
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077601.D                                          
  Acq On    :  5 Mar 2015   3:04
  Operator  : TP/IZ
  Sample    : G1420-01
  Misc      :  
  ALS Vial  : 20   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: CENTROID
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.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   1.378    41   43   46 rBV  4232774   4730711 100.00%  21.746%
  2   1.516    51   55   58 rVB   108858    191869   4.06%   0.882%
  3   1.687    67   70   72 rBV    59882     91381   1.93%   0.420%
  4   1.824    80   82   95 rVB   147271    229742   4.86%   1.056%
  5   4.990   357  359  367 rVB   183602    225210   4.76%   1.035%
 
  6   5.504   402  404  407 rBV   962366   1374251  29.05%   6.317%
  7   6.785   513  516  518 rBV  1568208   1496671  31.64%   6.880%
  8   6.933   526  529  531 rBV  1521259   1516101  32.05%   6.969%
  9   7.219   552  554  556 rVB   426760    381655   8.07%   1.754%
 10   7.402   568  570  573 rVB   934864   1162864  24.58%   5.345%
 
 11   7.916   612  615  617 rBV   757885    890306  18.82%   4.093%
 12   8.796   690  692  694 rBV   619958    532678  11.26%   2.449%
 13  10.145   807  810  812 rBV  2058064   1827764  38.64%   8.402%
 14  10.648   852  854  857 rVB    60929     50407   1.07%   0.232%
 15  10.968   880  882  885 rBV   655176    603010  12.75%   2.772%
 
 16  11.871   958  961  963 rBV    96169     87338   1.85%   0.401%
 17  11.951   965  968  970 rBV   908197   1118401  23.64%   5.141%
 18  12.808  1040 1043 1046 rBV   712538    652413  13.79%   2.999%
 19  14.808  1215 1218 1220 rBV  1968769   2135020  45.13%   9.814%
 20  15.974  1317 1320 1328 rBV   250195    359886   7.61%   1.654%
 
 21  16.088  1328 1330 1333 rBV   639603    708613  14.98%   3.257%
 22  16.786  1389 1391 1395 rBV    31833     52232   1.10%   0.240%
 23  17.540  1455 1457 1462 rBV    29461     57333   1.21%   0.264%
 24  17.791  1476 1479 1482 rBV   446944    702677  14.85%   3.230%
 25  18.409  1531 1533 1539 rBV    90432    172871   3.65%   0.795%
 
 26  19.826  1653 1657 1664 rBV4   68833    197973   4.18%   0.910%
 27  20.363  1700 1704 1708 rVB5   21474     57542   1.22%   0.265%
 28  20.603  1720 1725 1732 rVB10   15537     73525   1.55%   0.338%
 29  20.797  1739 1742 1750 rVB5   25422     74057   1.57%   0.340%
 
 
                        Sum of corrected areas:    21754501
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077601.D                                          
  Acq On    :  5 Mar 2015   3:04
  Operator  : TP/IZ
  Sample    : G1420-01
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.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\BF030415\
  Data File : BF077601.D                                          
  Acq On    :  5 Mar 2015   3:04
  Operator  : TP/IZ
  Sample    : G1420-01
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Propane, 2,2-dimethoxy-         Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.38  247.91 ng        4730710   1,4-Dichlorobenzene-d4      7.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 72
 2 1-Propanol, 2-methyl-                74 C4H10O         000078-83-1 9 
 3 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCl3O2  1000115-31-4 9 
 4 2-Butanone, 3-methoxy-3-methyl-     116 C6H12O2        036687-98-6 9 
 5 Propanoic acid, 2-methyl-, propy... 130 C7H14O2        000644-49-5 9 

