
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   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:\HPCHEM1\BNA_M\METHODS\8270-BM020718.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   3.081    12   16   21 rBV   124503    151657   1.59%   0.320%
  2   5.163   364  370  384 rBV  1007755   1521493  15.98%   3.212%
  3   6.734   631  637  650 rBV   564988    958409  10.07%   2.023%
  4   7.081   689  696  704 rBV  2305583   3550592  37.30%   7.496%
  5   7.540   768  774  782 rBV   484345    779091   8.18%   1.645%
 
  6   7.857   821  828  834 rBV  2272141   3628809  38.12%   7.661%
  7   7.904   834  836  844 rVB   105634    120188   1.26%   0.254%
  8   8.698   964  971  989 rBV  1783419   3102211  32.59%   6.550%
  9   9.716  1135 1144 1152 rBV4   65780    139694   1.47%   0.295%
 10  10.316  1238 1246 1260 rBV   565203   1070469  11.24%   2.260%
 
 11  12.810  1662 1670 1684 rBV  4182189   6401710  67.24%  13.516%
 12  13.504  1782 1788 1794 rBV10   35318    103440   1.09%   0.218%
 13  14.016  1870 1875 1886 rVB10   61935    158285   1.66%   0.334%
 14  14.198  1900 1906 1913 rBV2  896639   1413004  14.84%   2.983%
 15  14.421  1934 1944 1947 rBV7  114601    236969   2.49%   0.500%
 
 16  14.721  1991 1995 1998 rBV3   94438    134910   1.42%   0.285%
 17  14.757  1998 2001 2006 rVB2  125417    164927   1.73%   0.348%
 18  14.816  2006 2011 2014 rBV3   88734    152975   1.61%   0.323%
 19  14.851  2014 2017 2024 rVB5   80390    127493   1.34%   0.269%
 20  15.045  2043 2050 2054 rBV5  118688    288970   3.04%   0.610%
 
 21  15.104  2055 2060 2063 rVV4  180619    364250   3.83%   0.769%
 22  15.139  2063 2066 2075 rVB3  231750    418368   4.39%   0.883%
 23  15.480  2120 2124 2127 rBV    88679    150260   1.58%   0.317%
 24  15.604  2137 2145 2151 rBV   818153   1709183  17.95%   3.609%
 25  15.698  2155 2161 2168 rVV  3647193   5130571  53.89%  10.832%
 
 26  16.957  2369 2375 2381 rBV2 1120433   1623611  17.05%   3.428%
 27  17.862  2525 2529 2535 rBV2  218103    309057   3.25%   0.652%
 28  19.156  2746 2749 2753 rBV5  119823    147186   1.55%   0.311%
 29  19.603  2819 2825 2830 rBV  7664521   9520047 100.00%  20.099%
 30  20.880  3038 3042 3049 rBV2  179407    239088   2.51%   0.505%
 
 31  21.162  3085 3090 3097 rBV  1472863   1903309  19.99%   4.018%
 32  23.339  3453 3460 3473 rVB   871327   1645236  17.28%   3.473%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   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:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:    47365462
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.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:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Trichloroethylene               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.08    3.89 ng         151657   1,4-Dichlorobenzene-d4      7.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroethylene                   130 C2HCl3         000079-01-6 93
 2 2-Fluoro-5-chloropyrimidine         132 C4H2ClFN2      062802-37-3 35
 3 Benzene, 1-chloro-2-fluoro-         130 C6H4ClF        000348-51-6 25
 4 Thiophene, 2-(chloromethyl)-        132 C5H5ClS        000765-50-4 18
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 18

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

5000

m/z-->

Abundance Scan 16 (3.081 min): BM014197.D (-12) (-)
95 130

60

47

8237
14773

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

5000

m/z-->

Abundance #12703: Trichloroethylene
95 130

60

25 4735 8212 70

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

5000

m/z-->

Abundance #13678: 2-Fluoro-5-chloropyrimidine
132

60

51 10531
70

978639 11378

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

5000

m/z-->

Abundance #12942: Benzene, 1-chloro-2-fluoro-
130

95

75
50 6537 1048427 11515

3.10 3.20 3.30 3.40 3.50

m/z  94.85  100.00%

3.10 3.20 3.30 3.40 3.50

m/z 129.90   90.57%

3.10 3.20 3.30 3.40 3.50

m/z 131.90   80.67%

3.10 3.20 3.30 3.40 3.50

m/z  60.00   72.83%

3.10 3.20 3.30 3.40 3.50

m/z  96.90   57.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.08                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.08   91.15 ng        3550590   1,4-Dichlorobenzene-d4      7.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3H-1,2-Dithiol-3-one, 5-methyl-     132 C4H4OS2        003620-08-4 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 27
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 22
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 22
 5 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 17

