
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092115\
  Data File : BF081733.D                                          
  Acq On    : 22 Sep 2015   4:27
  Operator  : UM/IZ
  Sample    : G3747-04
  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_F\METHODS\8270-BF090115.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   1.224     9   12   14 rVV   831317   1107205  27.64%   6.225%
  2   1.292    17   18   29 rVB3   20274     52661   1.31%   0.296%
  3   1.441    29   31   37 rBV   202993    554938  13.85%   3.120%
  4   1.521    37   38   77 rVB  1081440   4005904 100.00%  22.521%
  5   4.447   290  294  318 rVB   219176    654190  16.33%   3.678%
 
  6   5.327   368  371  399 rBV   551319   1156732  28.88%   6.503%
  7   7.602   566  570  574 rBV   608044   1170465  29.22%   6.580%
  8   7.682   574  577  595 rVB   741977   1340128  33.45%   7.534%
  9   8.162   616  619  626 rBB   127540    221264   5.52%   1.244%
 10   8.482   644  647  658 rBB   525918    872875  21.79%   4.907%
 
 11   9.465   729  733  747 rBV   442154    787211  19.65%   4.426%
 12  11.053   869  872  878 rBV   143153    273448   6.83%   1.537%
 13  12.345   980  985  990 rBV2   17513     41240   1.03%   0.232%
 14  13.705  1100 1104 1107 rBV   770456   1269962  31.70%   7.140%
 15  13.774  1107 1110 1120 rVB    38211     88914   2.22%   0.500%
 
 16  14.768  1188 1197 1203 rBV   120691    233666   5.83%   1.314%
 17  14.871  1203 1206 1210 rVV    37312     69397   1.73%   0.390%
 18  15.191  1230 1234 1240 rBV   172401    297591   7.43%   1.673%
 19  17.100  1397 1401 1413 rBV2  415427    821744  20.51%   4.620%
 20  17.751  1452 1458 1462 rBV    42056    119435   2.98%   0.671%
 
 21  18.700  1538 1541 1548 rBV   165649    309732   7.73%   1.741%
 22  18.871  1553 1556 1564 rVB2   20636     51317   1.28%   0.289%
 23  19.660  1621 1625 1629 rBV    34681     72312   1.81%   0.407%
 24  21.409  1775 1778 1784 rBV2  135076    199414   4.98%   1.121%
 25  22.072  1832 1836 1838 rBV  1185676   1327293  33.13%   7.462%
 
 26  23.317  1942 1945 1946 rBV    91404    144786   3.61%   0.814%
 27  23.352  1946 1948 1954 rVB   212610    293702   7.33%   1.651%
 28  24.358  2034 2036 2039 rVB    39105     50836   1.27%   0.286%
 29  24.792  2072 2074 2078 rBV   130566    198691   4.96%   1.117%
 
 
                        Sum of corrected areas:    17787053
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092115\
  Data File : BF081733.D                                          
  Acq On    : 22 Sep 2015   4:27
  Operator  : UM/IZ
  Sample    : G3747-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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_F\DATA\BF092115\
  Data File : BF081733.D                                          
  Acq On    : 22 Sep 2015   4:27
  Operator  : UM/IZ
  Sample    : G3747-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.22  100.08 ng        1107210   1,4-Dichlorobenzene-d4      8.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 38
 3 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2       007318-82-3 12
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12
 5 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 

0 10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance Scan 12 (1.224 min): BF081733.D (-9) (-)
73

43
55

87

35 67

0 10 20 30 40 50 60 70 80 90 100

5000

m/z-->

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

43 55 87
29

6735 80

0 10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #1966: Silane, tetramethyl-
73

432915 53 59 88662 36

0 10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #4136: Boronic acid, ethyl-, dimethyl ester
73

43

15

29 5737 10287672 7949 9523

1.20 1.30 1.40 1.50 1.60

m/z  73.10  100.00%

1.20 1.30 1.40 1.50 1.60

m/z  43.05   48.48%

1.20 1.30 1.40 1.50 1.60

m/z  55.10   35.44%

1.20 1.30 1.40 1.50 1.60

m/z  87.10   28.21%

1.20 1.30 1.40 1.50 1.60

m/z  41.05   15.67%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092115\
  Data File : BF081733.D                                          
  Acq On    : 22 Sep 2015   4:27
  Operator  : UM/IZ
  Sample    : G3747-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.45   59.13 ng         654190   1,4-Dichlorobenzene-d4      8.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 32
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 5 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 9 

