
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050715\
  Data File : BF079000.D                                          
  Acq On    :  7 May 2015  17:15
  Operator  : TP/IZ
  Sample    : G2035-15
  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-BF043015.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   1.484    23   26   28 rBV  5220949   6375603 100.00%  16.531%
  2   1.621    35   38   49 rVB2  155167    402562   6.31%   1.044%
  3   1.758    49   50   52 rVV   644311    795377  12.48%   2.062%
  4   1.793    52   53   60 rVV   219184    468136   7.34%   1.214%
  5   1.884    60   61   99 rVB  2608993   5684148  89.15%  14.739%
 
  6   5.142   344  346  353 rVB   281760    337673   5.30%   0.876%
  7   5.645   387  390  392 rBV  1681169   1796496  28.18%   4.658%
  8   6.902   497  500  502 rBV  2095183   1894048  29.71%   4.911%
  9   7.050   511  513  516 rBV  1806054   1883120  29.54%   4.883%
 10   7.336   536  538  541 rBV   509739    679758  10.66%   1.763%
 
 11   7.530   552  555  557 rVB  1426104   1365764  21.42%   3.541%
 12   8.033   596  599  601 rBV  1403974   1234387  19.36%   3.201%
 13   8.913   674  676  679 rBV   803387   1038506  16.29%   2.693%
 14  10.262   792  794  797 rBV  2335343   2052110  32.19%   5.321%
 15  10.765   836  838  841 rBV   104772     97419   1.53%   0.253%
 
 16  11.096   864  867  870 rVB  1409321   1320583  20.71%   3.424%
 17  11.451   895  898  899 rBV    70697    128896   2.02%   0.334%
 18  12.079   950  953  955 rBV  1805231   1817426  28.51%   4.712%
 19  12.948  1026 1029 1031 rBV  1444511   1473794  23.12%   3.821%
 20  14.560  1167 1170 1173 rVB    73728    149340   2.34%   0.387%
 
 21  14.948  1201 1204 1206 rVB  2279052   2666141  41.82%   6.913%
 22  16.126  1304 1307 1312 rBV   455678    619467   9.72%   1.606%
 23  16.263  1316 1319 1321 rBV  1573501   1735976  27.23%   4.501%
 24  16.983  1380 1382 1386 rVB    95080    149870   2.35%   0.389%
 25  17.280  1405 1408 1411 rBV    44429     75021   1.18%   0.195%
 
 26  17.806  1451 1454 1457 rBV3   76916    164987   2.59%   0.428%
 27  18.080  1475 1478 1481 rBV  1270436   1799397  28.22%   4.666%
 28  18.674  1528 1530 1532 rBV    63277    109696   1.72%   0.284%
 29  18.720  1532 1534 1540 rVB2   95343    165754   2.60%   0.430%
 30  20.240  1665 1667 1670 rBV3   45839     85161   1.34%   0.221%
 
 
 
                        Sum of corrected areas:    38566616
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050715\
  Data File : BF079000.D                                          
  Acq On    :  7 May 2015  17:15
  Operator  : TP/IZ
  Sample    : G2035-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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\BF050715\
  Data File : BF079000.D                                          
  Acq On    :  7 May 2015  17:15
  Operator  : TP/IZ
  Sample    : G2035-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown1.48                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.48  187.58 ng        6375600   1,4-Dichlorobenzene-d4      7.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 38
 2 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 
 3 2-Hydroxy-2-methylbutyric acid      118 C5H10O3        003739-30-8 9 
 4 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15ClO       100244-09-5 9 
 5 N-Ethylformamide                     73 C3H7NO         000627-45-2 5 

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

5000

m/z-->

Abundance Scan 26 (1.484 min): BF079000.D (-23) (-)
73

43

89

5537 81

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4670: Propane, 2,2-dimethoxy-
73

43

89
31

573725

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #2103: Propane, 2-methoxy-2-methyl-
73

5741
29

15 50 87

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8446: 2-Hydroxy-2-methylbutyric acid
73

43
55

29

15 8961 1008237 49 67

1.40 1.60 1.80

m/z  73.10  100.00%

1.40 1.60 1.80

m/z  43.10   49.54%

1.40 1.60 1.80

m/z  89.10   31.55%

1.40 1.60 1.80

m/z  41.05    9.91%

1.40 1.60 1.80

m/z  45.10    8.05%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050715\
  Data File : BF079000.D                                          
  Acq On    :  7 May 2015  17:15
  Operator  : TP/IZ
  Sample    : G2035-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Butane, 2-methoxy-2-methyl-     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.79   13.77 ng         468136   1,4-Dichlorobenzene-d4      7.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 Morpholine                           87 C4H9NO         000110-91-8 7 
 3 N-Ethylformamide                     73 C3H7NO         000627-45-2 5 
 4 Azetidine, 1-methyl-                 71 C4H9N          004923-79-9 4 
 5 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 4 

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance Scan 53 (1.793 min): BF079000.D (-52) (-)
73

55 87
41 45

51 6959 83

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

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

43 55 87
29 39 5926 33 6950 80

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance #1837: Morpholine
29 57

87

42

45 52 7338 68 77 846033

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance #720: N-Ethylformamide
30

