
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   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-BG073020.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   3.159     7   12   30 rVB  1550224   2329114  36.32%   7.100%
  2   5.539   410  417  425 rBV   969337   1553540  24.23%   4.735%
  3   7.113   678  685  696 rBV   663883   1130755  17.63%   3.447%
  4   7.953   821  828  836 rBV   335145    563403   8.79%   1.717%
  5   9.105  1016 1024 1037 rVB   976432   1741600  27.16%   5.309%
 
  6  10.633  1279 1284 1296 rVB9   18228     66357   1.03%   0.202%
  7  10.750  1296 1304 1314 rBV   456644    840586  13.11%   2.562%
  8  11.097  1357 1363 1371 rVB    96371    170465   2.66%   0.520%
  9  11.391  1404 1413 1422 rVB    81282    165166   2.58%   0.503%
 10  13.206  1714 1722 1730 rBV  2551355   4044324  63.07%  12.328%
 
 11  13.418  1753 1758 1765 rVB    77014    123617   1.93%   0.377%
 12  14.029  1856 1862 1866 rBV   170910    245369   3.83%   0.748%
 13  14.575  1948 1955 1970 rVB2  728237   1177664  18.36%   3.590%
 14  15.321  2076 2082 2088 rVB   164041    241954   3.77%   0.738%
 15  15.392  2090 2094 2100 rVB2   79620    113530   1.77%   0.346%
 
 16  15.791  2155 2162 2167 rBV2  104916    161783   2.52%   0.493%
 17  16.062  2199 2208 2216 rBV  2035406   3099534  48.33%   9.448%
 18  16.150  2216 2223 2230 rVV   363512    545708   8.51%   1.663%
 19  16.238  2233 2238 2247 rVB    61697    113928   1.78%   0.347%
 20  17.248  2406 2410 2416 rBV7   38869     71311   1.11%   0.217%
 
 21  17.319  2416 2422 2432 rVB   929276   1422368  22.18%   4.336%
 22  17.577  2461 2466 2477 rBV   256774    414394   6.46%   1.263%
 23  17.995  2527 2537 2543 rBV5   63998    118396   1.85%   0.361%
 24  18.053  2543 2547 2552 rVV2   48973     66682   1.04%   0.203%
 25  18.224  2570 2576 2583 rBV   432178    628921   9.81%   1.917%
 
 26  18.982  2700 2705 2710 rBV3   76070    124323   1.94%   0.379%
 27  19.493  2788 2792 2799 rBV   187790    267621   4.17%   0.816%
 28  19.628  2811 2815 2822 rVB   181855    205416   3.20%   0.626%
 29  19.740  2830 2834 2840 rVB    84467    123146   1.92%   0.375%
 30  19.933  2861 2867 2873 rBV  5029968   6412748 100.00%  19.547%
 
 31  20.027  2879 2883 2887 rVB    74398     98361   1.53%   0.300%
 32  21.238  3084 3089 3100 rBV   395955    631132   9.84%   1.924%
 33  21.561  3138 3144 3155 rBV2 1060939   1685703  26.29%   5.138%
 34  24.669  3663 3673 3683 rBV2  636648   1748289  27.26%   5.329%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   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-BG073020.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  25.944  3884 3890 3903 rVB10   38486    125783   1.96%   0.383%
 
 36  28.753  4359 4368 4380 rVB10   59901    233588   3.64%   0.712%
 
 
                        Sum of corrected areas:    32806579
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.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\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.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  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.16   82.68 ng        2329110   1,4-Dichlorobenzene-d4      7.95

 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 39
 3 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 35
 4 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 25
 5 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 12 (3.159 min): BG046156.D (-7) (-)
73

43
55 87

101 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73

43 55 87
29

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73

8741 55

29

15

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #1877: Acetamide, N-ethyl-
30

43 87

15 72
59

3.20 3.30 3.40 3.50 3.60

m/z  73.05  100.00%

3.20 3.30 3.40 3.50 3.60

m/z  43.10   40.77%

3.20 3.30 3.40 3.50 3.60

m/z  55.10   28.02%

3.20 3.30 3.40 3.50 3.60

m/z  87.10   26.57%

3.20 3.30 3.40 3.50 3.60

m/z  41.10   12.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Phenol, 4-(1-methylethyl)-      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.10    4.06 ng         170465   Naphthalene-d8             10.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4-(1-methylethyl)-          136 C9H12O         000099-89-8 94
 2 Phenol, 3-(1-methylethyl)-          136 C9H12O         000618-45-1 94
 3 Phenol, 2-(1-methylethyl)-          136 C9H12O         000088-69-7 91
 4 Phenol, 2-ethyl-5-methyl-           136 C9H12O         001687-61-2 80
 5 Phenol, 4-ethyl-3-methyl-           136 C9H12O         001123-94-0 80

