
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092214.D                                          
  Acq On    : 12 Jan 2017  18:17
  Operator  : UM/SJ
  Sample    : I1029-15
  Misc      :  
  ALS Vial  : 11   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-BF122116.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   3.990   181  184  188 rBV    60640    106081   2.38%   0.270%
  2   4.721   245  248  259 rVB  1530678   2150356  48.22%   5.471%
  3   5.190   287  289  296 rBV  3227806   3442527  77.20%   8.758%
  4   6.265   380  383  385 rBV  3756674   4459145 100.00%  11.344%
  5   6.367   390  392  394 rBV  4673191   4278333  95.95%  10.884%
 
  6   6.596   409  412  414 rBV  1132954   1106787  24.82%   2.816%
  7   6.745   423  425  428 rBV  2527199   3036801  68.10%   7.726%
  8   7.167   459  462  464 rBV  2401319   2526180  56.65%   6.427%
  9   7.876   522  524  527 rBV  1116147   1274512  28.58%   3.242%
 10   8.962   616  619  621 rBV  4318633   4061786  91.09%  10.334%
 
 11   9.362   652  654  656 rBV   313986    271738   6.09%   0.691%
 12   9.625   675  677  680 rBV  1370448   1385760  31.08%   3.526%
 13  10.082   715  717  718 rVB    48487     63092   1.41%   0.161%
 14  10.413   744  746  749 rBV2 2025133   2436468  54.64%   6.199%
 15  10.551   756  758  761 rBV   104375    132170   2.96%   0.336%
 
 16  10.996   795  797  798 rBV2   76582     75308   1.69%   0.192%
 17  11.099   804  806  809 rBV  1050367   1390395  31.18%   3.537%
 18  11.659   853  855  859 rBV2  313824    303911   6.82%   0.773%
 19  12.437   921  923  929 rBV    73825     90911   2.04%   0.231%
 20  12.539   929  932  934 rVB2   44242     58479   1.31%   0.149%
 
 21  12.688   943  945  948 rVB  2887889   3335702  74.81%   8.486%
 22  13.602  1022 1025 1034 rBV   185134    283443   6.36%   0.721%
 23  13.728  1034 1036 1039 rBV   950574   1008559  22.62%   2.566%
 24  14.231  1077 1080 1086 rBV    57110    116163   2.61%   0.296%
 25  14.517  1101 1105 1109 rBV3   19073     48479   1.09%   0.123%
 
 26  14.642  1114 1116 1119 rVV    54059     56937   1.28%   0.145%
 27  14.814  1128 1131 1132 rBV    38123     57467   1.29%   0.146%
 28  14.837  1132 1133 1138 rVB2   38741     68271   1.53%   0.174%
 29  15.088  1152 1155 1158 rBV   733571    850713  19.08%   2.164%
 30  15.385  1178 1181 1188 rVB7   14928     45812   1.03%   0.117%
 
 31  15.500  1188 1191 1193 rBV    49163     70569   1.58%   0.180%
 32  15.557  1193 1196 1198 rBV3   23491     60581   1.36%   0.154%
 33  16.448  1271 1274 1280 rVB3   66786    146524   3.29%   0.373%
 34  16.551  1280 1283 1284 rVV    45701     97566   2.19%   0.248%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092214.D                                          
  Acq On    : 12 Jan 2017  18:17
  Operator  : UM/SJ
  Sample    : I1029-15
  Misc      :  
  ALS Vial  : 11   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-BF122116.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  16.586  1284 1286 1291 rVB   117188    226329   5.08%   0.576%
 
 36  16.814  1302 1306 1312 rVB5   42565    113200   2.54%   0.288%
 37  17.466  1360 1363 1367 rBV5   19611     69652   1.56%   0.177%
 
 
                        Sum of corrected areas:    39306707
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092214.D                                          
  Acq On    : 12 Jan 2017  18:17
  Operator  : UM/SJ
  Sample    : I1029-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.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\BF011217\
  Data File : BF092214.D                                          
  Acq On    : 12 Jan 2017  18:17
  Operator  : UM/SJ
  Sample    : I1029-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.72   38.86 ng        2150360   1,4-Dichlorobenzene-d4      6.60

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 72
 2 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 3 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 9 

