
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   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-BM070518.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   4.875   264  270  277 rVB   109881    165224   2.70%   0.540%
  2   5.316   339  345  354 rVB    49365     80713   1.32%   0.264%
  3   5.793   420  426  442 rBV   546909    882903  14.43%   2.885%
  4   7.440   701  706  722 rBV   326060    599898   9.80%   1.960%
  5   7.810   763  769  786 rBV  1142887   1904780  31.13%   6.223%
 
  6   8.287   844  850  857 rBV   360548    591080   9.66%   1.931%
  7   8.610   898  905  918 rVB  1587263   2563455  41.89%   8.375%
  8   9.475  1045 1052 1068 rBV  1362564   2271724  37.12%   7.422%
  9  10.610  1237 1245 1250 rBV2   40453     81096   1.33%   0.265%
 10  10.828  1267 1282 1286 rBV6   33452    129286   2.11%   0.422%
 
 11  10.875  1286 1290 1294 rVV5   38329     71118   1.16%   0.232%
 12  10.928  1294 1299 1303 rVB2   47857     89986   1.47%   0.294%
 13  11.110  1324 1330 1338 rBV   419363    759229  12.41%   2.481%
 14  11.292  1350 1361 1368 rBV4   88758    200644   3.28%   0.656%
 15  11.369  1369 1374 1386 rVB3   40792     86388   1.41%   0.282%
 
 16  11.910  1460 1466 1467 rBV    49379     74922   1.22%   0.245%
 17  11.939  1467 1471 1478 rVB    81593    146151   2.39%   0.478%
 18  12.051  1486 1490 1495 rVB3   48260     75592   1.24%   0.247%
 19  13.533  1735 1742 1752 rBV  2999211   4259778  69.61%  13.918%
 20  14.357  1877 1882 1887 rBV    75217    104525   1.71%   0.342%
 
 21  14.910  1968 1976 1986 rBV2  582762    940402  15.37%   3.072%
 22  15.286  2035 2040 2046 rBV2   61761    101352   1.66%   0.331%
 23  15.863  2132 2138 2143 rBV    57111     87852   1.44%   0.287%
 24  16.386  2221 2227 2241 rBV  1584303   2269824  37.09%   7.416%
 25  16.721  2280 2284 2289 rBV3   64483     92993   1.52%   0.304%
 
 26  16.821  2297 2301 2304 rBV2   56303     98702   1.61%   0.322%
 27  16.998  2326 2331 2337 rBV6   33701     61652   1.01%   0.201%
 28  17.633  2434 2439 2448 rBV   681074    998739  16.32%   3.263%
 29  18.474  2577 2582 2596 rVB   251595    428164   7.00%   1.399%
 30  19.609  2772 2775 2777 rBV2   57451     67079   1.10%   0.219%
 
 31  19.650  2779 2782 2790 rVB3  129239    225664   3.69%   0.737%
 32  19.721  2791 2794 2801 rVB   159749    207631   3.39%   0.678%
 33  20.198  2869 2875 2881 rBV  5228999   6119628 100.00%  19.994%
 34  21.744  3133 3138 3145 rBV   812968   1071506  17.51%   3.501%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   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-BM070518.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  24.086  3526 3536 3540 rBV4  756070   2697639  44.08%   8.814%
 
 
 
                        Sum of corrected areas:    30607319
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.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\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Tetrachloroethylene             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.87    5.59 ng         165224   1,4-Dichlorobenzene-d4      8.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetrachloroethylene                 164 C2Cl4          000127-18-4 97
 2 Phosphorodichloridothioic acid, ... 164 CH3Cl2OPS      002523-94-6 23
 3 Pyrimidine, 5-fluoro-2,4-dichloro-  166 C4HCl2FN2      002927-71-1 12
 4 Thioxan-3-one, oxime                131 C5H9NOS        058230-51-6 10
 5 2,4-Dichloro-6-fluoropyrimidine     166 C4HCl2FN2      003833-57-6 9 

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance Scan 269 (4.869 min): BM015926.D (-264) (-)
165.9128.9

94.0
47.0

61.0

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #32048: Tetrachloroethylene
166.0

131.0

94.0
47.0

61.024.0

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #32476: Phosphorodichloridothioic acid, O-methyl ester
164.0134.0

47.0

63.0 98.0
79.015.0 31.0

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #33416: Pyrimidine, 5-fluoro-2,4-dichloro-
166.0

