
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092217.D                                          
  Acq On    : 12 Jan 2017  19:42
  Operator  : UM/SJ
  Sample    : I1030-01
  Misc      :  
  ALS Vial  : 14   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   116753    187074   3.67%   0.428%
  2   4.721   245  248  261 rVB  1570334   2806836  55.11%   6.428%
  3   5.190   287  289  292 rBV  2689025   3888131  76.33%   8.904%
  4   6.264   380  383  390 rBV  4573542   5093551 100.00%  11.665%
  5   6.367   390  392  395 rVB  4667375   4549418  89.32%  10.419%
 
  6   6.596   409  412  414 rBV   833706    816077  16.02%   1.869%
  7   6.756   423  426  428 rBV  2173451   3016801  59.23%   6.909%
  8   7.167   459  462  464 rBV  3163970   3171505  62.27%   7.263%
  9   7.876   522  524  527 rBV  1168871   1415098  27.78%   3.241%
 10   8.962   616  619  621 rBV  4689724   4521299  88.77%  10.354%
 
 11   9.362   652  654  656 rBV   374344    336682   6.61%   0.771%
 12   9.625   675  677  680 rBV  1384040   1361799  26.74%   3.119%
 13  10.082   715  717  718 rVB    63587     75363   1.48%   0.173%
 14  10.413   744  746  749 rBV2 2045696   2809655  55.16%   6.434%
 15  10.551   755  758  762 rBV   148377    192602   3.78%   0.441%
 
 16  10.996   795  797  798 rBV2  103906    101446   1.99%   0.232%
 17  11.099   804  806  809 rBV  1111868   1408938  27.66%   3.227%
 18  11.659   853  855  859 rBV2  422775    395836   7.77%   0.907%
 19  12.311   910  912  914 rBV    90099     80840   1.59%   0.185%
 20  12.437   921  923  928 rBV    68643     91394   1.79%   0.209%
 
 21  12.539   928  932  934 rVV    80471    111991   2.20%   0.256%
 22  12.688   943  945  948 rVB  3124985   4043632  79.39%   9.260%
 23  13.602  1022 1025 1034 rBV   254002    388217   7.62%   0.889%
 24  13.728  1034 1036 1039 rBV   882209    974297  19.13%   2.231%
 25  14.231  1076 1080 1087 rBV4   39599    113286   2.22%   0.259%
 
 26  14.722  1121 1123 1128 rBV2   29812     82821   1.63%   0.190%
 27  14.814  1128 1131 1132 rBV    44710     61779   1.21%   0.141%
 28  15.088  1153 1155 1158 rBV   803621    964202  18.93%   2.208%
 29  15.500  1188 1191 1193 rBV    47644     62419   1.23%   0.143%
 30  15.557  1193 1196 1199 rBV2   32000     81101   1.59%   0.186%
 
 31  16.334  1261 1264 1268 rBV    28532     64876   1.27%   0.149%
 32  16.551  1280 1283 1284 rBV3   44585     96907   1.90%   0.222%
 33  16.585  1284 1286 1292 rVB    88450    191384   3.76%   0.438%
 34  16.814  1302 1306 1312 rBV6   45896    108721   2.13%   0.249%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092217.D                                          
  Acq On    : 12 Jan 2017  19:42
  Operator  : UM/SJ
  Sample    : I1030-01
  Misc      :  
  ALS Vial  : 14   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
 
 
 
                        Sum of corrected areas:    43665978
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092217.D                                          
  Acq On    : 12 Jan 2017  19:42
  Operator  : UM/SJ
  Sample    : I1030-01
  Misc      :  
  ALS Vial  : 14   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 : BF092217.D                                          
  Acq On    : 12 Jan 2017  19:42
  Operator  : UM/SJ
  Sample    : I1030-01
  Misc      :  
  ALS Vial  : 14   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-Pentene, 3,4-dimethyl-, (Z)-  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.99    4.58 ng         187074   1,4-Dichlorobenzene-d4      6.60

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentene, 3,4-dimethyl-, (Z)-       98 C7H14          004914-91-4 90
 2 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 87
 3 2-Pentene, 4,4-dimethyl-, (Z)-       98 C7H14          000762-63-0 86
 4 2-Pentene, 4,4-dimethyl-             98 C7H14          026232-98-4 86
 5 3-Hexen-2-one                        98 C6H10O         000763-93-9 72

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 184 (3.990 min): BF092217.D (-181) (-)
55.0 83.0

