
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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   2.748     5   10   20 rVB2   94050    178571   9.26%   0.993%
  2   2.831    20   24   29 rBV   126671    169835   8.81%   0.944%
  3   2.925    35   40   52 rVB   189492    321335  16.66%   1.786%
  4   4.770   346  354  364 rBV   280284    411065  21.31%   2.285%
  5   5.251   429  436  447 rBV   782122   1141526  59.18%   6.346%
 
  6   6.844   694  707  720 rBV   763920   1243181  64.45%   6.911%
  7   7.196   760  767  777 rVB   833296   1312878  68.07%   7.298%
  8   7.654   836  845  852 rBV   330001    522019  27.06%   2.902%
  9   7.978   891  900  908 rVB   670909   1062095  55.06%   5.904%
 10   8.812  1036 1042 1050 rBV   479529    780634  40.47%   4.340%
 
 11  10.439  1307 1319 1328 rBV   473435    840353  43.57%   4.672%
 12  12.919  1731 1741 1751 rBV  1285565   1928810 100.00%  10.722%
 13  13.712  1872 1876 1881 rBV   204790    272931  14.15%   1.517%
 14  13.830  1892 1896 1905 rVB5   67615    139959   7.26%   0.778%
 15  13.953  1913 1917 1921 rBV3  105108    132823   6.89%   0.738%
 
 16  14.035  1926 1931 1936 rBV4  179816    332458  17.24%   1.848%
 17  14.123  1942 1946 1954 rVB   310960    471845  24.46%   2.623%
 18  14.200  1954 1959 1964 rBV4  109888    198608  10.30%   1.104%
 19  14.264  1965 1970 1972 rBV   166903    282404  14.64%   1.570%
 20  14.300  1972 1976 1985 rVV2  702010   1189913  61.69%   6.615%
 
 21  14.388  1987 1991 1996 rVB4   71670    129897   6.73%   0.722%
 22  14.828  2061 2066 2073 rBV7  104454    247193  12.82%   1.374%
 23  15.016  2094 2098 2105 rBV7  115264    266153  13.80%   1.480%
 24  15.087  2105 2110 2114 rBV2  379608    582552  30.20%   3.238%
 25  15.792  2226 2230 2236 rVB2  573823    843156  43.71%   4.687%
 
 26  16.039  2265 2272 2279 rBV2  420203   1015586  52.65%   5.646%
 27  16.861  2409 2412 2422 rVB   502867    843206  43.72%   4.687%
 28  17.043  2440 2443 2448 rBV2  769466   1127498  58.46%   6.268%
 
 
                        Sum of corrected areas:    17988484
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.83    6.51 ng         169835   1,4-Dichlorobenzene-d4      7.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 64
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 17
 4 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 
 5 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 24 (2.831 min): BG016545.D (-20) (-)
73

43 8755

207

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #4391: Butane, 2-methoxy-2-methyl-
73

5543
87

27
101

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13286: 2,2,4-Trimethyl-3-pentanol
73

8741 55

29

15

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #4342: Pentane, 3-methoxy-
73

45

29
59 101

2.80 2.90 3.00 3.10 3.20

m/z  73.10  100.00%

2.80 2.90 3.00 3.10 3.20

m/z  43.10   25.81%

2.80 2.90 3.00 3.10 3.20

m/z  87.10   22.35%

2.80 2.90 3.00 3.10 3.20

m/z  55.05   20.03%

2.80 2.90 3.00 3.10 3.20

m/z  71.10   10.97%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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  Hexane, 2,2-dimethyl-           Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.92   12.31 ng         321335   1,4-Dichlorobenzene-d4      7.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexane, 2,2-dimethyl-               114 C8H18          000590-73-8 83
 2 Pentane, 2,2,4-trimethyl-           114 C8H18          000540-84-1 83
 3 Butane, 2,2,3,3-tetramethyl-        114 C8H18          000594-82-1 83
 4 Pentane, 2,2,3-trimethyl-           114 C8H18          000564-02-3 64
 5 Heptane, 2,2,4,6,6-pentamethyl-     170 C12H26         013475-82-6 64

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance Scan 39 (2.919 min): BG016545.D (-35) (-)
57

41
99837150 65 77

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #7456: Hexane, 2,2-dimethyl-
57

41
29 996915 51 83

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #7461: Pentane, 2,2,4-trimethyl-
57

41
29 9971 8315 51 65 77

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #7478: Butane, 2,2,3,3-tetramethyl-
57