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 696 (7.081 min): BM014197.D (-689) (-)
132

68

9640 52
85 109 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132

67

44 103

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #14012: 1H-Benzimidazole, 2-methyl-
132

63 92 1045239 772715 117

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
13257

74
116

98

189158

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   44.21%

6.80 7.00 7.20 7.40

m/z  66.10   37.12%

6.80 7.00 7.20 7.40

m/z 134.00   31.78%

6.80 7.00 7.20 7.40

m/z  69.10   23.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  1,3-Methanopentalene, 1,2,3...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.90    3.09 ng         120188   1,4-Dichlorobenzene-d4      7.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Methanopentalene, 1,2,3,5-te... 118 C9H10          128600-88-4 53
 2 Deltacyclene                        118 C9H10          007785-10-6 50
 3 Benzene, 2-propenyl-                118 C9H10          000300-57-2 45
 4 Benzene, 1-ethenyl-2-methyl-        118 C9H10          000611-15-4 42
 5 Indane                              118 C9H10          000496-11-7 42

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

5000

m/z-->

Abundance Scan 835 (7.898 min): BM014197.D (-834) (-)
117

9158
6539 51 10473

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

5000

m/z-->

Abundance #8705: 1,3-Methanopentalene, 1,2,3,5-tetrahydro-
117

91
39 10351 65 7758

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

5000

m/z-->

Abundance #8678: Deltacyclene
117

91
39

6551 103775827

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

5000

m/z-->

Abundance #8679: Benzene, 2-propenyl-
117

91
39

51 65 7827 58 103152 110

7.60 7.80 8.00 8.20

m/z 117.05  100.00%

7.60 7.80 8.00 8.20

m/z 118.05   26.60%

7.60 7.80 8.00 8.20

m/z  91.10   22.81%

7.60 7.80 8.00 8.20

m/z  57.80   21.18%

7.60 7.80 8.00 8.20

m/z  63.00   18.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  3-Phenylbut-1-ene               Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.72    2.61 ng         139694   Naphthalene-d8             10.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Phenylbut-1-ene                   132 C10H12         000934-10-1 68
 2 Benzene, 1-methyl-2-(2-propenyl)-   132 C10H12         001587-04-8 68
 3 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12         000768-00-3 68
 4 1H-Indene, 2,3-dihydro-2-methyl-    132 C10H12         000824-63-5 64
 5 Benzene, 1-ethenyl-4-ethyl-         132 C10H12         003454-07-7 64

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

5000

m/z-->

Abundance Scan 1145 (9.722 min): BM014197.D (-1135) (-)
117

13291
775139 10365

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

5000

m/z-->

Abundance #13568: 3-Phenylbut-1-ene
117

13291
39 7751 10527 6558 9884

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

5000

m/z-->

Abundance #13621: Benzene, 1-methyl-2-(2-propenyl)-
117

132
91

776539 51 105
27 5815 98

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

5000

m/z-->

Abundance #13625: Benzene, (1-methyl-1-propenyl)-, (E)-
117

132

91
51 776539 10327 58 125110

9.40 9.60 9.80 10.00

m/z 117.00  100.00%

9.40 9.60 9.80 10.00

m/z 119.00   68.18%

9.40 9.60 9.80 10.00

m/z 115.10   37.94%

9.40 9.60 9.80 10.00

m/z 132.10   30.43%

9.40 9.60 9.80 10.00

m/z  91.00   26.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown14.02                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.02    2.24 ng         158285   Acenaphthene-d10           14.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Propyne, 3-phenyl-                116 C9H8           010147-11-2 46
 2 .alpha.-Methylcinnamic acid         162 C10H10O2       001199-77-5 35
 3 1H-Indene, 2,3-dihydro-5-nitro-     163 C9H9NO2        007436-07-9 27
 4 Benzene, 1-cyclopropyl-4-nitro-     163 C9H9NO2        006921-44-4 27
 5 Benzene, 1-ethynyl-4-methyl-        116 C9H8           000766-97-2 27