43.0 69.1

98.1

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3339: 2-Pentene, 3,4-dimethyl-, (Z)-
55.0

83.0

41.0

98.027.0
69.015.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3179: 3-Penten-2-one, 4-methyl-
55.0 83.0

43.0

29.0 98.0

67.0 75.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3340: 2-Pentene, 4,4-dimethyl-, (Z)-
83.055.0

41.0

98.0
27.0 69.0

3.60 3.80 4.00 4.20 4.40

m/z  55.00  100.00%

3.60 3.80 4.00 4.20 4.40

m/z  83.00   88.94%

3.60 3.80 4.00 4.20 4.40

m/z  43.00   60.44%

3.60 3.80 4.00 4.20 4.40

m/z  69.10   60.17%

3.60 3.80 4.00 4.20 4.40

m/z  41.05   59.26%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092217.D                                          
  Acq On    : 12 Jan 2017  19:42
  Operator  : UM/SJ
  Sample    : I1030-01
  Misc      :  
  ALS Vial  : 14   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  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.72   68.79 ng        2806840   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 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 28
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

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

5000

m/z-->

Abundance Scan 248 (4.721 min): BF092217.D (-245) (-)
43.0

59.1

101.0

83.071.0

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

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

73.0 86.0

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

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

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   59.41%

4.40 4.60 4.80 5.00

m/z 101.00   20.03%

4.40 4.60 4.80 5.00

m/z  58.00   14.76%

4.40 4.60 4.80 5.00

m/z  41.05    9.14%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092217.D                                          
  Acq On    : 12 Jan 2017  19:42
  Operator  : UM/SJ
  Sample    : I1030-01
  Misc      :  
  ALS Vial  : 14   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  3  unknown6.37                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.37  111.50 ng        4549420   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 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 392 (6.367 min): BF092217.D (-390) (-)
132.0

68.1

96.0
40.0 54.0 115.081.0

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

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

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #13916: Benzene, 1,3,5-trifluoro-
132.0

81.063.0
112.031.0 50.0 99.0

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   46.98%

6.00 6.20 6.40 6.60 6.80

m/z 134.00   33.34%

6.00 6.20 6.40 6.60 6.80

m/z  66.05   29.16%

6.00 6.20 6.40 6.60 6.80

m/z  69.10   18.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092217.D                                          
  Acq On    : 12 Jan 2017  19:42
  Operator  : UM/SJ
  Sample    : I1030-01
  Misc      :  
  ALS Vial  : 14   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  Eicosane                        Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.55    2.73 ng         192602   Phenanthrene-d10           11.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 91
 2 Tetradecane                         198 C14H30         000629-59-4 91
 3 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 87
 4 Pentadecane                         212 C15H32         000629-62-9 86
 5 Dodecane, 1-iodo-                   296 C12H25I        004292-19-7 80

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

5000

m/z-->

Abundance Scan 758 (10.551 min): BF092217.D (-755) (-)
57.1

85.0

113.1 140.1 169.1

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

5000

m/z-->

Abundance #107652: Eicosane
57.0

85.0
29.0

113.0 141.0 169.0 282.0

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

5000

m/z-->

Abundance #55008: Tetradecane
57.0

85.0

29.0

113.0 198.0141.0 169.0

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

5000

m/z-->

Abundance #122578: Tridecane, 1-iodo-
57.0

85.0

28.0
183.0113.0 155.0 310.0

10.20 10.40 10.60 10.80

m/z  57.10  100.00%

10.20 10.40 10.60 10.80

m/z  71.10   68.64%

10.20 10.40 10.60 10.80

m/z  43.10   67.49%

10.20 10.40 10.60 10.80

m/z  85.05   47.04%

10.20 10.40 10.60 10.80

m/z  41.05   28.33%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092217.D                                          
  Acq On    : 12 Jan 2017  19:42
  Operator  : UM/SJ
  Sample    : I1030-01
  Misc      :  
  ALS Vial  : 14   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  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.66    5.62 ng         395836   Phenanthrene-d10           11.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 87
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 62
 5 N-Acetylisoxazolidine               115 C5H9NO2        115615-36-6 25