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

5000

m/z-->

Abundance Scan 248 (4.721 min): BF092214.D (-245) (-)
43.0

59.1

101.0

83.069.0

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

5000

m/z-->

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

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #3993: Morpholine, 4-methyl-
43.0

101.015.0 71.027.0 56.0 86.0

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

5000

m/z-->

Abundance #4330: Butane, 1-ethoxy-
59.0

31.0

41.0

73.0
15.0 102.087.050.0

4.40 4.60 4.80 5.00

m/z  43.00  100.00%

4.40 4.60 4.80 5.00

m/z  59.10   59.45%

4.40 4.60 4.80 5.00

m/z 101.00   20.35%

4.40 4.60 4.80 5.00

m/z  58.00   14.79%

4.40 4.60 4.80 5.00

m/z  41.10    9.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092214.D                                          
  Acq On    : 12 Jan 2017  18:17
  Operator  : UM/SJ
  Sample    : I1029-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.37                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.37   77.31 ng        4278330   1,4-Dichlorobenzene-d4      6.60

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 392 (6.367 min): BF092214.D (-390) (-)
132.0

68.1

96.0
40.0

115.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14006: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.00 6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.00 6.20 6.40 6.60 6.80

m/z  68.10   44.82%

6.00 6.20 6.40 6.60 6.80

m/z 134.00   33.56%

6.00 6.20 6.40 6.60 6.80

m/z  66.00   27.68%

6.00 6.20 6.40 6.60 6.80

m/z  69.05   17.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092214.D                                          
  Acq On    : 12 Jan 2017  18:17
  Operator  : UM/SJ
  Sample    : I1029-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.66    4.37 ng         303911   Phenanthrene-d10           11.11

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 91
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 81
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 5 Nonanoic acid                       158 C9H18O2        000112-05-0 43

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

5000

m/z-->

Abundance Scan 855 (11.659 min): BF092214.D (-853) (-)
73.043.0

129.1
97.1

213.2157.1 185.1 256.3

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

5000

m/z-->

Abundance #92226: n-Hexadecanoic acid
43.0 73.0

129.0 256.097.0 213.0157.0 185.0

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

5000

m/z-->

Abundance #83686: Pentadecanoic acid
73.043.0

129.0

242.0199.097.0
157.0

180.0

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

5000

m/z-->

Abundance #65562: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

152.0 195.0

11.40 11.60 11.80 12.00

m/z  73.00  100.00%

11.40 11.60 11.80 12.00

m/z  43.05   84.98%

11.40 11.60 11.80 12.00

m/z  60.00   83.73%

11.40 11.60 11.80 12.00

m/z  57.05   67.75%

11.40 11.60 11.80 12.00

m/z  55.05   61.58%

8270-BF122116.M Fri Jan 13 14:01:55 2017                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
COMP-008



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092214.D                                          
  Acq On    : 12 Jan 2017  18:17
  Operator  : UM/SJ
  Sample    : I1029-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heptafluorobutanoic acid, h...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.60    5.62 ng         283443   Chrysene-d12               13.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 94
 2 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 91
 3 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 4 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 91
 5 Pentafluoropropionic acid, octad... 416 C21H37F5O2     1000280-07-7 91

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

5000

m/z-->

Abundance Scan 1025 (13.602 min): BF092214.D (-1022) (-)
57.1

83.1

111.1

139.1 281.0167.1 230.0209.1

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

5000

m/z-->

Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

83.0

111.0

29.0 238.0169.0139.0 210.0 283.0

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

5000

m/z-->

Abundance #153508: Pentafluoropropionic acid, hexadecyl ester
43.0

69.0

97.0

125.0 224.0196.0155.0

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

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
43.0

69.0
97.0

125.0
153.0 196.0 224.0

13.20 13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.20 13.40 13.60 13.80 14.00

m/z  43.05   84.87%

13.20 13.40 13.60 13.80 14.00

m/z  55.05   78.20%

13.20 13.40 13.60 13.80 14.00

m/z  83.10   76.91%

13.20 13.40 13.60 13.80 14.00

m/z  69.10   73.47%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092214.D                                          
  Acq On    : 12 Jan 2017  18:17
  Operator  : UM/SJ
  Sample    : I1029-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Ethanol, 2-(hexadecyloxy)-      Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.23    2.30 ng         116163   Chrysene-d12               13.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-(hexadecyloxy)-          286 C18H38O2       002136-71-2 87
 2 1-Decanol, 2-hexyl-                 242 C16H34O        002425-77-6 80
 3 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 70
 4 1-Octadecanol                       270 C18H38O        000112-92-5 64
 5 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 62