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1876 (14.021 min): BM014197.D (-1870) (-)
163

91 115

13367 1787743 102 147
54

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #8170: 1-Propyne, 3-phenyl-
116

89
6339 51

7427 98

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #30358: .alpha.-Methylcinnamic acid
115

162

9145

63
27 77 105 14413354

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #31467: 1H-Indene, 2,3-dihydro-5-nitro-
163115

14691

39 63 105 13351 772715

13.80 14.00 14.20 14.40

m/z 163.10  100.00%

13.80 14.00 14.20 14.40

m/z  91.05   60.31%

13.80 14.00 14.20 14.40

m/z 115.00   54.54%

13.80 14.00 14.20 14.40

m/z 117.00   43.53%

13.80 14.00 14.20 14.40

m/z 116.00   39.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown14.42                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.42    3.35 ng         236969   Acenaphthene-d10           14.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethyl 4-methylbenzoate              164 C10H12O2       000094-08-6 49
 2 Ethyl m-methylbenzoate              164 C10H12O2       000120-33-2 46
 3 Phenol, 2-methoxy-6-(1-propenyl)-   164 C10H12O2       001076-55-7 43
 4 Phenol, 2-methoxy-4-(1-propenyl)-   164 C10H12O2       000097-54-1 38
 5 Pyridine, 5-ethenyl-2-methyl-       119 C8H9N          000140-76-1 38

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1944 (14.421 min): BM014197.D (-1934) (-)
119

164

1059177

45 14963
132 192177 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #31554: Ethyl 4-methylbenzoate
119

91
136

16465
39 1495127 1057715

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #31553: Ethyl m-methylbenzoate
119

91
136

164
65

14939 51 10527 7715

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #31639: Phenol, 2-methoxy-6-(1-propenyl)-
164

14913110377 91
39 51 65 1152715

14.20 14.40 14.60 14.80

m/z 119.05  100.00%

14.20 14.40 14.60 14.80

m/z 163.95   77.10%

14.20 14.40 14.60 14.80

m/z 105.10   47.18%

14.20 14.40 14.60 14.80

m/z  91.00   42.04%

14.20 14.40 14.60 14.80

m/z  77.05   40.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Benzoic acid, thio-, isopro...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.76    2.33 ng         164927   Acenaphthene-d10           14.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzoic acid, thio-, isopropylid... 192 C10H12N2S      020185-02-8 52
 2 1,3-Benzodioxol-2-one, 5-(1,1-di... 192 C11H12O3       054815-21-3 52
 3 6-Isopropyl-benzothiazol-2-ylamine  192 C10H12N2S      032895-14-0 49
 4 5-(4,5-Dihydro-3H-pyrrol-2-ylmet... 192 C11H16N2O      051430-87-6 47
 5 Pyrazine, 2,5-bis(1,1-dimethylet... 192 C12H20N2       018709-51-8 47

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

5000

m/z-->

Abundance Scan 2002 (14.763 min): BM014197.D (-1998) (-)
177

105 192
9177 159131

51 145 281207

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

5000

m/z-->

Abundance #50074: Benzoic acid, thio-, isopropylidenehydrazide
177

192
77 12142 56 104 135

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

5000

m/z-->

Abundance #50194: 1,3-Benzodioxol-2-one, 5-(1,1-dimethylethyl)-
177

192105
77 13351 9127 149119 163

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

5000

m/z-->

Abundance #50066: 6-Isopropyl-benzothiazol-2-ylamine
177

192

15091 117 1346943

14.40 14.60 14.80 15.00

m/z 177.05  100.00%

14.40 14.60 14.80 15.00

m/z 105.10   35.63%

14.40 14.60 14.80 15.00

m/z 192.10   31.30%

14.40 14.60 14.80 15.00

m/z  91.10   23.04%

14.40 14.60 14.80 15.00

m/z  77.10   21.97%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Silane, (4-ethylphenyl)trim...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.82    2.17 ng         152975   Acenaphthene-d10           14.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Silane, (4-ethylphenyl)trimethyl-   178 C11H18Si       017988-50-0 58
 2 Silane, triethoxymethyl-            178 C7H18O3Si      002031-67-6 53
 3 Hydratropamide, .alpha.-methyl-     163 C10H13NO       000826-54-0 52
 4 Benzoic acid, p-tert-butyl-         178 C11H14O2       000098-73-7 52
 5 Propofol                            178 C12H18O        002078-54-8 50