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

5000

m/z-->

Abundance Scan 855 (11.659 min): BF092217.D (-853) (-)
73.043.1

129.1

97.0 213.2157.1 185.2 256.3

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

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.097.0
157.0 185.0

236.0

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

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
166.0

11.40 11.60 11.80 12.00

m/z  73.00  100.00%

11.40 11.60 11.80 12.00

m/z  43.10   86.90%

11.40 11.60 11.80 12.00

m/z  60.00   81.05%

11.40 11.60 11.80 12.00

m/z  57.05   73.58%

11.40 11.60 11.80 12.00

m/z  55.05   60.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092217.D                                          
  Acq On    : 12 Jan 2017  19:42
  Operator  : UM/SJ
  Sample    : I1030-01
  Misc      :  
  ALS Vial  : 14   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  1-Nonadecene                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.60    7.97 ng         388217   Chrysene-d12               13.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Nonadecene                        266 C19H38         018435-45-5 91
 2 Cyclohexadecane                     224 C16H32         000295-65-8 87
 3 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 87
 4 17-Pentatriacontene                 491 C35H70         006971-40-0 80
 5 Bromoacetic acid, pentadecyl ester  348 C17H33BrO2     131143-01-6 74

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

5000

m/z-->

Abundance Scan 1025 (13.602 min): BF092217.D (-1022) (-)
57.0 83.0

111.1

139.1 168.2 230.1208.1 281.0

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

5000

m/z-->

Abundance #98171: 1-Nonadecene
97.043.0

69.0

125.0

154.0 266.0238.0182.0 210.015.0

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

5000

m/z-->

Abundance #72491: Cyclohexadecane
55.0 83.0

29.0 111.0

224.0139.0 196.0167.0

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  57.05  100.00%

13.20 13.40 13.60 13.80 14.00

m/z  83.05   89.40%

13.20 13.40 13.60 13.80 14.00

m/z  55.05   84.83%

13.20 13.40 13.60 13.80 14.00

m/z  43.05   84.69%

13.20 13.40 13.60 13.80 14.00

m/z  97.10   80.28%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092217.D                                          
  Acq On    : 12 Jan 2017  19:42
  Operator  : UM/SJ
  Sample    : I1030-01
  Misc      :  
  ALS Vial  : 14   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  Pentafluoropropionic acid, ...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.23    2.33 ng         113286   Chrysene-d12               13.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 50
 2 Oxirane, [(dodecyloxy)methyl]-      242 C15H30O2       002461-18-9 50
 3 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 49
 4 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 47
 5 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 46

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

5000

m/z-->

Abundance Scan 1080 (14.231 min): BF092217.D (-1076) (-)
57.0

83.1

111.1
207.0135.0 240.1

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

5000

m/z-->

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0

83.0

111.0

29.0 139.0 238.0210.0168.0 283.0

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

5000

m/z-->

Abundance #83705: Oxirane, [(dodecyloxy)methyl]-
57.0

83.0

29.0 111.0
140.0 197.0166.0

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

5000

m/z-->

Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0

83.0

111.029.0
196.0168.0139.0 227.0 258.0

14.00 14.20 14.40 14.60

m/z  57.05  100.00%

14.00 14.20 14.40 14.60

m/z  43.10   74.46%

14.00 14.20 14.40 14.60

m/z  71.10   63.20%

14.00 14.20 14.40 14.60

m/z  55.05   56.95%

14.00 14.20 14.40 14.60

m/z  83.10   44.27%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092217.D                                          
  Acq On    : 12 Jan 2017  19:42
  Operator  : UM/SJ
  Sample    : I1030-01
  Misc      :  
  ALS Vial  : 14   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  9-Phenyl-5H-benzocycloheptene   Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.55    2.01 ng          96907   Perylene-d12               15.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Phenyl-5H-benzocycloheptene       218 C17H14         138089-71-1 64
 2 5-(1-Naphthyl)tricyclo[4.1.0.0(2... 218 C17H14         107729-05-5 64
 3 Anthracene, 9-(2-propenyl)-         218 C17H14         023707-65-5 62
 4 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H22O        006831-17-0 60
 5 6,7,8,9-Tetrahydrodibenzo[b,d]fu... 260 C15H16O4       1000196-34-3 53

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

5000

m/z-->

Abundance Scan 1283 (16.551 min): BF092217.D (-1280) (-)
218.2

59.0 190.2121.195.0
147.1

278.1

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

5000

m/z-->

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

108.0
189.0141.0

63.0 165.039.0 87.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280
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 63.0 87.0 129.0