131.0

31.0 78.0
44.0 62.0 106.0

4.60 4.80 5.00 5.20

m/z 165.90  100.00%

4.60 4.80 5.00 5.20

m/z 163.90   87.05%

4.60 4.80 5.00 5.20

m/z 128.90   86.13%

4.60 4.80 5.00 5.20

m/z 130.90   82.34%

4.60 4.80 5.00 5.20

m/z  94.00   60.42%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.32    2.73 ng          80713   1,4-Dichlorobenzene-d4      8.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 45
 2 Propylamine                          59 C3H9N          000107-10-8 40
 3 2-Nonanone, 9-hydroxy-              158 C9H18O2        025368-56-3 38
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 38
 5 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 36

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 346 (5.322 min): BM015926.D (-339) (-)
43.0

59.1

101.0
83.0 206.9

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.0
83.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #238: Propylamine
30.0

59.0
14.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #28752: 2-Nonanone, 9-hydroxy-
43.0

59.0

82.0

5.00 5.20 5.40 5.60

m/z  43.00  100.00%

5.00 5.20 5.40 5.60

m/z  59.10   46.94%

5.00 5.20 5.40 5.60

m/z 101.00   17.03%

5.00 5.20 5.40 5.60

m/z  58.10   13.26%

5.00 5.20 5.40 5.60

m/z  41.10    8.82%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.81                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.81   64.45 ng        1904780   1,4-Dichlorobenzene-d4      8.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 35
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 22
 3 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 22
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 5 Imidazole, 4,5-dicyano-1-methyl-    132 C6H4N4         019485-35-9 22

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 769 (7.810 min): BM015926.D (-763) (-)
132.0

68.1

96.040.0
114.9

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0

69.0
39.0

89.0 105.0
54.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
132.056.0

27.0 76.0 91.012.0

7.40 7.60 7.80 8.00 8.20

m/z 132.00  100.00%

7.40 7.60 7.80 8.00 8.20

m/z  68.10   43.00%

7.40 7.60 7.80 8.00 8.20

m/z  66.10   35.08%

7.40 7.60 7.80 8.00 8.20

m/z 134.00   31.76%

7.40 7.60 7.80 8.00 8.20

m/z  69.10   20.52%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown10.61                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.61    2.14 ng          81096   Naphthalene-d8             11.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Valproic Acid                       144 C8H16O2        000099-66-1 28
 2 1-Pentanamine                        87 C5H13N         000110-58-7 9 
 3 Hydrazine, 1-butyl-1-ethyl-         116 C6H16N2        052728-56-0 9 
 4 Hexanoic acid, 2-ethyl-             144 C8H16O2        000149-57-5 9 
 5 Acetamide, N-(2-hydroxy-3-penten... 143 C7H13NO2       093393-95-4 9 

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1245 (10.610 min): BM015926.D (-1237) (-)
73.0

102.1
41.0

57.1
206.9

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #19984: Valproic Acid
73.0

102.0

57.041.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #1879: 1-Pentanamine
30.0

87.0
55.0 71.014.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #8030: Hydrazine, 1-butyl-1-ethyl-
73.0

45.0
116.029.0

10.20 10.40 10.60 10.80 11.00

m/z  72.95  100.00%

10.20 10.40 10.60 10.80 11.00

m/z 102.10   45.91%

10.20 10.40 10.60 10.80 11.00

m/z  41.05   36.45%

10.20 10.40 10.60 10.80 11.00

m/z  55.10   28.51%

10.20 10.40 10.60 10.80 11.00

m/z  87.10   19.13%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown10.83                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.83    3.41 ng         129286   Naphthalene-d8             11.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 3,5,5-trimethyl-     158 C9H18O2        003302-10-1 40
 2 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H26O3       000112-73-2 35
 3 Propanoic acid, 2,2-dimethyl-, p... 144 C8H16O2        005129-35-1 27
 4 2,2-Dimethylpropionic acid, cycl... 184 C11H20O2       029878-49-7 27
 5 Propanoic acid, 2,2-dimethyl-, b... 158 C9H18O2        005129-37-3 25

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1282 (10.828 min): BM015926.D (-1267) (-)
57.0

41.0

83.1
103.0

125.0141.0 207.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #28805: Hexanoic acid, 3,5,5-trimethyl-
57.0

41.0
83.0

103.0
125.0 143.0159.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #67972: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0