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2012 (14.821 min): BM014197.D (-2006) (-)
163

77 91 19211539 14951 63 178104 128 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #41199: Silane, (4-ethylphenyl)trimethyl-
163

178
43 105 13374 14859 1199129

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #41548: Silane, triethoxymethyl-
163

133
119

77
43

89 10529 6115 178149

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #31186: Hydratropamide, .alpha.-methyl-
163

91
11543 77

13565 103 148

14.60 14.80 15.00 15.20

m/z 163.05  100.00%

14.60 14.80 15.00 15.20

m/z  77.00   25.94%

14.60 14.80 15.00 15.20

m/z  91.00   24.55%

14.60 14.80 15.00 15.20

m/z 192.05   18.87%

14.60 14.80 15.00 15.20

m/z 115.00   18.11%
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Instrument :
BNA_M
ClientSampleId :
LW-04-B



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown15.05                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.05    4.09 ng         288970   Acenaphthene-d10           14.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Indolinecarboxaldehyde, 2-hydr... 177 C10H11NO2      022614-65-9 22
 2 cis-2-Methyl-.beta.-methyl-.beta... 177 C10H11NO2      1000122-79-5 22
 3 2,3,5,6-Tetramethylbenzamide        177 C11H15NO       099858-56-7 14
 4 2-(1-Cyclohexenyl)cyclohexanone     178 C12H18O        001502-22-3 11
 5 Pyrrole, 1-methyl-2-(trifluorome... 149 C6H6F3N        067095-61-8 11

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2051 (15.051 min): BM014197.D (-2043) (-)
115 131

16057 91 177
43 105

77 149
192

20466

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #40506: 1-Indolinecarboxaldehyde, 2-hydroxy-7-methyl-
131

177

120

77
14915910551 916539

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #40508: cis-2-Methyl-.beta.-methyl-.beta.-nitrostyrene
91

115

65 12977
53 10343

177147

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #40574: 2,3,5,6-Tetramethylbenzamide
177

160

117
133

9144 1057765 14453

14.80 15.00 15.20 15.40

m/z 115.00  100.00%

14.80 15.00 15.20 15.40

m/z 117.05   84.30%

14.80 15.00 15.20 15.40

m/z 131.10   82.09%

14.80 15.00 15.20 15.40

m/z 159.95   69.97%

14.80 15.00 15.20 15.40

m/z 130.00   69.73%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown15.10                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.10    5.16 ng         364250   Acenaphthene-d10           14.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Pentenoic acid, 4-phenyl-         176 C11H12O2       053774-19-9 49
 2 2-Propenoic acid, 3-phenyl-, eth... 176 C11H12O2       000103-36-6 43
 3 Benzene, (1-methyl-1-butenyl)-      146 C11H14         053172-84-2 38
 4 2-Butene, 3-chloro-1-phenyl-, (Z)-  166 C10H11Cl       016608-68-7 35
 5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14         097664-19-2 35

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 2059 (15.098 min): BM014197.D (-2055) (-)
131

91
115 14910577 192176

6345
164

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #39733: 3-Pentenoic acid, 4-phenyl-
131

176
91

115
51 7739 10363 158

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #39782: 2-Propenoic acid, 3-phenyl-, ethyl ester
131

103 176
77

14851
29 91 1586339 11718

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #20719: Benzene, (1-methyl-1-butenyl)-
131

91

146
11551 7739

27 10363
15

14.80 15.00 15.20 15.40

m/z 131.00  100.00%

14.80 15.00 15.20 15.40

m/z  91.00   61.82%

14.80 15.00 15.20 15.40

m/z 115.00   47.15%

14.80 15.00 15.20 15.40

m/z 149.10   44.70%

14.80 15.00 15.20 15.40

m/z 105.05   41.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Propofol                        Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.14    5.92 ng         418368   Acenaphthene-d10           14.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propofol                            178 C12H18O        002078-54-8 64
 2 N1,N1-Diethyl-3-methyl-para-phen... 178 C11H18N2       002051-79-8 59
 3 Silane, triethoxymethyl-            178 C7H18O3Si      002031-67-6 53
 4 Ethanone, 1-(2,3-dihydro-1,4-ben... 178 C10H10O3       002879-20-1 53
 5 6-tert-Butyl-8-[(2,4-dimethoxy-b... 356 C17H20N6O3     1000295-27-2 43

