
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
  Data File : BF078567.D                                          
  Acq On    : 16 Apr 2015  15:59
  Operator  : TP/IZ
  Sample    : G1890-02
  Misc      :  
  ALS Vial  : 7   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-BF040115.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   1.450    21   23   29 rBV    39017     62132   7.88%   0.786%
  2   1.530    29   30   56 rVB   327250    744467  94.41%   9.423%
  3   4.284   269  271  277 rBV    37307     64867   8.23%   0.821%
  4   4.913   323  326  338 rVB   372211    468579  59.42%   5.931%
  5   6.296   445  447  453 rBV   505622    503860  63.89%   6.377%
 
  6   6.399   453  456  459 rVB   550717    527482  66.89%   6.676%
  7   6.684   479  481  484 rBV   164045    165488  20.99%   2.095%
  8   6.867   495  497  500 rBV   328481    382934  48.56%   4.847%
  9   7.393   540  543  546 rBV   352678    311447  39.49%   3.942%
 10   7.816   578  580  584 rVB     7381     10651   1.35%   0.135%
 
 11   8.273   617  620  622 rBV   210891    248738  31.54%   3.148%
 12   8.410   629  632  634 rBV     9467     12520   1.59%   0.158%
 13   8.536   641  643  645 rBV     8326     10521   1.33%   0.133%
 14   8.628   645  651  653 rVB4    4966     13234   1.68%   0.168%
 15   8.856   670  671  673 rVB    11063     10443   1.32%   0.132%
 
 16   9.622   735  738  740 rVB   574415    641757  81.38%   8.123%
 17   9.771   749  751  754 rVB2    6225      9111   1.16%   0.115%
 18  10.068   774  777  778 rVB    11817     14869   1.89%   0.188%
 19  10.136   781  783  784 rVV    49798     50493   6.40%   0.639%
 20  10.159   784  785  787 rVV     9980     10314   1.31%   0.131%
 
 21  10.251   790  793  795 rBV    11223     14295   1.81%   0.181%
 22  10.308   795  798  801 rVB3    8629     16073   2.04%   0.203%
 23  10.376   801  804  805 rBV3    4741      8594   1.09%   0.109%
 24  10.422   805  808  811 rVB   324229    304371  38.60%   3.852%
 25  10.731   830  835  838 rBV2    3979     10048   1.27%   0.127%
 
 26  10.822   838  843  847 rVB5    3388      9397   1.19%   0.119%
 27  11.039   860  862  865 rBV     9242     10387   1.32%   0.131%
 28  11.325   881  887  891 rBV3    5616     10336   1.31%   0.131%
 29  11.394   891  893  896 rBV   394932    406459  51.54%   5.145%
 30  11.622   911  913  917 rVB2    8739     16116   2.04%   0.204%
 
 31  12.182   960  962  964 rBV    10896     14062   1.78%   0.178%
 32  12.239   964  967  969 rVV   322999    308629  39.14%   3.906%
 33  12.617   998 1000 1004 rBV2   19452     33364   4.23%   0.422%
 34  12.708  1007 1008 1010 rVB    10629     10537   1.34%   0.133%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
  Data File : BF078567.D                                          
  Acq On    : 16 Apr 2015  15:59
  Operator  : TP/IZ
  Sample    : G1890-02
  Misc      :  
  ALS Vial  : 7   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-BF040115.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  12.994  1031 1033 1035 rBV2    7377     12160   1.54%   0.154%
 
 36  13.725  1095 1097 1099 rVB    41573     38875   4.93%   0.492%
 37  13.771  1099 1101 1103 rBV     9892      9529   1.21%   0.121%
 38  13.999  1119 1121 1123 rVB    52082     50067   6.35%   0.634%
 39  14.228  1139 1141 1144 rBV   710112    788578 100.00%   9.981%
 40  14.422  1152 1158 1162 rBV    16112     38583   4.89%   0.488%
 
 41  14.502  1162 1165 1167 rBV     7922     14951   1.90%   0.189%
 42  14.548  1167 1169 1173 rBV3    7348     19738   2.50%   0.250%
 43  14.765  1186 1188 1190 rVB3    7249      9394   1.19%   0.119%
 44  14.891  1197 1199 1202 rBV3    5159     11632   1.48%   0.147%
 45  15.028  1209 1211 1215 rBV3    4648      8873   1.13%   0.112%
 