41
29 9969 8315 51

2.80 3.00 3.20

m/z  57.10  100.00%

2.80 3.00 3.20

m/z  56.10   33.23%

2.80 3.00 3.20

m/z  41.10   22.00%

2.80 3.00 3.20

m/z  43.10   15.47%

2.80 3.00 3.20

m/z  99.10    6.45%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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.
---------------------------------------------------------------------
  4.77   15.75 ng         411065   1,4-Dichlorobenzene-d4      7.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 47
 3 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 

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

5000

m/z-->

Abundance Scan 354 (4.770 min): BG016545.D (-346) (-)
43

59

101

73 8351 6737

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

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

59

10131 833725 93

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 #4337: Butane, 1-ethoxy-
59

31

41

73 1028715 47 53

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   67.80%

4.40 4.60 4.80 5.00 5.20

m/z 101.10   31.03%

4.40 4.60 4.80 5.00 5.20

m/z  58.10   18.80%

4.40 4.60 4.80 5.00 5.20

m/z  41.10    8.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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  unknown7.20                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.20   50.30 ng        1312880   1,4-Dichlorobenzene-d4      7.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 35
 3 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

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

5000

m/z-->

Abundance Scan 768 (7.202 min): BG016545.D (-760) (-)
132

68

96
40 7554 1036248 87 115

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 44

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 8961 103 110 12434

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

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   34.71%

6.80 7.00 7.20 7.40 7.60

m/z 134.00   32.76%

6.80 7.00 7.20 7.40 7.60

m/z  66.10   21.19%

6.80 7.00 7.20 7.40 7.60

m/z  69.10   12.85%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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  Decahydro-4,4,8,9,10-pentam...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.71    4.59 ng         272931   Acenaphthene-d10           14.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28         080655-44-3 83
 2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28         054832-83-6 40
 3 1-(P-FLUOROPHENYL)-4-PIPERIDONE     193 C11H12FNO      1000238-56-7 37
 4 2-Anthracenamine                    193 C14H11N        000613-13-8 30
 5 Iminostilbene                       193 C14H11N        000256-96-2 22

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1876 (13.712 min): BG016545.D (-1872) (-)
193

69 12383
1099541 55 137

208
163151 179

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #61716: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193

123
9569 109

83 13755

151 208179165

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #61723: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
19369 123

13783
41 109

9555

29
152 165 208179

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #51056: 1-(P-FLUOROPHENYL)-4-PIPERIDONE
193

123

150

95
42 75 1095527 135 164 17815

13.40 13.60 13.80 14.00

m/z 193.20  100.00%

13.40 13.60 13.80 14.00

m/z  69.10   50.56%

13.40 13.60 13.80 14.00

m/z 123.10   49.74%

13.40 13.60 13.80 14.00

m/z  83.10   47.47%

13.40 13.60 13.80 14.00

m/z 109.10   37.80%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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  1H-Indene, octahydro-2,2,4,...  Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.83    2.35 ng         139959   Acenaphthene-d10           14.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28         054832-83-6 80
 2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28         080655-44-3 45
 3 Pyrazolo[5,1-c]-as-triazine-3-ca... 193 C6H7N7O        016111-78-7 35
 4 Acridine, 9-methyl-                 193 C14H11N        000611-64-3 18
 5 Borinic acid, diethyl-, 1-cyclod... 250 C16H31BO       061142-73-2 16

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 1896 (13.830 min): BG016545.D (-1892) (-)
193

69
1238355 1099541 137

165 208177 220151

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #61723: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
19369 123

13783
41 109

9555

29
152 165 208179

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #61716: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193

123
9569 109

83 13755

151 208179165

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #51277: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a...
193

95

162

67 13552 83

13.60 13.80 14.00 14.20

m/z 193.15  100.00%

13.60 13.80 14.00 14.20

m/z  69.10   69.04%

13.60 13.80 14.00 14.20

m/z 123.10   58.65%

13.60 13.80 14.00 14.20

m/z  83.10   55.37%

13.60 13.80 14.00 14.20

m/z  55.10   49.86%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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  9  2,5-Cyclohexadiene-1,4-dion...  Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.95    2.23 ng         132823   Acenaphthene-d10           14.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H20O2       000719-22-2 96
 2 Thiocoumarine, 4,4,6,7-tetramethyl- 220 C13H16OS       1000128-90-2 46
 3 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H20O        000079-77-6 38
 4 N-[4-(Ethyl-methyl-amino)-phenyl... 192 C11H16N2O      099981-45-0 38
 5 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H20O        014901-07-6 35