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1364 (11.103 min): BG046156.D (-1357) (-)
121

136
9177 10339 6551 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #16450: Phenol, 4-(1-methylethyl)-
121

136
77 91 10339 65512715

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #16452: Phenol, 3-(1-methylethyl)-
121

136
77 91

10339 6551

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #16451: Phenol, 2-(1-methylethyl)-
121

13677 91 103
655139

10.80 11.00 11.20 11.40

m/z 121.05  100.00%

10.80 11.00 11.20 11.40

m/z 136.10   27.69%

10.80 11.00 11.20 11.40

m/z  91.10   19.70%

10.80 11.00 11.20 11.40

m/z  77.00   16.61%

10.80 11.00 11.20 11.40

m/z 103.00   13.55%

8270-BG073020.M Tue Aug 04 17:01:24 2020                                              Page: 5

Instrument :
BNA_G
ClientSampleId :
JTY1-GW-01



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Benzothiazole                   Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.39    3.93 ng         165166   Naphthalene-d8             10.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzothiazole                       135 C7H5NS         000095-16-9 94
 2 1,2-Benzisothiazole                 135 C7H5NS         000272-16-2 91
 3 Thieno[2,3-c]pyridine               135 C7H5NS         000272-12-8 80
 4 3-Allylbenzothiazolium bromide      255 C10H10BrNS     016407-55-9 72
 5 1H-Pyrazolo[3,4-d]pyrimidin-4-amine 135 C5H5N5         002380-63-4 59

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1413 (11.391 min): BG046156.D (-1404) (-)
135

108
69

825438 93 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #15456: Benzothiazole
135

108
69

825845 932613

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #15459: 1,2-Benzisothiazole
135

108
69 91

45 58

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #15461: Thieno[2,3-c]pyridine
135

1086345 82

11.00 11.20 11.40 11.60 11.80

m/z 135.00  100.00%

11.00 11.20 11.40 11.60 11.80

m/z 108.00   34.11%

11.00 11.20 11.40 11.60 11.80

m/z  69.00   19.52%

11.00 11.20 11.40 11.60 11.80

m/z  82.10   10.30%

11.00 11.20 11.40 11.60 11.80

m/z  63.10    9.99%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Phenol, 4-(1,1-dimethylprop...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.42    2.10 ng         123617   Acenaphthene-d10           14.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4-(1,1-dimethylpropyl)-     164 C11H16O        000080-46-6 94
 2 Phenol, p-tert-butyl-               150 C10H14O        000098-54-4 64
 3 Hexestrol                           270 C18H22O2       000084-16-2 64
 4 Phenol, m-tert-butyl-               150 C10H14O        000585-34-2 64
 5 Hexestrol                           270 C18H22O2       005635-50-7 59

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

5000

m/z-->

Abundance Scan 1758 (13.418 min): BG046156.D (-1753) (-)
135

107

77 1649141 55 149121 207

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

5000

m/z-->

Abundance #33621: Phenol, 4-(1,1-dimethylpropyl)-
135

107

16441 77 14955 9127 121

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

5000

m/z-->

Abundance #23712: Phenol, p-tert-butyl-
135

107
150

41 917727 63 121

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

5000

m/z-->

Abundance #119446: Hexestrol
135

107

77 9155 121 165 212181 270199151 240

13.20 13.40 13.60 13.80

m/z 135.05  100.00%

13.20 13.40 13.60 13.80

m/z 107.00   38.16%

13.20 13.40 13.60 13.80

m/z  77.05   10.69%

13.20 13.40 13.60 13.80

m/z  95.00   10.44%

13.20 13.40 13.60 13.80

m/z 136.00   10.33%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Diethyltoluamide                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.32    4.11 ng         241954   Acenaphthene-d10           14.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Diethyltoluamide                    191 C12H17NO       000134-62-3 96
 2 Benzamide, N,N-diethyl-4-methyl-    191 C12H17NO       002728-05-4 93
 3 Benzamide, N-(1,1-dimethylethyl)... 191 C12H17NO       042498-32-8 58
 4 m-Toluic acid, 2-butyl ester        192 C12H16O2       005448-57-7 53
 5 2,5-Pyrrolidinedione, 1-[(2-meth... 233 C12H11NO4      110920-14-4 50