 46  15.177  1222 1224 1227 rBV     8015     11264   1.43%   0.143%
 47  15.314  1234 1236 1240 rBV5    7131     13446   1.71%   0.170%
 48  15.428  1244 1246 1249 rBV   106397    156413  19.83%   1.980%
 49  15.497  1249 1252 1253 rVV   309466    460922  58.45%   5.834%
 50  15.520  1253 1254 1257 rVB    37649     41119   5.21%   0.520%
 
 51  16.240  1315 1317 1319 rVB3   14435     19488   2.47%   0.247%
 52  16.765  1360 1363 1368 rBV    59351    138720  17.59%   1.756%
 53  16.880  1371 1373 1376 rVV    16596     25407   3.22%   0.322%
 54  17.074  1388 1390 1392 rBV    32284     44212   5.61%   0.560%
 55  17.143  1393 1396 1398 rBV    42334     57351   7.27%   0.726%
 
 56  17.200  1398 1401 1404 rBV   300207    412184  52.27%   5.217%
 57  17.840  1454 1457 1460 rBV3   41940     81243  10.30%   1.028%
 
 
                        Sum of corrected areas:     7900724
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
  Data File : BF078567.D                                          
  Acq On    : 16 Apr 2015  15:59
  Operator  : TP/IZ
  Sample    : G1890-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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\BF041615\
  Data File : BF078567.D                                          
  Acq On    : 16 Apr 2015  15:59
  Operator  : TP/IZ
  Sample    : G1890-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.28    7.84 ng          64867   1,4-Dichlorobenzene-d4      6.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 Butyl aldoxime, 3-methyl-, syn-     101 C5H11NO        005780-40-5 9 
 5 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 271 (4.284 min): BF078567.D (-269) (-)
43

59

101

8351

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

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

59
10127 8337 53 67 9177

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

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

57

10129
15 51 7337 83 95

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #3092: 5-Hexen-2-one
43

552715 83 9837 7149 65 77

4.00 4.20 4.40 4.60

m/z  43.10  100.00%

4.00 4.20 4.40 4.60

m/z  59.10   58.35%

4.00 4.20 4.40 4.60

m/z 101.10   20.85%

4.00 4.20 4.40 4.60

m/z  58.10   17.02%

4.00 4.20 4.40 4.60

m/z  41.10   10.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
  Data File : BF078567.D                                          
  Acq On    : 16 Apr 2015  15:59
  Operator  : TP/IZ
  Sample    : G1890-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown6.40                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.40   63.75 ng         527482   1,4-Dichlorobenzene-d4      6.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 3 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 

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

5000

m/z-->

Abundance Scan 456 (6.399 min): BF078567.D (-453) (-)
132

68

96
40 7554 1046248 87

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 #13680: 4-Chloro-2-fluoro-pyrimidine
132

97

70

5231 6044 78 11686 105

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   37.82%

6.00 6.20 6.40 6.60 6.80

m/z 134.00   32.33%

6.00 6.20 6.40 6.60 6.80

m/z  66.10   23.12%

6.00 6.20 6.40 6.60 6.80

m/z  69.10   14.91%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
  Data File : BF078567.D                                          
  Acq On    : 16 Apr 2015  15:59
  Operator  : TP/IZ
  Sample    : G1890-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.62    2.16 ng          33364   Phenanthrene-d10           12.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Octadecene, (E)-                  252 C18H36         007206-21-5 90
 2 Trifluoroacetic acid, n-heptadec... 324 C17H31F3O2     1000216-79-2 80
 3 Pentafluoropropionic acid, tetra... 360 C17H29F5O2     006222-06-6 72
 4 1-Hexacosanol                       382 C26H54O        000506-52-5 72
 5 Acetic acid, trifluoro-, tetrade... 310 C16H29F3O2     006222-02-2 64

