 229 C9H11NO4S      001080-44-0 64
 4 (Toluene-4-sulfonylamino)-acetic... 283 C13H17NO4S     1000190-48-0 53
 5 (O-p-Tosylisonitroso)malononitrile  249 C10H7N3O3S     020893-01-0 50
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Abundance Scan 2255 (16.251 min): BM019967.D (-2250) (-)
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Abundance #55744: Benzenesulfonamide, N-ethyl-4-methyl-
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5000
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Abundance #82838: 4-Methyl-N-(2-oxobutyl)benzenesulfonamide
15591 184
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11941 13977 107 212 242
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0

5000
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Abundance #75835: Glycine, N-[(4-methylphenyl)sulfonyl]-
91

155

184
30 65

51 13977 107120 229171

16.00 16.20 16.40 16.60

m/z  91.00  100.00%

16.00 16.20 16.40 16.60

m/z 155.00   63.36%

16.00 16.20 16.40 16.60

m/z 184.00   42.03%

16.00 16.20 16.40 16.60

m/z  65.00   26.10%

16.00 16.20 16.40 16.60

m/z  92.00   14.42%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  n-Hexadecanoic acid             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.83    8.75 ng         427146   Phenanthrene-d10           16.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 97
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 59
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 53
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 43
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Abundance Scan 2523 (17.827 min): BM019967.D (-2520) (-)
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Abundance #92227: n-Hexadecanoic acid
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Abundance #75071: Tetradecanoic acid
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Abundance #83686: Pentadecanoic acid
7343 57

129
29 87 242199143 185115 157171101

213

17.60 17.80 18.00 18.20

m/z  73.00  100.00%

17.60 17.80 18.00 18.20

m/z  60.00   78.55%

17.60 17.80 18.00 18.20

m/z  43.05   67.29%

17.60 17.80 18.00 18.20

m/z  57.10   58.74%

17.60 17.80 18.00 18.20

m/z  55.00   58.55%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 12  Octadecanoic acid               Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.13    3.66 ng         222367   Chrysene-d12               21.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 97
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 86
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 62
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 38
 5 Glucitol, 6-O-nonyl-                308 C15H32O6       132696-05-0 35
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Abundance Scan 2745 (19.133 min): BM019967.D (-2741) (-)
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Abundance #108841: Octadecanoic acid
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Abundance #83686: Pentadecanoic acid
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Abundance #75071: Tetradecanoic acid
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18.80 19.00 19.20 19.40

m/z  73.00  100.00%

18.80 19.00 19.20 19.40

m/z  43.00   74.11%

18.80 19.00 19.20 19.40

m/z  59.95   72.83%

18.80 19.00 19.20 19.40

m/z  57.10   68.44%

18.80 19.00 19.20 19.40

m/z  41.00   58.16%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 13  Bromoacetic acid, hexadecyl...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.86    4.52 ng         274321   Chrysene-d12               21.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bromoacetic acid, hexadecyl ester   362 C18H35BrO2     005454-48-8 91
 2 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 91
 3 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 4 Cyclotetradecane                    196 C14H28         000295-17-0 89
 5 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 81
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Abundance Scan 3039 (20.862 min): BM019967.D (-3034) (-)
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Abundance #145521: Bromoacetic acid, hexadecyl ester
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Abundance #154046: Bromoacetic acid, octadecyl ester
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Abundance #106400: 3-Eicosene, (E)-
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20.60 20.80 21.00 21.20

m/z  83.10  100.00%

20.60 20.80 21.00 21.20

m/z  69.00   91.45%

20.60 20.80 21.00 21.20

m/z  97.10   83.68%

20.60 20.80 21.00 21.20

m/z  55.10   78.95%

20.60 20.80 21.00 21.20

m/z  57.05   75.59%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 14  Pentadecane                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.64    2.73 ng         187137   Perylene-d12               23.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane                         212 C15H32         000629-62-9 89
 2 Heptacosane                         380 C27H56         000593-49-7 83
 3 Dodecane, 2-methyl-                 184 C13H28         001560-97-0 80
 4 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 72
 5 Eicosane                            282 C20H42         000112-95-8 72
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Abundance Scan 3341 (22.639 min): BM019967.D (-3338) (-)
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Abundance #64571: Pentadecane
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Abundance #151556: Heptacosane
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Abundance #45563: Dodecane, 2-methyl-
57
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22.40 22.60 22.80 23.00

m/z  57.05  100.00%

22.40 22.60 22.80 23.00

m/z  71.05   91.50%

22.40 22.60 22.80 23.00

m/z  85.10   66.80%

22.40 22.60 22.80 23.00

m/z  43.10   48.72%

22.40 22.60 22.80 23.00

m/z  69.10   26.71%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 15  Octadecane                      Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.18    3.29 ng         225747   Perylene-d12               23.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane                          254 C18H38         000593-45-3 90
 2 Eicosane                            282 C20H42         000112-95-8 83
 3 Heptacosane                         380 C27H56         000593-49-7 62
 4 Nonane, 1-iodo-                     254 C9H19I         004282-42-2 58
 5 Heneicosane                         296 C21H44         000629-94-7 52
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Abundance Scan 3433 (23.180 min): BM019967.D (-3430) (-)
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Abundance #91036: Octadecane
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Abundance #107655: Eicosane
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Abundance #151556: Heptacosane
57
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22.80 23.00 23.20 23.40

m/z  57.10  100.00%

22.80 23.00 23.20 23.40

m/z  71.10   95.11%

22.80 23.00 23.20 23.40

m/z  85.10   61.07%

22.80 23.00 23.20 23.40

m/z  43.05   56.95%

22.80 23.00 23.20 23.40

m/z  69.00   28.53%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
  Data File : BM019967.D                                          
  Acq On    : 18 Apr 2019  23:22
  Operator  : JU/SJ
  Sample    : K2461-03
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
unknown4.86            4.86     7.5 ng     212860  1   7.51  568322  20.0
unknown7.05            7.05    76.7 ng    2178700  1   7.51  568322  20.0
Benzene, 4-ethyl-...   8.59     4.0 ng     113801  1   7.51  568322  20.0
unknown9.00            9.00     8.3 ng     263411  2  10.29  630697  20.0
Benzene, 1,2,3,4-...   9.11     2.5 ng      80405  2  10.29  630697  20.0
Benzene, 1-methyl...   9.69     2.7 ng      85079  2  10.29  630697  20.0
Phenol, p-tert-bu...  11.65     2.6 ng      82507  2  10.29  630697  20.0
2(3H)-Benzothiazo...  15.96     2.1 ng     101418  4  16.94  976392  20.0
Benzenesulfonamid...  16.25     3.5 ng     170255  4  16.94  976392  20.0
n-Hexadecanoic acid   17.83     8.8 ng     427146  4  16.94  976392  20.0
Octadecanoic acid     19.13     3.7 ng     222367  5  21.16 1215120  20.0
Bromoacetic acid,...  20.86     4.5 ng     274321  5  21.16 1215120  20.0
Pentadecane           22.64     2.7 ng     187137  6  23.35 1370790  20.0
Octadecane            23.18     3.3 ng     225747  6  23.35 1370790  20.0
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