
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
  Data File : BG016343.D                                          
  Acq On    : 11 Apr 2015   8:14
  Operator  : TP/IZ
  Sample    : G1744-04
  Misc      :  
  ALS Vial  : 21   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_G\METHODS\8270-BG040615.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   2.790    13   17   27 rVV   133959    213788  11.34%   1.421%
  2   2.872    27   31   35 rVV    92032    109310   5.80%   0.726%
  3   2.913    36   38   44 rVB    18636     22154   1.17%   0.147%
  4   4.206   254  258  264 rVB    29577     38770   2.06%   0.258%
  5   4.805   354  360  368 rBV   113942    161673   8.57%   1.074%
 
  6   5.281   435  441  451 rBV   793433   1106569  58.68%   7.354%
  7   6.873   706  712  727 rBV   782325   1228797  65.16%   8.166%
  8   7.226   763  772  782 rBV   789953   1228504  65.15%   8.164%
  9   7.690   844  851  858 rBV   219205    336822  17.86%   2.238%
 10   8.007   897  905  916 rBV   551404    870681  46.17%   5.786%
 
 11   8.847  1041 1048 1058 rBV   450206    727416  38.57%   4.834%
 12  10.475  1318 1325 1335 rBV   311491    514840  27.30%   3.422%
 13  12.948  1739 1746 1759 rBV   977921   1429829  75.82%   9.502%
 14  13.789  1884 1889 1898 rVB    63361     85178   4.52%   0.566%
 15  14.329  1971 1981 1989 rBV2  472170    721351  38.25%   4.794%
 
 16  15.181  2120 2126 2132 rVB2   22552     28370   1.50%   0.189%
 17  15.816  2228 2234 2247 rBV   720409   1034352  54.85%   6.874%
 18  16.045  2268 2273 2283 rBV2   23433     40395   2.14%   0.268%
 19  17.073  2442 2448 2456 rBV2  592741    853057  45.24%   5.669%
 20  17.966  2595 2600 2610 rBV2   57952     96522   5.12%   0.641%
 
 21  19.253  2814 2819 2824 rBV5   18683     33027   1.75%   0.219%
 22  19.699  2889 2895 2902 rBV  1469022   1885727 100.00%  12.532%
 23  20.387  3006 3012 3017 rBV5   15722     27707   1.47%   0.184%
 24  20.957  3105 3109 3121 rBV   171834    261357  13.86%   1.737%
 25  21.162  3140 3144 3151 rBV2   14269     19054   1.01%   0.127%
 
 26  21.245  3153 3158 3168 rBV   696923    900101  47.73%   5.982%
 27  21.397  3181 3184 3188 rBV5   15762     19485   1.03%   0.129%
 28  21.826  3254 3257 3263 rBV6   17158     28901   1.53%   0.192%
 29  22.285  3332 3335 3341 rVB5   21391     31323   1.66%   0.208%
 30  22.414  3355 3357 3361 rVB2   18064     19057   1.01%   0.127%
 
 31  22.796  3418 3422 3427 rBV    25198     37627   2.00%   0.250%
 32  23.366  3515 3519 3524 rVB2   22477     35532   1.88%   0.236%
 33  23.489  3532 3540 3552 rBV   435517    851196  45.14%   5.657%
 34  24.012  3625 3629 3638 rVB4   24344     48435   2.57%   0.322%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
  Data File : BG016343.D                                          
  Acq On    : 11 Apr 2015   8:14
  Operator  : TP/IZ
  Sample    : G1744-04
  Misc      :  
  ALS Vial  : 21   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_G\METHODS\8270-BG040615.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    15046907
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
  Data File : BG016343.D                                          
  Acq On    : 11 Apr 2015   8:14
  Operator  : TP/IZ
  Sample    : G1744-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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_G\DATA\BG041015\
  Data File : BG016343.D                                          
  Acq On    : 11 Apr 2015   8:14
  Operator  : TP/IZ
  Sample    : G1744-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Butane, 2-methoxy-2-methyl-     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.87    6.49 ng         109310   1,4-Dichlorobenzene-d4      7.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 3 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 9 
 4 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 
 5 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 7 

0 20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 31 (2.872 min): BG016343.D (-27) (-)
73

43 8755

207

0 20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #4386: Butane, 2-methoxy-2-methyl-
73

43 55 87
29

0 20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #720: N-Ethylformamide
30

73

5844

18

0 20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #1967: Silane, tetramethyl-
73

43
2915 55 882

2.80 2.90 3.00 3.10 3.20 3.30

m/z  73.10  100.00%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  43.10   24.73%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  87.10   22.74%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  55.10   18.52%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  71.10    9.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
  Data File : BG016343.D                                          
  Acq On    : 11 Apr 2015   8:14
  Operator  : TP/IZ
  Sample    : G1744-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  3-Penten-2-one, 4-methyl-       Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.21    2.30 ng          38770   1,4-Dichlorobenzene-d4      7.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 90
 2 2-Pentene, 3,4-dimethyl-, (E)-       98 C7H14          004914-92-5 83
 3 2-Pentene, 3,4-dimethyl-, (Z)-       98 C7H14          004914-91-4 83
 4 Furan, 2-methoxy-                    98 C5H6O2         025414-22-6 83
 5 Cyclohexane, methyl-                 98 C7H14          000108-87-2 80

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance Scan 259 (4.212 min): BG016343.D (-254) (-)
83

55

98

43

37 67 7349

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #3170: 3-Penten-2-one, 4-methyl-
8355