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 1917 (13.953 min): BG016545.D (-1913) (-)
177

41 22013567
149 16395

20579 10755 119
192

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #69381: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177 220

41
135 14967 205163

91 121 19253 10729 79

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #69256: Thiocoumarine, 4,4,6,7-tetramethyl-
177

220

162 205
147115 128 191917741 6553 103

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #50532: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-y...
17743

91 13577 107 1215527 149 19216266

13.60 13.80 14.00 14.20

m/z 177.10  100.00%

13.60 13.80 14.00 14.20

m/z  41.10   51.40%

13.60 13.80 14.00 14.20

m/z 220.10   47.66%

13.60 13.80 14.00 14.20

m/z 135.05   46.81%

13.60 13.80 14.00 14.20

m/z  67.10   42.55%

8270-BG040615.M Tue Apr 21 18:53:29 2015                                              Page: 9

Instrument :
BNA_G
ClientSampleId :
AS-2



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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 10  unknown14.04                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.04    5.59 ng         332458   Acenaphthene-d10           14.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Quinolin-8-amine, 5,6-dimethoxy-... 218 C12H14N2O2     064992-95-6 15
 2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28         054832-83-6 14
 3 4-Isopropyl-5,10-dimethyl-decali... 236 C15H24O2       291278-94-9 14
 4 6-Acetamido-1,4-benzodioxane        193 C10H11NO3      063546-19-0 14
 5 2(1H)-Naphthalenone, octahydro-4... 194 C13H22O        054699-31-9 14

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

5000

m/z-->

Abundance Scan 1932 (14.041 min): BG016545.D (-1926) (-)
69 16141 8355 10997 193

123 137
175 218

205149

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

5000

m/z-->

Abundance #67930: Quinolin-8-amine, 5,6-dimethoxy-4-methyl-
203

175 218

160
93 11940 1326652 78 145105 187

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

5000

m/z-->

Abundance #61723: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
19369 123

13783
41 109

9555

29
152 165 208179

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

5000

m/z-->

Abundance #79824: 4-Isopropyl-5,10-dimethyl-decalin-1,3-dione
41 109

137
55

9569
19481

179
151123 165

221 236

13.80 14.00 14.20 14.40

m/z  69.10  100.00%

13.80 14.00 14.20 14.40

m/z 161.10   97.64%

13.80 14.00 14.20 14.40

m/z  41.10   88.40%

13.80 14.00 14.20 14.40

m/z  83.10   83.37%

13.80 14.00 14.20 14.40

m/z  55.10   80.71%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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 12  unknown14.20                    Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.20    3.34 ng         198608   Acenaphthene-d10           14.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexene, 1,5,5-trimethyl-6-a... 180 C12H20O        211563-96-1 43
 2 2,5,5,6,1a-Pentamethyl-cis-1a,4a... 208 C14H24O        1000215-77-9 38
 3 Neopentylidenecyclohexane           152 C11H20         039546-80-0 38
 4 1-Trimethylsilylpent-1-en-4-yne     138 C8H14Si        079516-25-9 35
 5 o-Fluoroacetophenone                138 C8H7FO         000445-27-2 35

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 1959 (14.200 min): BG016545.D (-1954) (-)
123

55
6941 109 1379582 208193

152
179163 222

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #42643: Cyclohexene, 1,5,5-trimethyl-6-acetylmethyl-
123

43

958155 16567 109
137 152 180

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #61644: 2,5,5,6,1a-Pentamethyl-cis-1a,4a,5,6,7,8-hexahydro...
123

43
96

71 20813810955 83 151
165 193

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #24311: Neopentylidenecyclohexane
69

81
41 109 137

95
55 152

29
12315

13.80 14.00 14.20 14.40 14.60

m/z 123.10  100.00%

13.80 14.00 14.20 14.40 14.60

m/z  55.10   68.84%

13.80 14.00 14.20 14.40 14.60

m/z  69.10   55.43%

13.80 14.00 14.20 14.40 14.60

m/z  41.10   51.64%

13.80 14.00 14.20 14.40 14.60

m/z  57.10   49.29%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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 13  2-Fluorobenzoic acid, 4-tri...  Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.39    2.18 ng         129897   Acenaphthene-d10           14.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Fluorobenzoic acid, 4-tridecyl... 322 C20H31FO2      1000280-61-2 50
 2 3-Fluorobenzoic acid, 4-pentadec... 350 C22H35FO2      1000280-60-9 47
 3 3-Fluorobenzoic acid, 6-ethyl-3-... 280 C17H25FO2      1000279-01-9 47
 4 2-Fluorobenzoic acid, 6-ethyl-2-... 280 C17H25FO2      1000278-96-7 47
 5 4-Fluorobenzoic acid, 3-pentadec... 350 C22H35FO2      1000280-68-4 47