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

5000

m/z-->

Abundance Scan 1080 (14.231 min): BF092214.D (-1077) (-)
57.1

83.0

111.0

282.0135.0 209.0

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

5000

m/z-->

Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57.0

85.0

31.0 111.0
196.0 255.0224.0141.0 169.0 281.0

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

5000

m/z-->

Abundance #83805: 1-Decanol, 2-hexyl-
57.0

85.029.0 111.0

139.0 224.0196.0167.0

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

5000

m/z-->

Abundance #139663: 3-Chloropropionic acid, heptadecyl ester
57.0 83.0

111.0

29.0

139.0 210.0167.0 238.0 263.0

14.00 14.20 14.40 14.60

m/z  57.10  100.00%

14.00 14.20 14.40 14.60

m/z  43.10   72.48%

14.00 14.20 14.40 14.60

m/z  71.05   66.44%

14.00 14.20 14.40 14.60

m/z  83.05   54.57%

14.00 14.20 14.40 14.60

m/z  55.10   50.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092214.D                                          
  Acq On    : 12 Jan 2017  18:17
  Operator  : UM/SJ
  Sample    : I1029-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1,1,4a-Trimethyl-5,6-dimeth...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.45    3.44 ng         146524   Perylene-d12               15.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24         1000193-60-8 58
 2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24         1000140-07-7 55
 3 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24         004630-07-3 52
 4 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24         000560-32-7 47
 5 (-)-Tricyclo[6.2.1.0(4,11)]undec... 204 C15H24         1000154-06-7 46

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 1274 (16.448 min): BF092214.D (-1271) (-)
204.2

135.1

107.0
269.269.1 301.3161.1

41.1
227.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #58728: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204.0

91.0 133.041.0

161.0

67.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0

95.0 161.0
123.041.0 67.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #58892: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
204.0161.0

41.0

79.0 107.0 135.0

16.20 16.40 16.60 16.80

m/z 204.20  100.00%

16.20 16.40 16.60 16.80

m/z 135.05   69.28%

16.20 16.40 16.60 16.80

m/z 133.00   56.21%

16.20 16.40 16.60 16.80

m/z 121.10   52.03%

16.20 16.40 16.60 16.80

m/z 107.00   46.53%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092214.D                                          
  Acq On    : 12 Jan 2017  18:17
  Operator  : UM/SJ
  Sample    : I1029-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  9-Phenyl-5H-benzocycloheptene   Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.55    2.29 ng          97566   Perylene-d12               15.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Phenyl-5H-benzocycloheptene       218 C17H14         138089-71-1 52
 2 7b-Phenyl-2a,7b-dihydro-3H-cyclo... 218 C17H14         138089-70-0 50
 3 5-(1-Naphthyl)tricyclo[4.1.0.0(2... 218 C17H14         107729-05-5 50
 4 4,4,9,9-Tetramethyl-4,9-disilatr... 218 C12H18Si2      1000280-67-7 47
 5 Anthracene, 9-(2-propenyl)-         218 C17H14         023707-65-5 47

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1283 (16.551 min): BF092214.D (-1280) (-)
218.2

189.159.0
95.0 121.0 161.0

355.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #68278: 9-Phenyl-5H-benzocycloheptene
218.0

108.0
189.0141.0

63.027.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #68286: 7b-Phenyl-2a,7b-dihydro-3H-cyclobuta[a]indene
218.0

108.0 189.0141.0
63.027.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #68287: 5-(1-Naphthyl)tricyclo[4.1.0.0(2,7)]hept-3-ene
218.0

108.0

189.0
152.039.0 65.0

16.20 16.40 16.60 16.80

m/z 218.20  100.00%

16.20 16.40 16.60 16.80

m/z 203.10   64.26%

16.20 16.40 16.60 16.80

m/z 189.10   35.81%

16.20 16.40 16.60 16.80

m/z  59.00   31.01%

16.20 16.40 16.60 16.80

m/z 219.20   24.85%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092214.D                                          
  Acq On    : 12 Jan 2017  18:17
  Operator  : UM/SJ
  Sample    : I1029-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Thiophene, 2-ethynyl-5-[(tr...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.59    5.32 ng         226329   Perylene-d12               15.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Thiophene, 2-ethynyl-5-[(trimeth... 204 C11H12SSi      182323-29-1 50
 2 Naphthalene, 1,2,3,4,4a,5,6,8a-o... 204 C15H24         000473-13-2 49
 3 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24         1000193-57-0 43
 4 3H-1,2-Dithiole-3-thione, 5-tert... 204 C8H12S3        013120-76-8 43
 5 1,3a-Ethano-3aH-indene, 1,2,3,6,... 204 C15H24         004545-68-0 43