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

5000

m/z-->

Abundance Scan 294 (4.447 min): BF081733.D (-290) (-)
43

59

101
8351

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

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 83 93

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

5000

m/z-->

Abundance #7974: Acetic acid, 1,1-dimethylethyl ester
43

57

29
101

5036 78

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

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

4.20 4.40 4.60 4.80

m/z  43.10  100.00%

4.20 4.40 4.60 4.80

m/z  59.10   56.34%

4.20 4.40 4.60 4.80

m/z 101.10   14.17%

4.20 4.40 4.60 4.80

m/z  58.10   14.10%

4.20 4.40 4.60 4.80

m/z  41.10    9.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092115\
  Data File : BF081733.D                                          
  Acq On    : 22 Sep 2015   4:27
  Operator  : UM/IZ
  Sample    : G3747-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown7.68                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.68  121.13 ng        1340130   1,4-Dichlorobenzene-d4      8.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 4 Xenon                               132 Xe             007440-63-3 9 
 5 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 

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

5000

m/z-->

Abundance Scan 577 (7.682 min): BF081733.D (-574) (-)
132

68

9640 54 75 10447 61 87

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

5000

m/z-->

Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132

97

70
31 6044 7751 86 105 116

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 #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

7.40 7.60 7.80 8.00

m/z 132.10  100.00%

7.40 7.60 7.80 8.00

m/z  68.05   46.62%

7.40 7.60 7.80 8.00

m/z 134.10   32.54%

7.40 7.60 7.80 8.00

m/z  66.10   32.37%

7.40 7.60 7.80 8.00

m/z  69.10   19.28%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092115\
  Data File : BF081733.D                                          
  Acq On    : 22 Sep 2015   4:27
  Operator  : UM/IZ
  Sample    : G3747-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Undecane, 2,6-dimethyl-         Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.35    3.02 ng          41240   Naphthalene-d8             11.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecane, 2,6-dimethyl-             184 C13H28         017301-23-4 83
 2 Heptadecane, 2,6-dimethyl-          268 C19H40         054105-67-8 74
 3 Decane, 2,6,7-trimethyl-            184 C13H28         062108-25-2 74
 4 Octane, 3,5-dimethyl-               142 C10H22         015869-93-9 74
 5 Octane, 2,3,7-trimethyl-            156 C11H24         062016-34-6 64

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

5000

m/z-->

Abundance Scan 985 (12.345 min): BF081733.D (-980) (-)
57

43 71

85 113

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

5000

m/z-->

Abundance #45584: Undecane, 2,6-dimethyl-
57

7143

9829 85 113 141 184169155127

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

5000

m/z-->

Abundance #99490: Heptadecane, 2,6-dimethyl-
5743

71

85
11399 182127 141154 253169 197 225 239 268210

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

5000

m/z-->

Abundance #45603: Decane, 2,6,7-trimethyl-
57

43
71

11285 99 141

12.00 12.20 12.40 12.60

m/z  57.10  100.00%

12.00 12.20 12.40 12.60

m/z  43.10   64.40%

12.00 12.20 12.40 12.60

m/z  71.10   61.59%

12.00 12.20 12.40 12.60

m/z  41.05   29.01%

12.00 12.20 12.40 12.60

m/z  55.10   22.88%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092115\
  Data File : BF081733.D                                          
  Acq On    : 22 Sep 2015   4:27
  Operator  : UM/IZ
  Sample    : G3747-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Octane, 2,6-dimethyl-           Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.77    5.98 ng          88914   Acenaphthene-d10           15.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octane, 2,6-dimethyl-               142 C10H22         002051-30-1 59
 2 Nonane, 3-methyl-                   142 C10H22         005911-04-6 53
 3 Dodecane, 2,6,10-trimethyl-         212 C15H32         003891-98-3 53
 4 Tridecane                           184 C13H28         000629-50-5 50
 5 Hexatriacontane                     507 C36H74         000630-06-8 50

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1110 (13.774 min): BF081733.D (-1107) (-)
57

43
71

85

97 113 127

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #18460: Octane, 2,6-dimethyl-
57

71

41

29 113
85

97 14212715

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #18429: Nonane, 3-methyl-
57

71
43

29 112
85 14298 12715

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #64585: Dodecane, 2,6,10-trimethyl-
57

71

43

8529
113 12799 183155141 197

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  43.10   78.57%

13.40 13.60 13.80 14.00

m/z  71.10   71.26%

13.40 13.60 13.80 14.00

m/z  56.10   43.97%

13.40 13.60 13.80 14.00

m/z  41.10   41.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092115\
  Data File : BF081733.D                                          
  Acq On    : 22 Sep 2015   4:27
  Operator  : UM/IZ
  Sample    : G3747-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Heptadecane, 2,6,10,14-tetr...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.87    4.66 ng          69397   Acenaphthene-d10           15.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44         018344-37-1 78
 2 Hexadecane                          226 C16H34         000544-76-3 72
 3 Undecane, 3,8-dimethyl-             184 C13H28         017301-30-3 72
 4 Tetradecane                         198 C14H30         000629-59-4 72
 5 Eicosane                            282 C20H42         000112-95-8 64