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2082 (15.321 min): BG046156.D (-2076) (-)
119

190
91

65
39 162 17614851 10575 132 207

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #53784: Diethyltoluamide
119

91
190

65
42 162 17614877 10552 132

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #53813: Benzamide, N,N-diethyl-4-methyl-
119

91
190

65
42 162105 14813677 17652

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #53833: Benzamide, N-(1,1-dimethylethyl)-4-methyl-
119

91
191

65 136 17640

15.00 15.20 15.40 15.60

m/z 119.05  100.00%

15.00 15.20 15.40 15.60

m/z 190.10   50.04%

15.00 15.20 15.40 15.60

m/z  91.05   39.55%

15.00 15.20 15.40 15.60

m/z 191.10   18.15%

15.00 15.20 15.40 15.60

m/z  65.10   14.69%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Benzenesulfonamide, 2-methyl-   Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.79    2.75 ng         161783   Acenaphthene-d10           14.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenesulfonamide, 2-methyl-       171 C7H9NO2S       000088-19-7 94
 2 Benzaldehyde tosylhydrazone         274 C14H14N2O2S    001666-17-7 72
 3 4H-1,2,4-Triazol-4-amine, N-(phe... 172 C9H8N4         018998-48-6 45
 4 Bicyclo[4.1.0]hepta-1,3,5-triene     90 C7H6           004646-69-9 45
 5 Thiourea, methyl-                    90 C2H6N2S        000598-52-7 40

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

5000

m/z-->

Abundance Scan 2162 (15.791 min): BG046156.D (-2155) (-)
90

106

65

17113739
154

121 211 281193

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

5000

m/z-->

Abundance #39304: Benzenesulfonamide, 2-methyl-
90

106

65
39 171

137 154

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

5000

m/z-->

Abundance #122396: Benzaldehyde tosylhydrazone
90

118

65

156 274
39 139

180104 214 246199

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

5000

m/z-->

Abundance #40462: 4H-1,2,4-Triazol-4-amine, N-(phenylmethylene)-
90

77 17251

117

37 136

15.40 15.60 15.80 16.00 16.20

m/z  90.10  100.00%

15.40 15.60 15.80 16.00 16.20

m/z 106.10   69.59%

15.40 15.60 15.80 16.00 16.20

m/z  91.05   66.71%

15.40 15.60 15.80 16.00 16.20

m/z  89.10   38.17%

15.40 15.60 15.80 16.00 16.20

m/z  65.05   36.79%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Benzenesulfonamide, 4-methyl-   Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.15    7.67 ng         545708   Phenanthrene-d10           17.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenesulfonamide, 4-methyl-       171 C7H9NO2S       000070-55-3 98
 2 N-p-toluenesulfonyl-l-threonine,... 363 C18H21NO5S     1000130-34-4 90
 3 Benzenemethanesulfonamide           171 C7H9NO2S       004563-33-1 47
 4 4-Toluenesulfonylmethyl isocyanide  195 C9H9NO2S       036635-61-7 38
 5 N-carbobenzyloxy-cysteine           255 C11H13NO4S     1000131-22-5 22

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

5000

m/z-->

Abundance Scan 2223 (16.150 min): BG046156.D (-2216) (-)
91

171
15565

107
39

139122 221

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

5000

m/z-->

Abundance #39309: Benzenesulfonamide, 4-methyl-
91

17115565 107
39

139122

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

5000

m/z-->

Abundance #192444: N-p-toluenesulfonyl-l-threonine, benzyl ester
91

171
15565

107

50
228139 319122 274211 245 296187

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

5000

m/z-->

Abundance #39296: Benzenemethanesulfonamide
91

65
39 107 171

15.80 16.00 16.20 16.40

m/z  91.10  100.00%

15.80 16.00 16.20 16.40

m/z 171.00   41.87%

15.80 16.00 16.20 16.40

m/z 155.00   33.62%

15.80 16.00 16.20 16.40

m/z  65.05   31.32%

15.80 16.00 16.20 16.40

m/z 107.10   24.90%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown17.58                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.58    5.83 ng         414394   Phenanthrene-d10           17.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H22O4       000143-22-6 47
 2 Pentaethylene glycol                238 C10H22O6       004792-15-8 43
 3 1,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H24O6       017455-13-9 38
 4 Hexaethylene glycol                 282 C12H26O7       002615-15-8 37
 5 Tetraethylene glycol                194 C8H18O5        000112-60-7 32