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1286 (16.586 min): BF092214.D (-1284) (-)
189.2

95.0

135.1
231.241.0

283.1 425.4

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #58302: Thiophene, 2-ethynyl-5-[(trimethylsilyl)ethynyl]-
189.0

95.043.0 135.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #58907: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime...
189.0

93.0
41.0

133.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #58780: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...
189.0

107.0

41.0 147.0

73.0

16.20 16.40 16.60 16.80 17.00

m/z 189.15  100.00%

16.20 16.40 16.60 16.80 17.00

m/z 177.10   72.51%

16.20 16.40 16.60 16.80 17.00

m/z 204.15   62.42%

16.20 16.40 16.60 16.80 17.00

m/z  95.05   53.77%

16.20 16.40 16.60 16.80 17.00

m/z 109.10   38.04%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092214.D                                          
  Acq On    : 12 Jan 2017  18:17
  Operator  : UM/SJ
  Sample    : I1029-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  4,6,6-Trimethyl-2-(3-methyl...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.81    2.66 ng         113200   Perylene-d12               15.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4,6,6-Trimethyl-2-(3-methylbuta-... 218 C15H22O        1000190-22-2 64
 2 7-Oxabicyclo[4.1.0]heptane, 2,2,... 218 C15H22O        070038-20-9 49
 3 Acetic acid, 3-hydroxy-7-isoprop... 278 C17H26O3       1000187-37-6 38
 4 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H22O        086917-79-5 38
 5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H22O        006754-66-1 25

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 1306 (16.814 min): BF092214.D (-1302) (-)
218.243.0

107.1

189.1145.181.1

303.3255.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #68224: 4,6,6-Trimethyl-2-(3-methylbuta-1,3-dienyl)-3-oxat...
107.041.0

77.0 133.0 218.0
161.0

189.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #68231: 7-Oxabicyclo[4.1.0]heptane, 2,2,6-trimethyl-1-(3-m...
43.0

119.0

91.0

218.067.0 175.0147.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #105184: Acetic acid, 3-hydroxy-7-isopropenyl-1,4a-dimethy...
218.043.0 95.0

147.0

123.0
67.0 175.0

260.0

16.40 16.60 16.80 17.00 17.20

m/z 218.20  100.00%

16.40 16.60 16.80 17.00 17.20

m/z  43.05   87.97%

16.40 16.60 16.80 17.00 17.20

m/z 107.05   75.58%

16.40 16.60 16.80 17.00 17.20

m/z  95.00   75.23%

16.40 16.60 16.80 17.00 17.20

m/z  55.05   55.32%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092214.D                                          
  Acq On    : 12 Jan 2017  18:17
  Operator  : UM/SJ
  Sample    : I1029-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.72    38.9 ng    2150360  1   6.60 1106790  20.0
unknown6.37            6.37    77.3 ng    4278330  1   6.60 1106790  20.0
n-Hexadecanoic acid   11.66     4.4 ng     303911  4  11.11 1390400  20.0
Heptafluorobutano...  13.60     5.6 ng     283443  5  13.73 1008560  20.0
Ethanol, 2-(hexad...  14.23     2.3 ng     116163  5  13.73 1008560  20.0
1,1,4a-Trimethyl-...  16.45     3.4 ng     146524  6  15.09  850713  20.0
9-Phenyl-5H-benzo...  16.55     2.3 ng      97566  6  15.09  850713  20.0
Thiophene, 2-ethy...  16.59     5.3 ng     226329  6  15.09  850713  20.0
4,6,6-Trimethyl-2...  16.81     2.7 ng     113200  6  15.09  850713  20.0

8270-BF122116.M Fri Jan 13 14:01:59 2017                                              Page: 13

Instrument :
BNA_F
ClientSampleId :
COMP-008