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

5000

m/z-->

Abundance Scan 1206 (14.871 min): BF081733.D (-1203) (-)
57

41
85

113 141

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

5000

m/z-->

Abundance #115580: Heptadecane, 2,6,10,14-tetramethyl-
57

41
85

113 141 183 211 253156 226 281296

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

5000

m/z-->

Abundance #73967: Hexadecane
57

41
85

113 226141 169 19714

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

5000

m/z-->

Abundance #45579: Undecane, 3,8-dimethyl-
57

85
41

113 14115621

14.60 14.80 15.00 15.20

m/z  57.05  100.00%

14.60 14.80 15.00 15.20

m/z  43.10   80.70%

14.60 14.80 15.00 15.20

m/z  71.10   61.60%

14.60 14.80 15.00 15.20

m/z  41.10   36.59%

14.60 14.80 15.00 15.20

m/z  85.10   27.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092115\
  Data File : BF081733.D                                          
  Acq On    : 22 Sep 2015   4:27
  Operator  : UM/IZ
  Sample    : G3747-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Pentadecane, 2,6,10,14-tetr...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.75    7.71 ng         119435   Phenanthrene-d10           18.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40         001921-70-6 83
 2 Hexadecane, 2,6,10,14-tetramethyl-  282 C20H42         000638-36-8 72
 3 Dodecane, 2,6,11-trimethyl-         212 C15H32         031295-56-4 72
 4 Heptadecane, 2,6-dimethyl-          268 C19H40         054105-67-8 64
 5 Heptacosane                         380 C27H56         000593-49-7 64

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

5000

m/z-->

Abundance Scan 1458 (17.751 min): BF081733.D (-1452) (-)
57

43
71

85
99 113127 183

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

5000

m/z-->

Abundance #99493: Pentadecane, 2,6,10,14-tetramethyl-
57

71
43

85
11329 99 183127 155141 169 197 253 268225239211

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

5000

m/z-->

Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-
57

71
43

85

29 11399 127
141 183197155169 253267211225 282239

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

5000

m/z-->

Abundance #64586: Dodecane, 2,6,11-trimethyl-
57

71
43

85
29

11399 127 169141 197155 183

17.40 17.60 17.80 18.00

m/z  57.10  100.00%

17.40 17.60 17.80 18.00

m/z  43.10   61.01%

17.40 17.60 17.80 18.00

m/z  71.10   54.79%

17.40 17.60 17.80 18.00

m/z  41.10   29.58%

17.40 17.60 17.80 18.00

m/z  56.10   22.32%

8270-BF090115.M Tue Sep 22 18:34:32 2015                                              Page: 9

Instrument :
BNA_F
ClientSampleId :
TRENCH-1-4



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092115\
  Data File : BF081733.D                                          
  Acq On    : 22 Sep 2015   4:27
  Operator  : UM/IZ
  Sample    : G3747-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Octacosane                      Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.87    3.31 ng          51317   Phenanthrene-d10           18.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 72
 2 Tetracosane                         338 C24H50         000646-31-1 64
 3 Silane, trichlorooctadecyl-         386 C18H37Cl3Si    000112-04-9 64
 4 10-Methylnonadecane                 282 C20H42         056862-62-5 59
 5 Tetradecane                         198 C14H30         000629-59-4 59

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1556 (18.871 min): BF081733.D (-1553) (-)
57

85

188127

50 100 150 200 250 300 350

5000

m/z-->

Abundance #155178: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

50 100 150 200 250 300 350

5000

m/z-->

Abundance #136481: Tetracosane
57

85

29
113 141 169 197 338225 253 281 309

50 100 150 200 250 300 350

5000

m/z-->

Abundance #152929: Silane, trichlorooctadecyl-
57

85
29

113 135 175155 203 231 259 303 386331 357

18.60 18.80 19.00 19.20

m/z  57.10  100.00%

18.60 18.80 19.00 19.20

m/z  71.10   59.45%

18.60 18.80 19.00 19.20

m/z  43.10   54.91%

18.60 18.80 19.00 19.20

m/z  85.10   33.97%

18.60 18.80 19.00 19.20

m/z  41.10   32.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092115\
  Data File : BF081733.D                                          
  Acq On    : 22 Sep 2015   4:27
  Operator  : UM/IZ
  Sample    : G3747-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Cyclopentane, 1-ethyl-2-met...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.66    4.67 ng          72312   Phenanthrene-d10           18.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16          000930-89-2 50
 2 Cycloheptane, methyl-               112 C8H16          004126-78-7 43
 3 Cyclopropane, 1-methyl-2-octyl-     168 C12H24         037617-26-8 43
 4 Cyclohexane, 1,2-dimethyl-, cis-    112 C8H16          002207-01-4 43
 5 Cyclopentane, 1-ethyl-3-methyl-     112 C8H16          003726-47-4 38