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

5000

m/z-->

Abundance Scan 2466 (17.577 min): BG046156.D (-2461) (-)
57

171
89

43
127

70 114 145 246184 201 216

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

5000

m/z-->

Abundance #65550: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45

29 897559
103 119 144 163176

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

5000

m/z-->

Abundance #91747: Pentaethylene glycol
45

89

31 59 13373 103 11915 163149 195208177

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

5000

m/z-->

Abundance #113573: 1,4,7,10,13,16-Hexaoxacyclooctadecane
45

89

735828 133
177117103 221149 264162 191205

17.20 17.40 17.60 17.80 18.00

m/z  57.05  100.00%

17.20 17.40 17.60 17.80 18.00

m/z  45.10   83.79%

17.20 17.40 17.60 17.80 18.00

m/z 171.05   51.82%

17.20 17.40 17.60 17.80 18.00

m/z  89.10   39.74%

17.20 17.40 17.60 17.80 18.00

m/z  43.10   27.50%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  n-Hexadecanoic acid             Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.22    8.84 ng         628921   Phenanthrene-d10           17.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 76
 5 Estra-1,3,5(10)-trien-17.beta.-ol   256 C18H24O        002529-64-8 30

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

5000

m/z-->

Abundance Scan 2575 (18.218 min): BG046156.D (-2570) (-)
7343

57

129
21397 171115 185157 256143 199 227 281

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
6043

129

83 97 115 213 256157171185143 199 227241

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343

57

129

29 87 199143 242115 185101 157171 21315 227

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

5000

m/z-->

Abundance #84453: Tetradecanoic acid
73

43
57

129
29 228185

87 115 143101 171 199157 213

18.00 18.20 18.40 18.60

m/z  73.10  100.00%

18.00 18.20 18.40 18.60

m/z  43.05   94.57%

18.00 18.20 18.40 18.60

m/z  60.10   89.03%

18.00 18.20 18.40 18.60

m/z  57.10   78.96%

18.00 18.20 18.40 18.60

m/z  55.05   76.44%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Octadecanoic acid               Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.49    3.18 ng         267621   Chrysene-d12               21.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 87
 4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 80
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72

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

5000

m/z-->

Abundance Scan 2792 (19.493 min): BG046156.D (-2788) (-)
43 73

129
185 24197

284
111 199171 22714359 255157

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

5000

m/z-->

Abundance #131258: Octadecanoic acid
43 7357

129

97 284185 241115 17114327 199 227157 255269

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343

57

129

87 199143 242115 18527 157171
214

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
6043

129

83 97 115 213 256157171185143 227241

19.20 19.40 19.60 19.80

m/z  43.10  100.00%

19.20 19.40 19.60 19.80

m/z  73.05   99.24%

19.20 19.40 19.60 19.80

m/z  57.10   91.52%

19.20 19.40 19.60 19.80

m/z  60.05   86.83%

19.20 19.40 19.60 19.80

m/z  55.05   73.51%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Butyl citrate                   Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.63    2.44 ng         205416   Chrysene-d12               21.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butyl citrate                       360 C18H32O7       000077-94-1 78
 2 Adipic acid, isobutyl 2-octyl ester 314 C18H34O4       1000324-44-5 56
 3 Adipic acid, isobutyl trans-2-me... 298 C17H30O4       1000324-74-5 56
 4 Adipic acid, butyl 4-methylpent-... 286 C16H30O4       1000353-50-2 56
 5 Adipic acid, 3,3-dimethylbut-2-y... 286 C16H30O4       1000353-66-7 56

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2815 (19.628 min): BG046156.D (-2811) (-)
185

129

57
25911187 147 20339 230167 355

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #190470: Butyl citrate
185

129
259

57 15787 111 203 287231 360305

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #156341: Adipic acid, isobutyl 2-octyl ester
129