20 30 40 50 60 70 80 90 100 110 120

5000

m/z-->

Abundance Scan 43 (1.378 min): BF077601.D (-41) (-)
73

43

89

5537

20 30 40 50 60 70 80 90 100 110 120

5000

m/z-->

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

43

89
31

573725

20 30 40 50 60 70 80 90 100 110 120

5000

m/z-->

Abundance #837: 1-Propanol, 2-methyl-
43

33

27

7459

20 30 40 50 60 70 80 90 100 110 120

5000

m/z-->

Abundance #141656: 1,3-Dioxolane, 2-(3-bromo-5,5,5-trichloro-2,2-dim...
73

45

36 55 109 11567

1.00 1.20 1.40 1.60 1.80

m/z  73.10  100.00%

1.00 1.20 1.40 1.60 1.80

m/z  43.10   54.59%

1.00 1.20 1.40 1.60 1.80

m/z  89.10   30.51%

1.00 1.20 1.40 1.60 1.80

m/z  41.05   10.96%

1.00 1.20 1.40 1.60 1.80

m/z  45.10    8.50%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077601.D                                          
  Acq On    :  5 Mar 2015   3:04
  Operator  : TP/IZ
  Sample    : G1420-01
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Butane, 2-methoxy-2-methyl-     Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.69    4.79 ng          91381   1,4-Dichlorobenzene-d4      7.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 43
 3 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 42
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 23
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 16

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance Scan 70 (1.687 min): BF077601.D (-67) (-)
73

43
55 87

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

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

5543
87

27
32 676049 101

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

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

8741 55

29

15 67 97

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #7316: 2-Methyl-5-hexen-3-ol
73

55
43

27

15 8132

1.40 1.60 1.80 2.00

m/z  73.10  100.00%

1.40 1.60 1.80 2.00

m/z  43.10   35.85%

1.40 1.60 1.80 2.00

m/z  55.10   27.37%

1.40 1.60 1.80 2.00

m/z  87.10   27.23%

1.40 1.60 1.80 2.00

m/z  41.05   11.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077601.D                                          
  Acq On    :  5 Mar 2015   3:04
  Operator  : TP/IZ
  Sample    : G1420-01
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.99   11.80 ng         225210   1,4-Dichlorobenzene-d4      7.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 Butyl aldoxime, 3-methyl-, syn-     101 C5H11NO        005780-40-5 23
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 10

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

5000

m/z-->

Abundance Scan 359 (4.990 min): BF077601.D (-357) (-)
43

59

101
8351

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

5000

m/z-->

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

59

15 10131 8351

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

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

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

5000

m/z-->

Abundance #4036: Butyl aldoxime, 3-methyl-, syn-
59

41

86
6951 101

4.60 4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   53.49%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   18.06%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   16.46%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    8.92%

8270-BF021915.M Thu Mar 05 12:50:34 2015                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
FK-PS-01-014



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077601.D                                          
  Acq On    :  5 Mar 2015   3:04
  Operator  : TP/IZ
  Sample    : G1420-01
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown6.93                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.93   79.45 ng        1516100   1,4-Dichlorobenzene-d4      7.22

 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 Amphetaminil                        250 C17H18N2       017590-01-1 12
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 529 (6.933 min): BF077601.D (-526) (-)
132

68

96
40 54 85 115

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

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

69
104

5131

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #88584: Amphetaminil
132

10591
77 117655139 159 222146 178 208

6.60 6.80 7.00 7.20

m/z 132.00  100.00%

6.60 6.80 7.00 7.20

m/z  68.10   36.25%

6.60 6.80 7.00 7.20

m/z 134.00   33.26%

6.60 6.80 7.00 7.20

m/z  66.10   22.93%

6.60 6.80 7.00 7.20

m/z  69.10   14.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077601.D                                          
  Acq On    :  5 Mar 2015   3:04
  Operator  : TP/IZ
  Sample    : G1420-01
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Benzophenone                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.87    2.90 ng          87338   Acenaphthene-d10           10.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzophenone                        182 C13H10O        000119-61-9 96
 2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H20O4       016204-36-7 78
 3 1,2-Propanedione, 1-phenyl-         148 C9H8O2         000579-07-7 47
 4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H8O3         015206-55-0 47
 5 Ethanone, 2-hydroxy-1-phenyl-       136 C8H8O2         000582-24-1 47

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 961 (11.871 min): BF077601.D (-958) (-)
105

77
182

51

15239 63

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #44105: Benzophenone
105

77

182
51

15227 39 63 126 16586 11518

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #155579: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
10577

182
51

32 150

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #22241: 1,2-Propanedione, 1-phenyl-
105