98
43

29

15 37 65 7749 71

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-
8355

41

27 98

15 69
63 7749 9134

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #3342: 2-Pentene, 3,4-dimethyl-, (Z)-
8355

41

9827

6915
63 7749 91

3.80 4.00 4.20 4.40 4.60

m/z  83.10  100.00%

3.80 4.00 4.20 4.40 4.60

m/z  55.10   65.16%

3.80 4.00 4.20 4.40 4.60

m/z  98.10   46.58%

3.80 4.00 4.20 4.40 4.60

m/z  43.10   29.26%

3.80 4.00 4.20 4.40 4.60

m/z  39.00   19.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
  Data File : BG016343.D                                          
  Acq On    : 11 Apr 2015   8:14
  Operator  : TP/IZ
  Sample    : G1744-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.81    9.60 ng         161673   1,4-Dichlorobenzene-d4      7.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 47
 3 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 4 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 25
 5 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H16O2        1000192-56-0 17

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 361 (4.811 min): BG016343.D (-354) (-)
43

59

101

83734937

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8337 53 67 9177

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43

101
28 59

70 84
15 53 78 95

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 51 7337 83 95

4.40 4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.40 4.60 4.80 5.00 5.20

m/z  59.10   64.34%

4.40 4.60 4.80 5.00 5.20

m/z 101.10   29.92%

4.40 4.60 4.80 5.00 5.20

m/z  58.10   18.15%

4.40 4.60 4.80 5.00 5.20

m/z  41.10    7.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
  Data File : BG016343.D                                          
  Acq On    : 11 Apr 2015   8:14
  Operator  : TP/IZ
  Sample    : G1744-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown7.23                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.23   72.95 ng        1228500   1,4-Dichlorobenzene-d4      7.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 27
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

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

5000

m/z-->

Abundance Scan 773 (7.232 min): BG016343.D (-763) (-)
132

68

96
7540 54 10347 61 87 115

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

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38

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

5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79 89 105 1246034

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

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

6.80 7.00 7.20 7.40 7.60

m/z 132.00  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  68.10   36.35%

6.80 7.00 7.20 7.40 7.60

m/z 134.00   33.40%

6.80 7.00 7.20 7.40 7.60

m/z  66.10   22.12%

6.80 7.00 7.20 7.40 7.60

m/z  69.10   13.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
  Data File : BG016343.D                                          
  Acq On    : 11 Apr 2015   8:14
  Operator  : TP/IZ
  Sample    : G1744-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Tridecanoic acid                Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.97    2.26 ng          96522   Phenanthrene-d10           17.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecanoic acid                    214 C13H26O2       000638-53-9 94
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 93
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 46
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 43
 5 Pentadecane                         212 C15H32         000629-62-9 11

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

5000

m/z-->

Abundance Scan 2601 (17.972 min): BG016343.D (-2595) (-)
73

43 60

129

97 115 256213185171157143 199 227

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

5000

m/z-->

Abundance #65562: Tridecanoic acid
7360

43

29
12985 214171115

98 185143 157 197

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

5000

m/z-->

Abundance #92226: n-Hexadecanoic acid
43 7360

29

129 25685
21311598 157 171 185143 227199 239

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

5000

m/z-->

Abundance #83686: Pentadecanoic acid
736043

129
29 87 242199143 185115 157 171101 213225

17.60 17.80 18.00 18.20

m/z  73.10  100.00%

17.60 17.80 18.00 18.20

m/z  43.10   67.14%

17.60 17.80 18.00 18.20

m/z  60.10   64.89%

17.60 17.80 18.00 18.20

m/z  57.10   63.69%

17.60 17.80 18.00 18.20

m/z  55.10   55.68%

8270-BG040615.M Mon Apr 13 14:15:01 2015                                              Page: 8

Instrument :
BNA_G
ClientSampleId :
OS-2A



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
  Data File : BG016343.D                                          
  Acq On    : 11 Apr 2015   8:14
  Operator  : TP/IZ
  Sample    : G1744-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  5-Eicosene, (E)-                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.96    5.81 ng         261357   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 99
 2 Cyclopentadecane                    210 C15H30         000295-48-7 94
 3 1-Heneicosyl formate                340 C22H44O2       077899-03-7 91
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 5 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 87

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance Scan 3110 (20.963 min): BG016343.D (-3105) (-)
57 83

41 111

139
208181 280250

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #106398: 5-Eicosene, (E)-
55

83

11129

139 280167 196 252223

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #63051: Cyclopentadecane
55

83

11129
210139 182

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #137330: 1-Heneicosyl formate
57 83

11141

139 294167 266196 222 322 340

20.60 20.80 21.00 21.20

m/z  57.05  100.00%

20.60 20.80 21.00 21.20

m/z  83.10   98.41%

20.60 20.80 21.00 21.20

m/z  97.10   96.70%

20.60 20.80 21.00 21.20

m/z  55.10   89.13%

20.60 20.80 21.00 21.20

m/z  69.10   85.97%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
  Data File : BG016343.D                                          
  Acq On    : 11 Apr 2015   8:14
  Operator  : TP/IZ
  Sample    : G1744-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.87     6.5 ng     109310  1   7.69  336822  20.0
3-Penten-2-one, 4...   4.21     2.3 ng      38770  1   7.69  336822  20.0
2-Pentanone, 4-hy...   4.81     9.6 ng     161673  1   7.69  336822  20.0
unknown7.23            7.23    73.0 ng    1228500  1   7.69  336822  20.0
Tridecanoic acid      17.97     2.3 ng      96522  4  17.07  853057  20.0
5-Eicosene, (E)-      20.96     5.8 ng     261357  5  21.24  900101  20.0
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