41.0
75.0

101.0
131.015.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #20135: Propanoic acid, 2,2-dimethyl-, propyl ester
57.0

41.0

103.085.0

10.60 10.80 11.00 11.20

m/z  57.05  100.00%

10.60 10.80 11.00 11.20

m/z  41.05   54.83%

10.60 10.80 11.00 11.20

m/z  55.10   41.60%

10.60 10.80 11.00 11.20

m/z  83.10   32.13%

10.60 10.80 11.00 11.20

m/z  56.10   31.16%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown10.93                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.93    2.37 ng          89986   Naphthalene-d8             11.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclobutanecarboxylic acid, buty... 156 C9H16O2        1000280-40-1 27
 2 2-Isopropyl-5,6-dimethyl-1,3-oxa... 174 C9H18OS        080809-01-4 22
 3 D-Glucurono-6,3-lactone             176 C6H8O6         1000157-08-9 22
 4 5-Chlorovaleric acid                136 C5H9ClO2       001119-46-6 22
 5 2-Methyl-3-butene-1-thiol           102 C5H10S         265993-06-4 18

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1299 (10.928 min): BM015926.D (-1294) (-)
41.1 73.0

57.1

102.0

207.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #27724: Cyclobutanecarboxylic acid, butyl ester
55.0

101.0
83.0

29.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #39188: 2-Isopropyl-5,6-dimethyl-1,3-oxathiane
69.0

131.0

87.0
54.0 174.0102.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #40161: D-Glucurono-6,3-lactone
73.0

101.0
29.0

57.0 119.0
176.0147.0

10.60 10.80 11.00 11.20

m/z  41.10  100.00%

10.60 10.80 11.00 11.20

m/z  73.00   89.86%

10.60 10.80 11.00 11.20

m/z  55.10   78.31%

10.60 10.80 11.00 11.20

m/z  57.10   70.11%

10.60 10.80 11.00 11.20

m/z  69.10   62.56%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown11.29                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.29    5.29 ng         200644   Naphthalene-d8             11.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentanoic acid, 5-bromo-            180 C5H9BrO2       002067-33-6 37
 2 Thiazole, 4,5-dihydro-2-methyl-     101 C4H7NS         002346-00-1 35
 3 3-Heptenoic acid, ethyl ester, (E)- 156 C9H16O2        054340-71-5 27
 4 Cyclohexanecarboxylic acid, ethy... 156 C9H16O2        003289-28-9 18
 5 2,3,4,4-Tetramethyl-pentane-1,3-... 160 C9H20O2        1000188-09-0 16

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

5000

m/z-->

Abundance Scan 1361 (11.292 min): BM015926.D (-1350) (-)
41.0 55.1

85.1
101.0

69.1

156.1127.0

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

5000

m/z-->

Abundance #42850: Pentanoic acid, 5-bromo-
55.042.0

73.0

101.027.0

87.0

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

5000

m/z-->

Abundance #3976: Thiazole, 4,5-dihydro-2-methyl-
60.0

101.0

45.0

27.015.0 73.0 86.0

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

5000

m/z-->

Abundance #27697: 3-Heptenoic acid, ethyl ester, (E)-
29.0

55.0

41.0

83.0

68.0 110.015.0 156.0127.0 141.096.0

11.00 11.20 11.40 11.60

m/z  41.05  100.00%

11.00 11.20 11.40 11.60

m/z  55.10   94.24%

11.00 11.20 11.40 11.60

m/z  43.05   68.53%

11.00 11.20 11.40 11.60

m/z  60.00   59.98%

11.00 11.20 11.40 11.60

m/z  57.05   57.38%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown11.37                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.37    2.28 ng          86388   Naphthalene-d8             11.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3,4,6-Tri-O-methyl-d-glucose        222 C9H18O6        1000127-03-2 40
 2 Pentanoic acid, 2-propyl-, methy... 158 C9H18O2        022632-59-3 38
 3 Thiophene, 2-ethyltetrahydro-       116 C6H12S         001551-32-2 35
 4 Ethanol, 2-(2-butoxyethoxy)-, ac... 204 C10H20O4       000124-17-4 27
 5 .alpha.-D-Glucopyranoside, methy... 319 C14H25NO7      036663-25-9 25

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 1374 (11.369 min): BM015926.D (-1369) (-)
87.141.0

71.0

116.1

206.9

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #71305: 3,4,6-Tri-O-methyl-d-glucose
87.0