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 1991 (14.388 min): BG016545.D (-1987) (-)
123

41 6955 82 95 109
208168137 193155 222182

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #128992: 2-Fluorobenzoic acid, 4-tridecyl ester
123

41
55 141

29 69 95
83 182

111 199154

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #141268: 3-Fluorobenzoic acid, 4-pentadecyl ester
123

43 9555
6929 141 21083 111 195154 167 227

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #106224: 3-Fluorobenzoic acid, 6-ethyl-3-octyl ester
123

84 95
6943 55 14029 111

14.00 14.20 14.40 14.60 14.80

m/z 123.10  100.00%

14.00 14.20 14.40 14.60 14.80

m/z  41.10   27.28%

14.00 14.20 14.40 14.60 14.80

m/z  69.10   26.77%

14.00 14.20 14.40 14.60 14.80

m/z 124.15   25.92%

14.00 14.20 14.40 14.60 14.80

m/z  55.10   24.58%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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 14  unknown14.83                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.83    4.15 ng         247193   Acenaphthene-d10           14.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane, 3-cyclohexyl-             252 C18H36         013151-83-2 35
 2 n-Nonylcyclohexane                  210 C15H30         002883-02-5 30
 3 Cyclohexane, butyl-                 140 C10H20         001678-93-9 22
 4 Cyclohexane, octyl-                 196 C14H28         001795-15-9 22
 5 Pentadecanal-                       226 C15H30O        002765-11-9 22

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

5000

m/z-->

Abundance Scan 2066 (14.828 min): BG016545.D (-2061) (-)
133

83

57
7143

97
153 201111

185 216171 237

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

5000

m/z-->

Abundance #89796: Dodecane, 3-cyclohexyl-
8357

6943

97 12529 111
168 223139 153

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

5000

m/z-->

Abundance #63053: n-Nonylcyclohexane
8355

41

6729
21097 126111 139

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

5000

m/z-->

Abundance #17300: Cyclohexane, butyl-
83

55

41
1406729 97 11115

14.60 14.80 15.00 15.20

m/z 133.10  100.00%

14.60 14.80 15.00 15.20

m/z  83.10   75.17%

14.60 14.80 15.00 15.20

m/z  57.10   53.10%

14.60 14.80 15.00 15.20

m/z  82.10   50.74%

14.60 14.80 15.00 15.20

m/z  55.10   49.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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 16  unknown15.09                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.09    9.79 ng         582552   Acenaphthene-d10           14.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Photocitral a                       152 C10H16O        1000292-85-0 47
 2 1-Trimethylsilylpent-1-en-4-yne     138 C8H14Si        079516-25-9 47
 3 3-Fluorobenzoic acid, 1-cyclopen... 236 C14H17FO2      1000279-04-7 47
 4 1-Butanone, 1-bicyclo[4.1.0]hept... 166 C11H18O        054764-62-4 43
 5 2-(2-Hydroxycyclohexyl)-furan       166 C10H14O2       1000145-92-8 38

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

5000

m/z-->

Abundance Scan 2111 (15.093 min): BG016545.D (-2105) (-)
123

10969 9555 81 20741 222137
173155 193 234

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

5000

m/z-->

Abundance #23933: Photocitral a
123

44

67
95

1098132 137
152

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

5000

m/z-->

Abundance #16833: 1-Trimethylsilylpent-1-en-4-yne
123

43

9573
55

138107

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

5000

m/z-->

Abundance #79684: 3-Fluorobenzoic acid, 1-cyclopentylethyl ester
12396

67
5541

81
27 151 167179 221

14.80 15.00 15.20 15.40

m/z 123.10  100.00%

14.80 15.00 15.20 15.40

m/z 109.10   32.86%

14.80 15.00 15.20 15.40

m/z  69.10   32.64%

14.80 15.00 15.20 15.40

m/z  95.10   31.00%

14.80 15.00 15.20 15.40

m/z  55.10   29.41%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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 17  Pentadecane, 2,6,10,14-tetr...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.04   18.01 ng        1015590   Phenanthrene-d10           17.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40         001921-70-6 81
 2 Hexadecane, 2,6,10,14-tetramethyl-  282 C20H42         000638-36-8 80
 3 Hexadecane, 2,6,11,15-tetramethyl-  282 C20H42         000504-44-9 80
 4 Octane, 2,6-dimethyl-               142 C10H22         002051-30-1 64
 5 Hexadecane, 2,6,10-trimethyl-       268 C19H40         055000-52-7 64