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance Scan 1625 (19.660 min): BF081733.D (-1621) (-)
5543

8369

97

111

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #6656: Cyclopentane, 1-ethyl-2-methyl-, cis-
55 8341

70

27

1129715

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #6522: Cycloheptane, methyl-
55 97

41

69 83

27
112

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #34820: Cyclopropane, 1-methyl-2-octyl-
5641

69

83
29 97

111 125 168140 153

19.40 19.60 19.80 20.00

m/z  55.10  100.00%

19.40 19.60 19.80 20.00

m/z  43.10   90.02%

19.40 19.60 19.80 20.00

m/z  57.05   80.75%

19.40 19.60 19.80 20.00

m/z  41.10   78.49%

19.40 19.60 19.80 20.00

m/z  83.10   68.26%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092115\
  Data File : BF081733.D                                          
  Acq On    : 22 Sep 2015   4:27
  Operator  : UM/IZ
  Sample    : G3747-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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-Nonadecene                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.41   13.58 ng         199414   Chrysene-d12               23.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Nonadecene                        266 C19H38         018435-45-5 90
 2 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 90
 3 5-Octadecene, (E)-                  252 C18H36         007206-21-5 87
 4 Trifluoroacetic acid, n-heptadec... 324 C17H31F3O2     1000216-79-2 86
 5 1-Hexadecanol                       242 C16H34O        036653-82-4 83

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

5000

m/z-->

Abundance Scan 1778 (21.409 min): BF081733.D (-1775) (-)
55

41 8369
97

111 202
125

139

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

5000

m/z-->

Abundance #98170: 1-Nonadecene
41 55

83 9769

111

12527
139 153 266168

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

5000

m/z-->

Abundance #139663: 3-Chloropropionic acid, heptadecyl ester
5743 83

97

70
111

29
125

139 154 210167 182 238196 225 251

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

5000

m/z-->

Abundance #89785: 5-Octadecene, (E)-
55

6941 83
97

111
27 125 252139 154168181 224195

21.00 21.20 21.40 21.60 21.80

m/z  55.10  100.00%

21.00 21.20 21.40 21.60 21.80

m/z  43.10   89.22%

21.00 21.20 21.40 21.60 21.80

m/z  57.10   76.80%

21.00 21.20 21.40 21.60 21.80

m/z  41.05   64.80%

21.00 21.20 21.40 21.60 21.80

m/z  83.10   60.74%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092115\
  Data File : BF081733.D                                          
  Acq On    : 22 Sep 2015   4:27
  Operator  : UM/IZ
  Sample    : G3747-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Squalene                        Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.36    5.12 ng          50836   Perylene-d12               24.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         007683-64-9 90
 2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H44O        1000163-04-7 86
 3 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50         000111-02-4 78
 4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H24O        125529-10-4 72
 5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H26O        000106-28-5 64

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2036 (24.358 min): BF081733.D (-2034) (-)
69

41

95 121 149
256

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #158503: Squalene
69

41
13795

191 341163 410217 273 367299117 245

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69

41
93

136
161 192 384315273 341231113

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69

41
13795

341 410191161 367273217 299117 244

24.00 24.20 24.40 24.60

m/z  69.10  100.00%

24.00 24.20 24.40 24.60

m/z  81.10   52.15%

24.00 24.20 24.40 24.60

m/z  41.10   36.97%

24.00 24.20 24.40 24.60

m/z  68.10   15.10%

24.00 24.20 24.40 24.60

m/z  95.10   13.28%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092115\
  Data File : BF081733.D                                          
  Acq On    : 22 Sep 2015   4:27
  Operator  : UM/IZ
  Sample    : G3747-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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...   1.22   100.1 ng    1107210  1   8.16  221264  20.0
2-Pentanone, 4-hy...   4.45    59.1 ng     654190  1   8.16  221264  20.0
unknown7.68            7.68   121.1 ng    1340130  1   8.16  221264  20.0
Undecane, 2,6-dim...  12.35     3.0 ng      41240  2  11.05  273448  20.0
Octane, 2,6-dimet...  13.77     6.0 ng      88914  3  15.19  297591  20.0
Heptadecane, 2,6,...  14.87     4.7 ng      69397  3  15.19  297591  20.0
Pentadecane, 2,6,...  17.75     7.7 ng     119435  4  18.70  309732  20.0
Octacosane            18.87     3.3 ng      51317  4  18.70  309732  20.0
Cyclopentane, 1-e...  19.66     4.7 ng      72312  4  18.70  309732  20.0
1-Nonadecene          21.41    13.6 ng     199414  5  23.35  293702  20.0
Squalene              24.36     5.1 ng      50836  6  24.79  198691  20.0
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