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

5000

m/z-->

Abundance #68277: Anthracene, 9-(2-propenyl)-
218.0

189.0
101.0 165.027.0 63.0 139.0

16.20 16.40 16.60 16.80

m/z 218.20  100.00%

16.20 16.40 16.60 16.80

m/z 203.15   69.08%

16.20 16.40 16.60 16.80

m/z  59.00   25.44%

16.20 16.40 16.60 16.80

m/z 190.20   23.74%

16.20 16.40 16.60 16.80

m/z 189.10   23.05%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092217.D                                          
  Acq On    : 12 Jan 2017  19:42
  Operator  : UM/SJ
  Sample    : I1030-01
  Misc      :  
  ALS Vial  : 14   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 11  Germanicol                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.59    3.97 ng         191384   Perylene-d12               15.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Germanicol                          426 C30H50O        000465-02-1 68
 2 Naphthalene, 1,2,3,4,4a,5,6,8a-o... 204 C15H24         000473-13-2 35
 3 3,5-Diisopropylsalicylic acid       222 C13H18O3       002215-21-6 27
 4 3,4-Dihydrocoumarin, 4,4-dimethy... 204 C13H16O2       029423-74-3 22
 5 2,3-Dimethoxy-5-aminocinnamonitrile 204 C11H12N2O2     1000214-46-5 22

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1286 (16.585 min): BF092217.D (-1284) (-)
189.2

95.0
231.2135.1

55.0 425.3281.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #161258: Germanicol
204.0

131.0

95.0

55.0 393.0257.0 339.0297.0164.0 425.0

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 #70632: 3,5-Diisopropylsalicylic acid
204.0

161.0

91.0 128.041.0

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 177.15   86.81%

16.20 16.40 16.60 16.80 17.00

m/z 204.20   63.35%

16.20 16.40 16.60 16.80 17.00

m/z  95.05   41.69%

16.20 16.40 16.60 16.80 17.00

m/z 175.10   38.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092217.D                                          
  Acq On    : 12 Jan 2017  19:42
  Operator  : UM/SJ
  Sample    : I1030-01
  Misc      :  
  ALS Vial  : 14   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 12  2H-Cyclopropa[a]naphthalen-...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.81    2.26 ng         108721   Perylene-d12               15.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H22O        006831-17-0 50
 2 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H22O        006754-66-1 49
 3 2-(3,4-Methylenedioxyphenyl)cycl... 218 C13H14O3       042866-86-4 43
 4 8-Amino-2,6-dimethoxylepidine       218 C12H14N2O2     074509-65-2 43
 5 Pyrrolo[2,3-b]indole, 1,2,3,3a,8... 218 C13H18N2O      046479-70-3 38

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

5000

m/z-->

Abundance Scan 1306 (16.814 min): BF092217.D (-1302) (-)
218.2

55.0
107.1 161.181.0 189.1133.1

255.2
283.0

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

5000

m/z-->

Abundance #68242: 2H-Cyclopropa[a]naphthalen-2-one, 1,1a,4,5,6,7,7a,...
218.0

77.0
147.0119.0 175.041.0

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

5000

m/z-->

Abundance #68233: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth...
218.0

176.0
41.0 133.091.0

65.0

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

5000

m/z-->

Abundance #68003: 2-(3,4-Methylenedioxyphenyl)cyclohexanone
218.0

131.0

161.0
103.077.0 190.0

51.0

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  55.00   51.39%

16.40 16.60 16.80 17.00 17.20

m/z 107.05   42.31%

16.40 16.60 16.80 17.00 17.20

m/z 161.10   38.30%

16.40 16.60 16.80 17.00 17.20

m/z  95.10   37.79%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011217\
  Data File : BF092217.D                                          
  Acq On    : 12 Jan 2017  19:42
  Operator  : UM/SJ
  Sample    : I1030-01
  Misc      :  
  ALS Vial  : 14   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-Pentene, 3,4-di...   3.99     4.6 ng     187074  1   6.60  816077  20.0
2-Pentanone, 4-hy...   4.72    68.8 ng    2806840  1   6.60  816077  20.0
unknown6.37            6.37   111.5 ng    4549420  1   6.60  816077  20.0
Eicosane              10.55     2.7 ng     192602  4  11.10 1408940  20.0
n-Hexadecanoic acid   11.66     5.6 ng     395836  4  11.10 1408940  20.0
1-Nonadecene          13.60     8.0 ng     388217  5  13.73  974297  20.0
Pentafluoropropio...  14.23     2.3 ng     113286  5  13.73  974297  20.0
9-Phenyl-5H-benzo...  16.55     2.0 ng      96907  6  15.09  964202  20.0
Germanicol            16.59     4.0 ng     191384  6  15.09  964202  20.0
2H-Cyclopropa[a]n...  16.81     2.3 ng     108721  6  15.09  964202  20.0
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