77

51

27 39 14862 12286 131

11.60 11.80 12.00 12.20

m/z 105.00  100.00%

11.60 11.80 12.00 12.20

m/z  77.00   66.27%

11.60 11.80 12.00 12.20

m/z 182.10   52.05%

11.60 11.80 12.00 12.20

m/z  51.00   21.98%

11.60 11.80 12.00 12.20

m/z 181.10    8.91%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077601.D                                          
  Acq On    :  5 Mar 2015   3:04
  Operator  : TP/IZ
  Sample    : G1420-01
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  1-Nonadecene                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.97   10.16 ng         359886   Chrysene-d12               16.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Nonadecene                        266 C19H38         018435-45-5 90
 2 1-Heptadecanol                      256 C17H36O        001454-85-9 87
 3 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 81
 4 17-Pentatriacontene                 491 C35H70         006971-40-0 80
 5 1-Docosene                          308 C22H44         001599-67-3 76

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

5000

m/z-->

Abundance Scan 1320 (15.974 min): BF077601.D (-1317) (-)
5743 83 97

70 111

125
139153 168182

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

5000

m/z-->

Abundance #98171: 1-Nonadecene
978343 57

111
70

125
29

139 154168 26623818219621022415

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

5000

m/z-->

Abundance #92320: 1-Heptadecanol
55 836941

97

111

125
27 139 210154168 238182

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

5000

m/z-->

Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57

83
97

70
111

29
125

139153 182 210167

15.60 15.80 16.00 16.20

m/z  57.05  100.00%

15.60 15.80 16.00 16.20

m/z  43.10   95.32%

15.60 15.80 16.00 16.20

m/z  83.10   95.10%

15.60 15.80 16.00 16.20

m/z  55.10   93.75%

15.60 15.80 16.00 16.20

m/z  69.10   81.92%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077601.D                                          
  Acq On    :  5 Mar 2015   3:04
  Operator  : TP/IZ
  Sample    : G1420-01
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.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.
---------------------------------------------------------------------
 18.41    4.92 ng         172871   Perylene-d12               17.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 64
 2 1-Hexadecanesulfonyl chloride       324 C16H33ClO2S    038775-38-1 46
 3 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 38
 4 17-Pentatriacontene                 491 C35H70         006971-40-0 38
 5 Eicosane                            282 C20H42         000112-95-8 35

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

5000

m/z-->

Abundance Scan 1533 (18.409 min): BF077601.D (-1531) (-)
83

57

11141
157

139 207 297179 281

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

5000

m/z-->

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

83

11129

139 280167 196 252223

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

5000

m/z-->

Abundance #129672: 1-Hexadecanesulfonyl chloride
57

83

41 111

139 224196 271167 253 307289 323

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

5000

m/z-->

Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57

83
41

111

19616818 127 227152 258

18.00 18.20 18.40 18.60 18.80

m/z  83.10  100.00%

18.00 18.20 18.40 18.60 18.80

m/z  57.10   69.31%

18.00 18.20 18.40 18.60 18.80

m/z  97.10   68.42%

18.00 18.20 18.40 18.60 18.80

m/z  69.10   59.94%

18.00 18.20 18.40 18.60 18.80

m/z  43.10   53.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077601.D                                          
  Acq On    :  5 Mar 2015   3:04
  Operator  : TP/IZ
  Sample    : G1420-01
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown19.83                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.83    5.63 ng         197973   Perylene-d12               17.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H50O        000986-19-6 40
 2 Methyl 12-acetyl-7-desoxycholate    448 C27H44O5       055547-48-3 37
 3 1H-Cycloprop[e]azulene, decahydr... 204 C15H24         025246-27-9 22
 4 .beta.-Sitosterol acetate           456 C31H52O2       000915-05-9 16
 5 Ledene oxide-(II)                   220 C15H24O        1000159-36-7 16

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1657 (19.826 min): BF077601.D (-1653) (-)
43

105 145
69 213

173 303255 329
381125 283 414

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43

36881 107
145 329 414213 247173 275 301193

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #164216: Methyl 12-acetyl-7-desoxycholate
43

81 255105
154133 370213185 316275 339233

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #58919: 1H-Cycloprop[e]azulene, decahydro-1,1,7-trimethyl-...
41