71.0
45.0

144.0
114.0 173.0 205.0222.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #28856: Pentanoic acid, 2-propyl-, methyl ester
87.0

116.057.0
41.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #8009: Thiophene, 2-ethyltetrahydro-
87.0

45.0 116.027.0
67.0

11.00 11.20 11.40 11.60

m/z  87.10  100.00%

11.00 11.20 11.40 11.60

m/z  41.05   95.42%

11.00 11.20 11.40 11.60

m/z  43.05   81.88%

11.00 11.20 11.40 11.60

m/z  71.00   57.94%

11.00 11.20 11.40 11.60

m/z  57.10   40.53%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Thiophane, propyl-              Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.94    3.85 ng         146151   Naphthalene-d8             11.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Thiophane, propyl-                  130 C7H14S         001551-34-4 53
 2 .alpha.-D-Xylofuranoside, methyl... 178 C7H14O5        032469-86-6 50
 3 Thiophane, hexyl-                   172 C10H20S        000876-37-9 38
 4 Heptanoic acid, 2-propyl-, methy... 186 C11H22O2       056247-53-1 36
 5 Disilane, pentaethyl-               202 C10H26Si2      003754-74-3 33

40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1471 (11.939 min): BM015926.D (-1467) (-)
87.0

41.1
130.0

101.055.1 69.1 116.1
207.0

40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13132: Thiophane, propyl-
87.0

130.0101.0
115.055.0

73.0

40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #41521: .alpha.-D-Xylofuranoside, methyl 2-O-methyl-
87.0

45.0
71.0

147.0101.0 118.0

40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #37361: Thiophane, hexyl-
87.0

101.0 172.0129.055.0 69.0 115.0 143.0

11.60 11.80 12.00 12.20

m/z  87.00  100.00%

11.60 11.80 12.00 12.20

m/z  41.10   38.53%

11.60 11.80 12.00 12.20

m/z 130.00   29.41%

11.60 11.80 12.00 12.20

m/z 101.00   18.33%

11.60 11.80 12.00 12.20

m/z  43.10   17.89%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown15.29                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.29    2.16 ng         101352   Acenaphthene-d10           14.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonanoic acid                       158 C9H18O2        000112-05-0 47
 2 1,2,3,4-Cyclopentanetetrol, (1.a... 134 C5H10O4        014003-71-5 43
 3 .alpha.-D-Glucopyranoside, O-.al... 504 C18H32O16      000597-12-6 38
 4 Octanoic Acid                       144 C8H16O2        000124-07-2 32
 5 1-(p-Toluidino)-1-deoxy-.beta.-d... 269 C13H19NO5      1000226-06-4 25

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 2041 (15.292 min): BM015926.D (-2035) (-)
41.1 73.0

129.057.1
157.1

98.1
200.1

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #28744: Nonanoic acid
60.0

41.0

115.0
87.0

158.015.0 130.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14525: 1,2,3,4-Cyclopentanetetrol, (1.alpha.,2.beta.,3.be...
73.0

98.057.0

41.0
116.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #168886: .alpha.-D-Glucopyranoside, O-.alpha.-D-glucopyran...
73.0

97.057.0
29.0

126.0

145.0 163.0 191.013.0

15.00 15.20 15.40 15.60

m/z  41.10  100.00%

15.00 15.20 15.40 15.60

m/z  73.05   92.87%

15.00 15.20 15.40 15.60

m/z  60.00   84.06%

15.00 15.20 15.40 15.60

m/z  43.10   78.26%

15.00 15.20 15.40 15.60

m/z  55.05   58.77%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Tridecanoic acid                Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.47    8.57 ng         428164   Phenanthrene-d10           17.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecanoic acid                    214 C13H26O2       000638-53-9 93
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 87
 3 Undecanoic acid                     186 C11H22O2       000112-37-8 76
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 72
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 62