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

5000

m/z-->

Abundance Scan 2066 (15.139 min): BM014197.D (-2063) (-)
163

178

91 133
77 11751 149 193 281

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

5000

m/z-->

Abundance #41203: Propofol
163

178
1179141 1357727 63 149

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

5000

m/z-->

Abundance #41188: N1,N1-Diethyl-3-methyl-para-phenylenediamine
163

178

134

10677
14852 12091

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

5000

m/z-->

Abundance #41548: Silane, triethoxymethyl-
163

133
119

77
43

10529 6115 17814991

14.80 15.00 15.20 15.40

m/z 163.10  100.00%

14.80 15.00 15.20 15.40

m/z 178.05   51.89%

14.80 15.00 15.20 15.40

m/z  91.05   27.24%

14.80 15.00 15.20 15.40

m/z 133.10   24.31%

14.80 15.00 15.20 15.40

m/z  77.00   12.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Phenol, 2,6-bis(1-methylpro...  Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.48    2.13 ng         150260   Acenaphthene-d10           14.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 2,6-bis(1-methylpropyl)-    206 C14H22O        005510-99-6 58
 2 1H-Pyrrole, 1-(4-chlorophenyl)-     177 C10H8ClN       005044-38-2 43
 3 7-Methoxy-2-methyl-1,2,3,4-tetra... 177 C11H15NO       054893-23-1 40
 4 2-Ethyl-2-(p-tolyl)malonamide       220 C12H16N2O2     068692-83-1 40
 5 Spiro[cyclopenta[d]-1,3,2-dioxab... 206 C12H19BO2      062238-26-0 38

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2124 (15.480 min): BM014197.D (-2120) (-)
177

105
91 11777 131 20615941 51 64 148 189

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #60196: Phenol, 2,6-bis(1-methylpropyl)-
177

206117
91 13357 1631074129 77 19114718

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #40554: 1H-Pyrrole, 1-(4-chlorophenyl)-
177

115

14275 8839 50 63 15210228 126

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #40615: 7-Methoxy-2-methyl-1,2,3,4-tetrahydroisoquinoline
177

1201038942 13473 16262

15.20 15.40 15.60 15.80

m/z 177.05  100.00%

15.20 15.40 15.60 15.80

m/z 105.00   33.03%

15.20 15.40 15.60 15.80

m/z  91.00   26.54%

15.20 15.40 15.60 15.80

m/z 178.10   24.50%

15.20 15.40 15.60 15.80

m/z 117.00   23.00%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  1-Naphthalenecarboxylic aci...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.60   21.05 ng        1709180   Phenanthrene-d10           16.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Naphthalenecarboxylic acid, 5,... 176 C11H12O2       004242-18-6 58
 2 3-Pentenoic acid, 4-phenyl-         176 C11H12O2       053774-19-9 47
 3 Benzene, (1-methyl-1-butenyl)-      146 C11H14         053172-84-2 43
 4 Cinnamic acid, .alpha.,.beta.-di... 176 C11H12O2       1000151-56-4 43
 5 Benzene, (2-chloro-2-butenyl)-      166 C10H11Cl       054411-12-0 35

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

5000

m/z-->

Abundance Scan 2144 (15.598 min): BM014197.D (-2137) (-)
131

176115

15891

77635139 103 143 207190 220

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

5000

m/z-->

Abundance #39811: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131

176158

91 115
51 7739 6327 103

147

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

5000

m/z-->

Abundance #39733: 3-Pentenoic acid, 4-phenyl-
131

176
91

115
51 7739 10363 158

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

5000

m/z-->

Abundance #20719: Benzene, (1-methyl-1-butenyl)-
131

91

146
11551 7739

27 10363
15

15.20 15.40 15.60 15.80 16.00

m/z 131.10  100.00%

15.20 15.40 15.60 15.80 16.00

m/z 176.10   55.44%

15.20 15.40 15.60 15.80 16.00

m/z 115.00   55.35%

15.20 15.40 15.60 15.80 16.00

m/z 158.00   33.58%

15.20 15.40 15.60 15.80 16.00

m/z  91.05   33.27%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  n-Hexadecanoic acid             Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.86    3.81 ng         309057   Phenanthrene-d10           16.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 58
 3 Dodecanoic acid                     200 C12H24O2       000143-07-7 50
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 46
 5 12-Bromododecanoic acid             278 C12H23BrO2     073367-80-3 43