73

5844

18 4115 26 54

1.40 1.60 1.80 2.00 2.20

m/z  73.10  100.00%

1.40 1.60 1.80 2.00 2.20

m/z  55.05   28.07%

1.40 1.60 1.80 2.00 2.20

m/z  87.05   23.34%

1.40 1.60 1.80 2.00 2.20

m/z  71.10   10.75%

1.40 1.60 1.80 2.00 2.20

m/z  41.05   10.50%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050715\
  Data File : BF079000.D                                          
  Acq On    :  7 May 2015  17:15
  Operator  : TP/IZ
  Sample    : G2035-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.14    9.94 ng         337673   1,4-Dichlorobenzene-d4      7.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 33
 3 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 28
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 346 (5.142 min): BF079000.D (-344) (-)
43

59

101
835337 69

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8337 5325

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59

41
10129

53 73 86

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

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

57

29
101

5037 78

4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   56.78%

4.80 5.00 5.20 5.40

m/z 101.10   18.32%

4.80 5.00 5.20 5.40

m/z  58.10   16.27%

4.80 5.00 5.20 5.40

m/z  41.10    8.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050715\
  Data File : BF079000.D                                          
  Acq On    :  7 May 2015  17:15
  Operator  : TP/IZ
  Sample    : G2035-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown7.05                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.05   55.41 ng        1883120   1,4-Dichlorobenzene-d4      7.35

 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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 513 (7.050 min): BF079000.D (-511) (-)
132

68

96
40 54 78 106

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

5131
79

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775139 11527 8914

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
13257

74
116

98

189158

6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.80 7.00 7.20 7.40

m/z  68.10   45.36%

6.80 7.00 7.20 7.40

m/z 134.00   32.05%

6.80 7.00 7.20 7.40

m/z  66.10   28.79%

6.80 7.00 7.20 7.40

m/z  69.10   17.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050715\
  Data File : BF079000.D                                          
  Acq On    :  7 May 2015  17:15
  Operator  : TP/IZ
  Sample    : G2035-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Cyclic octaatomic sulfur        Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.56    2.03 ng         149340   Phenanthrene-d10           12.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclic octaatomic sulfur            256 S8             010544-50-0 91
 2 Benzoic acid, 2,5-dinitro-          212 C7H4N2O6       000610-28-6 50
 3 2-Benzimidazolyl methane thiosul... 244 C8H8N2O3S2     1000256-39-2 9 
 4 7-Amino-7H-S-triazolo[5,1-c]-S-t... 156 C3H4N6S        013728-28-4 9 
 5 Ethyl Chloride                       64 C2H5Cl         000075-00-3 7 

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

5000

m/z-->

Abundance Scan 1170 (14.560 min): BF079000.D (-1167) (-)
64

128

256160

96
192

41 20781 109

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

5000

m/z-->

Abundance #92477: Cyclic octaatomic sulfur
64

256

160128
192

9632 224

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

5000

m/z-->

Abundance #64698: Benzoic acid, 2,5-dinitro-
30 75

92

168
21212050

62
148

195104 135

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

5000

m/z-->

Abundance #85038: 2-Benzimidazolyl methane thiosulfuric acid
64

48

118 1621319177 192104 244

14.20 14.40 14.60 14.80

m/z  64.00  100.00%

14.20 14.40 14.60 14.80

m/z 127.90   64.24%

14.20 14.40 14.60 14.80

m/z 255.80   46.42%

14.20 14.40 14.60 14.80

m/z 159.90   42.76%

14.20 14.40 14.60 14.80

m/z  95.90   23.96%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050715\
  Data File : BF079000.D                                          
  Acq On    :  7 May 2015  17:15
  Operator  : TP/IZ
  Sample    : G2035-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  5-Eicosene, (E)-                Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.13    7.14 ng         619467   Chrysene-d12               16.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 99
 2 1-Nonadecanol                       284 C19H40O        001454-84-8 93
 3 1-Nonadecene                        266 C19H38         018435-45-5 91
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 5 3-Eicosene, (E)-                    280 C20H40         074685-33-9 90

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

5000

m/z-->

Abundance Scan 1307 (16.126 min): BF079000.D (-1304) (-)
57 8343 97

111

125
139153 168182196 280210

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

5000

m/z-->

Abundance #106398: 5-Eicosene, (E)-
55

69 83
41 97

111
12527 139 280153167182196 252210224

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

5000

m/z-->

Abundance #108955: 1-Nonadecanol
43 8357

97

11129
125

139154 238168182 26619621022414 252

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

5000

m/z-->

Abundance #98171: 1-Nonadecene
978343 57

111

125
29

139154168 26623818219621022415

15.80 16.00 16.20 16.40

m/z  57.05  100.00%

15.80 16.00 16.20 16.40

m/z  83.10   93.44%

15.80 16.00 16.20 16.40

m/z  55.10   90.48%

15.80 16.00 16.20 16.40

m/z  43.10   89.60%

15.80 16.00 16.20 16.40

m/z  97.05   84.03%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050715\
  Data File : BF079000.D                                          
  Acq On    :  7 May 2015  17:15
  Operator  : TP/IZ
  Sample    : G2035-15
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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|
----------------------------------------------------------------------------
unknown1.48            1.48   187.6 ng    6375600  1   7.35  679758  20.0
Butane, 2-methoxy...   1.79    13.8 ng     468136  1   7.35  679758  20.0
2-Pentanone, 4-hy...   5.14     9.9 ng     337673  1   7.35  679758  20.0
unknown7.05            7.05    55.4 ng    1883120  1   7.35  679758  20.0
Cyclic octaatomic...  14.56     2.0 ng     149340  4  12.95 1473790  20.0
5-Eicosene, (E)-      16.13     7.1 ng     619467  5  16.26 1735980  20.0
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