50 100 150 200 250 300

5000

m/z-->

Abundance Scan 2581 (18.468 min): BM015926.D (-2577) (-)
43.1 73.0

129.1
213.2

98.1 157.1 185.1 256.3 341.0283.0

50 100 150 200 250 300

5000

m/z-->

Abundance #65562: Tridecanoic acid
73.0

43.0

129.0
214.0171.0

101.0

50 100 150 200 250 300

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.0
157.0101.0 185.0

50 100 150 200 250 300

5000

m/z-->

Abundance #46615: Undecanoic acid
60.0

129.029.0
87.0 186.0157.0

18.20 18.40 18.60 18.80

m/z  43.10  100.00%

18.20 18.40 18.60 18.80

m/z  41.10   94.29%

18.20 18.40 18.60 18.80

m/z  73.00   86.24%

18.20 18.40 18.60 18.80

m/z  59.95   81.55%

18.20 18.40 18.60 18.80

m/z  55.05   72.45%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Oleic Acid                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.65    4.52 ng         225664   Phenanthrene-d10           17.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Oleic Acid                          282 C18H34O2       000112-80-1 83
 2 3-Tetradecene, (Z)-                 196 C14H28         041446-67-7 60
 3 3-Tetradecene, (E)-                 196 C14H28         041446-68-8 60
 4 7-Tetradecene, (Z)-                 196 C14H28         041446-60-0 60
 5 1-Butene, 2-ethyl-3-methyl-          98 C7H14          007357-93-9 45

50 100 150 200 250 300

5000

m/z-->

Abundance Scan 2782 (19.650 min): BM015926.D (-2779) (-)
55.1

85.1

112.1
178.9 264.1139.0 211.1 341.0

50 100 150 200 250 300

5000

m/z-->

Abundance #107518: Oleic Acid
41.0

69.0

97.0
264.0123.0 151.0 220.0179.015.0

50 100 150 200 250 300

5000

m/z-->

Abundance #53624: 3-Tetradecene, (Z)-
41.0

69.0

97.0

196.0125.0 168.0

50 100 150 200 250 300

5000

m/z-->

Abundance #53636: 3-Tetradecene, (E)-
41.0 69.0

97.0

196.0125.0 168.0

19.40 19.60 19.80 20.00

m/z  55.10  100.00%

19.40 19.60 19.80 20.00

m/z  69.10   96.83%

19.40 19.60 19.80 20.00

m/z  41.10   86.38%

19.40 19.60 19.80 20.00

m/z  85.10   49.11%

19.40 19.60 19.80 20.00

m/z  83.10   41.21%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Octadecanoic acid               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.72    3.88 ng         207631   Chrysene-d12               21.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 98
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64
 3 Undecanoic acid                     186 C11H22O2       000112-37-8 52
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 50
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 49

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2794 (19.721 min): BM015926.D (-2791) (-)
43.1

73.0

129.0
241.2185.1

284.2101.0 213.2157.1 355.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #108841: Octadecanoic acid
43.0

73.0

129.0
284.0

185.0 241.0101.0 157.0 213.015.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #75072: Tetradecanoic acid
73.0

43.0

129.0

185.0
228.0

101.0 157.015.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #46616: Undecanoic acid
60.0

29.0
129.0

87.0
157.0 186.0

19.40 19.60 19.80 20.00

m/z  43.10  100.00%

19.40 19.60 19.80 20.00

m/z  41.10   82.14%

19.40 19.60 19.80 20.00

m/z  73.05   75.31%

19.40 19.60 19.80 20.00

m/z  60.00   75.19%

19.40 19.60 19.80 20.00

m/z  55.10   71.09%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071218\
  Data File : BM015926.D                                          
  Acq On    : 12 Jul 2018  21:57
  Operator  : SJ/JU
  Sample    : J3945-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.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|
----------------------------------------------------------------------------
Tetrachloroethylene    4.87     5.6 ng     165224  1   8.29  591080  20.0
2-Pentanone, 4-hy...   5.32     2.7 ng      80713  1   8.29  591080  20.0
unknown7.81            7.81    64.5 ng    1904780  1   8.29  591080  20.0
unknown10.61          10.61     2.1 ng      81096  2  11.12  759229  20.0
unknown10.83          10.83     3.4 ng     129286  2  11.12  759229  20.0
unknown10.93          10.93     2.4 ng      89986  2  11.12  759229  20.0
unknown11.29          11.29     5.3 ng     200644  2  11.12  759229  20.0
unknown11.37          11.37     2.3 ng      86388  2  11.12  759229  20.0
Thiophane, propyl-    11.94     3.9 ng     146151  2  11.12  759229  20.0
unknown15.29          15.29     2.2 ng     101352  3  14.91  940402  20.0
Tridecanoic acid      18.47     8.6 ng     428164  4  17.63  998739  20.0
Oleic Acid            19.65     4.5 ng     225664  4  17.63  998739  20.0
Octadecanoic acid     19.72     3.9 ng     207631  5  21.74 1071510  20.0
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