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

5000

m/z-->

Abundance Scan 2529 (17.862 min): BM014197.D (-2525) (-)
41 73

60

12997 213115 256157171185143 282227199

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

5000

m/z-->

Abundance #92227: n-Hexadecanoic acid
43

60 73

129 25687 115 213101 171157 185143 199 227 242

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

5000

m/z-->

Abundance #83686: Pentadecanoic acid
736043

129
29 87 242199143 185115 157171101

213

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

5000

m/z-->

Abundance #56043: Dodecanoic acid
7360

43

12929
20015787 115101 143 171

185

17.60 17.80 18.00 18.20

m/z  41.10  100.00%

17.60 17.80 18.00 18.20

m/z  73.00   81.39%

17.60 17.80 18.00 18.20

m/z  43.10   72.96%

17.60 17.80 18.00 18.20

m/z  60.00   63.61%

17.60 17.80 18.00 18.20

m/z  55.05   56.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  9-Eicosene, (E)-                Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.88    2.51 ng         239088   Chrysene-d12               21.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Eicosene, (E)-                    280 C20H40         074685-29-3 93
 2 Cycloeicosane                       280 C20H40         000296-56-0 91
 3 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 91
 4 17-Pentatriacontene                 491 C35H70         006971-40-0 87
 5 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 87

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3042 (20.880 min): BM014197.D (-3038) (-)
55 83

111

140 222 284255170 429191 401327 369

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #106399: 9-Eicosene, (E)-
57 83

29 111

139 280168 196 252223

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #106397: Cycloeicosane
55

83

29
111

139 280168 252196 224

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83

111

29 250139 224168 297194 360

20.60 20.80 21.00 21.20

m/z  55.05  100.00%

20.60 20.80 21.00 21.20

m/z  83.05   89.04%

20.60 20.80 21.00 21.20

m/z  57.00   85.04%

20.60 20.80 21.00 21.20

m/z  69.00   79.11%

20.60 20.80 21.00 21.20

m/z  43.05   74.83%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020818\
  Data File : BM014197.D                                          
  Acq On    : 08 Feb 2018  17:34
  Operator  : SJ/JU
  Sample    : J1455-09
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.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|
----------------------------------------------------------------------------
Trichloroethylene      3.08     3.9 ng     151657  1   7.54  779091  20.0
unknown7.08            7.08    91.2 ng    3550590  1   7.54  779091  20.0
1,3-Methanopental...   7.90     3.1 ng     120188  1   7.54  779091  20.0
3-Phenylbut-1-ene      9.72     2.6 ng     139694  2  10.32 1070470  20.0
unknown14.02          14.02     2.2 ng     158285  3  14.20 1413000  20.0
unknown14.42          14.42     3.4 ng     236969  3  14.20 1413000  20.0
Benzoic acid, thi...  14.76     2.3 ng     164927  3  14.20 1413000  20.0
Silane, (4-ethylp...  14.82     2.2 ng     152975  3  14.20 1413000  20.0
unknown15.05          15.05     4.1 ng     288970  3  14.20 1413000  20.0
unknown15.10          15.10     5.2 ng     364250  3  14.20 1413000  20.0
Propofol              15.14     5.9 ng     418368  3  14.20 1413000  20.0
Phenol, 2,6-bis(1...  15.48     2.1 ng     150260  3  14.20 1413000  20.0
1-Naphthalenecarb...  15.60    21.1 ng    1709180  4  16.96 1623610  20.0
n-Hexadecanoic acid   17.86     3.8 ng     309057  4  16.96 1623610  20.0
9-Eicosene, (E)-      20.88     2.5 ng     239088  5  21.16 1903310  20.0
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