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

5000

m/z-->

Abundance Scan 2272 (16.039 min): BG016545.D (-2265) (-)
57 71

43
85

113 18399
127141 169155 198 215 244229 268

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 253268225239211

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

5000

m/z-->

Abundance #107666: Hexadecane, 2,6,10,14-tetramethyl-
57

71
43

85

29 11312799 183197141155169 253 282225 267211 239

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

5000

m/z-->

Abundance #107665: Hexadecane, 2,6,11,15-tetramethyl-
57 71

43

85

113 16999 12729 141 19715514 183 211 267

15.80 16.00 16.20 16.40

m/z  57.10  100.00%

15.80 16.00 16.20 16.40

m/z  71.10   86.30%

15.80 16.00 16.20 16.40

m/z  43.10   49.83%

15.80 16.00 16.20 16.40

m/z  85.10   34.73%

15.80 16.00 16.20 16.40

m/z  41.10   22.06%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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 18  Hexadecane, 2,6,10,14-tetra...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.86   14.96 ng         843206   Phenanthrene-d10           17.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane, 2,6,10,14-tetramethyl-  282 C20H42         000638-36-8 99
 2 Tetradecane                         198 C14H30         000629-59-4 90
 3 Octadecane, 2,6-dimethyl-           282 C20H42         075163-97-2 86
 4 Heptacosane                         380 C27H56         000593-49-7 80
 5 Pentadecane, 8-hexyl-               296 C21H44         013475-75-7 80

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

5000

m/z-->

Abundance Scan 2412 (16.861 min): BG016545.D (-2409) (-)
57 71

85
43

99 113127 183145159 197 233213 253 274

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 #55010: Tetradecane
57

43
71

85

29
99 198113127141155169

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

5000

m/z-->

Abundance #107664: Octadecane, 2,6-dimethyl-
5743

71

85
113

99 196127141155169 267239253211 282225

16.60 16.80 17.00 17.20

m/z  57.10  100.00%

16.60 16.80 17.00 17.20

m/z  71.10   86.73%

16.60 16.80 17.00 17.20

m/z  85.10   50.29%

16.60 16.80 17.00 17.20

m/z  43.10   43.22%

16.60 16.80 17.00 17.20

m/z  55.10   19.82%

8270-BG040615.M Tue Apr 21 18:53:37 2015                                              Page: 16

Instrument :
BNA_G
ClientSampleId :
AS-2



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
  Data File : BG016545.D                                          
  Acq On    : 19 Apr 2015   5:30
  Operator  : TP/IZ
  Sample    : G1765-02
  Misc      :  
  ALS Vial  : 54   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...   2.83     6.5 ng     169835  1   7.65  522019  20.0
Hexane, 2,2-dimet...   2.92    12.3 ng     321335  1   7.65  522019  20.0
2-Pentanone, 4-hy...   4.77    15.8 ng     411065  1   7.65  522019  20.0
unknown7.20            7.20    50.3 ng    1312880  1   7.65  522019  20.0
Decahydro-4,4,8,9...  13.71     4.6 ng     272931  3  14.30 1189910  20.0
1H-Indene, octahy...  13.83     2.4 ng     139959  3  14.30 1189910  20.0
2,5-Cyclohexadien...  13.95     2.2 ng     132823  3  14.30 1189910  20.0
unknown14.04          14.04     5.6 ng     332458  3  14.30 1189910  20.0
unknown14.20          14.20     3.3 ng     198608  3  14.30 1189910  20.0
2-Fluorobenzoic a...  14.39     2.2 ng     129897  3  14.30 1189910  20.0
unknown14.83          14.83     4.2 ng     247193  3  14.30 1189910  20.0
unknown15.09          15.09     9.8 ng     582552  3  14.30 1189910  20.0
Pentadecane, 2,6,...  16.04    18.0 ng    1015590  4  17.04 1127500  20.0
Hexadecane, 2,6,1...  16.86    15.0 ng     843206  4  17.04 1127500  20.0
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