185

57 111
8329 147 202 241

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #142858: Adipic acid, isobutyl trans-2-methylcyclohexyl ester
129

185
55 97

147 203 22529 73

19.40 19.60 19.80 20.00

m/z 185.10  100.00%

19.40 19.60 19.80 20.00

m/z 129.00   62.16%

19.40 19.60 19.80 20.00

m/z  57.10   25.94%

19.40 19.60 19.80 20.00

m/z  41.10   17.13%

19.40 19.60 19.80 20.00

m/z 259.10   12.86%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  1-Heneicosanol                  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.24    7.49 ng         631132   Chrysene-d12               21.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 2 1-Octadecene                        252 C18H36         000112-88-9 94
 3 Octacosanol                         410 C28H58O        000557-61-9 94
 4 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 94
 5 Behenic alcohol                     326 C22H46O        000661-19-8 93

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3089 (21.238 min): BG046156.D (-3084) (-)
57 83

111

139 167 196 238 280261 342218

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266196 294238

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #104182: 1-Octadecene
43

83

111

139 252168 22419615 63

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215904: Octacosanol
57

97

125
29 153 181 209 392364236 29226477 322

21.00 21.20 21.40 21.60

m/z  57.10  100.00%

21.00 21.20 21.40 21.60

m/z  43.10   91.62%

21.00 21.20 21.40 21.60

m/z  55.10   89.30%

21.00 21.20 21.40 21.60

m/z  83.10   82.90%

21.00 21.20 21.40 21.60

m/z  69.10   71.92%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Stigmasterol                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 28.75    2.67 ng         233588   Perylene-d12               24.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Stigmasterol                        412 C29H48O        000083-48-7 95
 2 Cholesta-22,24-dien-5-ol, 4,4-di... 412 C29H48O        1000128-66-1 89
 3 Cholesta-6,22,24-triene, 4,4-dim... 394 C29H46         1000128-66-9 25
 4 22-Stigmasten-3-one                 412 C29H48O        004736-95-2 18
 5 26,27-Dinorcholesta-5,22-dien-3-... 356 C25H40O        057597-10-1 14

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 4368 (28.753 min): BG046156.D (-4359) (-)
55

83

255
133107 207

159
412300 351 379229 327185

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #216702: Stigmasterol
55

83

133105 159
412255

300213 35118529 379327234

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #216714: Cholesta-22,24-dien-5-ol, 4,4-dimethyl-
55

83

121 255
159 412300 351213187 379234 329

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #209575: Cholesta-6,22,24-triene, 4,4-dimethyl-
55

83

255 394145105
213173 351295

28.40 28.60 28.80 29.00

m/z  55.00  100.00%

28.40 28.60 28.80 29.00

m/z  83.10   64.96%

28.40 28.60 28.80 29.00

m/z  81.00   54.50%

28.40 28.60 28.80 29.00

m/z 255.20   48.07%

28.40 28.60 28.80 29.00

m/z 133.05   39.03%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
  Data File : BG046156.D                                          
  Acq On    :  3 Aug 2020  19:23
  Operator  : CG/JU
  Sample    : L3536-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.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...   3.16    82.7 ng    2329110  1   7.95  563403  20.0
Phenol, 4-(1-meth...  11.10     4.1 ng     170465  2  10.75  840586  20.0
Benzothiazole         11.39     3.9 ng     165166  2  10.75  840586  20.0
Phenol, 4-(1,1-di...  13.42     2.1 ng     123617  3  14.57 1177660  20.0
Diethyltoluamide      15.32     4.1 ng     241954  3  14.57 1177660  20.0
Benzenesulfonamid...  15.79     2.8 ng     161783  3  14.57 1177660  20.0
Benzenesulfonamid...  16.15     7.7 ng     545708  4  17.32 1422370  20.0
unknown17.58          17.58     5.8 ng     414394  4  17.32 1422370  20.0
n-Hexadecanoic acid   18.22     8.8 ng     628921  4  17.32 1422370  20.0
Octadecanoic acid     19.49     3.2 ng     267621  5  21.56 1685700  20.0
Butyl citrate         19.63     2.4 ng     205416  5  21.56 1685700  20.0
1-Heneicosanol        21.24     7.5 ng     631132  5  21.56 1685700  20.0
Stigmasterol          28.75     2.7 ng     233588  6  24.67 1748290  20.0
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