91

161
119

69
189

19.60 19.80 20.00 20.20

m/z  43.10  100.00%

19.60 19.80 20.00 20.20

m/z 105.10   61.44%

19.60 19.80 20.00 20.20

m/z  57.10   61.35%

19.60 19.80 20.00 20.20

m/z 145.10   55.44%

19.60 19.80 20.00 20.20

m/z  55.10   54.83%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077601.D                                          
  Acq On    :  5 Mar 2015   3:04
  Operator  : TP/IZ
  Sample    : G1420-01
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown20.60                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.60    2.09 ng          73525   Perylene-d12               17.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hydroxypyrene                     218 C16H10O        005315-79-7 25
 2 2-Amino-4-cyanomethyl-6-piperidi... 218 C10H14N6       1000241-05-9 22
 3 2,3-Diethoxyquinoxaline             218 C12H14N2O2     057050-66-5 11
 4 Isothiazolo[5,4-b]pyridine, 3-ch... 170 C6H3ClN2S      1000294-14-7 10
 5 3,4-2H-Coumarin, 4,4,5,6,8-penta... 218 C14H18O2       1000129-70-7 9 

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 1725 (20.603 min): BF077601.D (-1720) (-)
218

123 189
149

203136
69 16310549 9481 175

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #68244: 1-Hydroxypyrene
218

189

94

10981 163

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #67643: 2-Amino-4-cyanomethyl-6-piperidino-1,3,5-triazine
218

189
203

84 163135
17543 6955 109 15028 95 12317

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #67911: 2,3-Diethoxyquinoxaline
218

203134 162
146 190175

10629 90 1187764514015

20.20 20.40 20.60 20.80 21.00

m/z 218.20  100.00%

20.20 20.40 20.60 20.80 21.00

m/z 123.10   80.10%

20.20 20.40 20.60 20.80 21.00

m/z 189.20   78.08%

20.20 20.40 20.60 20.80 21.00

m/z 149.10   64.04%

20.20 20.40 20.60 20.80 21.00

m/z 122.10   54.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077601.D                                          
  Acq On    :  5 Mar 2015   3:04
  Operator  : TP/IZ
  Sample    : G1420-01
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown20.80                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.80    2.11 ng          74057   Perylene-d12               17.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sambucinol                          266 C15H22O4       090044-33-0 25
 2 5-Chlorovaleric acid, 2,6-dimeth... 284 C16H25ClO2     1000292-48-0 22
 3 Tetramethyl methylenediphosphonate  232 C5H14O6P2      016001-93-7 14
 4 1,3-Benzenediol, 2-methyl-          124 C7H8O2         000608-25-3 14
 5 1,4-Benzenediol, 2-methyl-          124 C7H8O2         000095-71-6 10

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

5000

m/z-->

Abundance Scan 1742 (20.797 min): BF077601.D (-1739) (-)
124

43
229

77 93 207147 173108 289

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

5000

m/z-->

Abundance #97824: Sambucinol
124

82

43

109 25116167 266
177145 207 235

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

5000

m/z-->

Abundance #108652: 5-Chlorovaleric acid, 2,6-dimethylnon-1-en-3-yn-5...
124

91
55

241109
16614829 77

193 269213 284

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

5000

m/z-->

Abundance #77645: Tetramethyl methylenediphosphonate
124

94

15
47 79

20163 232109 17131 140155

20.40 20.60 20.80 21.00 21.20

m/z 124.05  100.00%

20.40 20.60 20.80 21.00 21.20

m/z  43.10   51.50%

20.40 20.60 20.80 21.00 21.20

m/z 229.20   44.95%

20.40 20.60 20.80 21.00 21.20

m/z  55.05   34.31%

20.40 20.60 20.80 21.00 21.20

m/z  41.10   32.36%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
  Data File : BF077601.D                                          
  Acq On    :  5 Mar 2015   3:04
  Operator  : TP/IZ
  Sample    : G1420-01
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.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|
----------------------------------------------------------------------------
Propane, 2,2-dime...   1.38   247.9 ng    4730710  1   7.22  381655  20.0
Butane, 2-methoxy...   1.69     4.8 ng      91381  1   7.22  381655  20.0
2-Pentanone, 4-hy...   4.99    11.8 ng     225210  1   7.22  381655  20.0
unknown6.93            6.93    79.5 ng    1516100  1   7.22  381655  20.0
Benzophenone          11.87     2.9 ng      87338  3  10.97  603010  20.0
1-Nonadecene          15.97    10.2 ng     359886  5  16.09  708613  20.0
5-Eicosene, (E)-      18.41     4.9 ng     172871  6  17.80  702677  20.0
unknown19.83          19.83     5.6 ng     197973  6  17.80  702677  20.0
unknown20.60          20.60     2.1 ng      73525  6  17.80  702677  20.0
unknown20.80          20.80     2.1 ng      74057  6  17.80  702677  20.0
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