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

5000

m/z-->

Abundance Scan 1000 (12.617 min): BF078567.D (-998) (-)
55 83

69
9741

111

125

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

5000

m/z-->

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

43 69
83

97

29 111
125 252139 154 168181 224195

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

5000

m/z-->

Abundance #129716: Trifluoroacetic acid, n-heptadecyl ester
43

57

83
9771

111
125 210140 182152

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

5000

m/z-->

Abundance #144747: Pentafluoropropionic acid, tetradecyl ester
43

57

837129
97

111 125 196140 168154

12.40 12.60 12.80 13.00

m/z  55.10  100.00%

12.40 12.60 12.80 13.00

m/z  83.10   93.31%

12.40 12.60 12.80 13.00

m/z  43.10   89.44%

12.40 12.60 12.80 13.00

m/z  69.10   76.92%

12.40 12.60 12.80 13.00

m/z  57.10   74.51%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
  Data File : BF078567.D                                          
  Acq On    : 16 Apr 2015  15:59
  Operator  : TP/IZ
  Sample    : G1890-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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-Octadecanol                   Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.43    6.79 ng         156413   Chrysene-d12               15.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Octadecanol                       270 C18H38O        000112-92-5 95
 2 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 94
 3 11-Tricosene                        322 C23H46         052078-56-5 91
 4 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 5 1-Nonadecene                        266 C19H38         018435-45-5 91

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

5000

m/z-->

Abundance Scan 1246 (15.428 min): BF078567.D (-1244) (-)
57 83

41
111

139 245227193171

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

5000

m/z-->

Abundance #100813: 1-Octadecanol
43 83

111

6727 126 153 224168 252196

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

5000

m/z-->

Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57

83

41 111

238126 169154 210 28319525 265

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

5000

m/z-->

Abundance #129062: 11-Tricosene
43

83

111
126 322154 183 294210 238 266

15.20 15.40 15.60 15.80

m/z  57.10  100.00%

15.20 15.40 15.60 15.80

m/z  83.10   96.60%

15.20 15.40 15.60 15.80

m/z  55.10   91.51%

15.20 15.40 15.60 15.80

m/z  97.10   87.24%

15.20 15.40 15.60 15.80

m/z  43.10   84.90%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
  Data File : BF078567.D                                          
  Acq On    : 16 Apr 2015  15:59
  Operator  : TP/IZ
  Sample    : G1890-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown17.84                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.84    3.94 ng          81243   Perylene-d12               17.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 .beta.-iso-Methyl ionone            206 C14H22O        1000285-40-2 47
 2 Anthracene, 9-butyltetradecahydro-  248 C18H32         055133-89-6 38
 3 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H22O        1000195-40-9 22
 4 1H-Inden-1-one, 2,3-dihydro-5,6-... 206 C12H14O3       004082-25-1 14
 5 4-Methylimidazole-5-butyric acid... 250 C10H13F3N2O2   1000129-15-9 14

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

5000

m/z-->

Abundance Scan 1457 (17.840 min): BF078567.D (-1454) (-)
191

69 95
17712341

231
150 264206 248 301

287

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

5000

m/z-->

Abundance #60190: .beta.-iso-Methyl ionone
191

28

43 135 1639569 109 206177

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

5000

m/z-->

Abundance #87373: Anthracene, 9-butyltetradecahydro-
19195

41
67 109

248
177135 152

206220

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

5000

m/z-->

Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191

14943 123 176 2069177 10729 58

17.60 17.80 18.00 18.20

m/z 191.15  100.00%

17.60 17.80 18.00 18.20

m/z  69.10   62.47%

17.60 17.80 18.00 18.20

m/z  95.10   56.61%

17.60 17.80 18.00 18.20

m/z  81.10   49.77%

17.60 17.80 18.00 18.20

m/z  83.10   47.13%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
  Data File : BF078567.D                                          
  Acq On    : 16 Apr 2015  15:59
  Operator  : TP/IZ
  Sample    : G1890-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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...   4.28     7.8 ng      64867  1   6.68  165488  20.0
unknown6.40            6.40    63.8 ng     527482  1   6.68  165488  20.0
5-Octadecene, (E)-    12.62     2.2 ng      33364  4  12.24  308629  20.0
1-Octadecanol         15.43     6.8 ng     156413  5  15.50  460922  20.0
unknown17.84          17.84     3.9 ng      81243  6  17.20  412184  20.0
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