
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033115\
  Data File : BF078121.D                                          
  Acq On    : 31 Mar 2015  18:37
  Operator  : TP/IZ
  Sample    : G1700-01
  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-BF031115.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   1.321    35   38   41 rVB   241590    353261  18.92%   2.575%
  2   1.401    43   45   49 rVV2   12493     21154   1.13%   0.154%
  3   1.481    49   52   55 rVB   325505    385975  20.68%   2.813%
  4   1.618    62   64   71 rVV    49941    108700   5.82%   0.792%
  5   1.721    71   73  111 rVB   771649   1369791  73.38%   9.985%
 
  6   2.338   125  127  132 rVB    10019     19271   1.03%   0.140%
  7   4.773   339  340  347 rBB    26347     40157   2.15%   0.293%
  8   5.333   386  389  394 rBV   384731    479335  25.68%   3.494%
  9   6.636   501  503  509 rBV   288307    297343  15.93%   2.167%
 10   6.762   511  514  516 rBV  1026262    995079  53.31%   7.253%
 
 11   7.047   537  539  541 rBV   225821    237311  12.71%   1.730%
 12   7.230   552  555  557 rBV  1084714    973827  52.17%   7.098%
 13   7.333   562  564  569 rVV    13589     23091   1.24%   0.168%
 14   7.745   597  600  602 rBV   811240    798722  42.79%   5.822%
 15   7.802   603  605  607 rVB    19800     19809   1.06%   0.144%
 
 16   8.110   627  632  635 rVB    41422     49830   2.67%   0.363%
 17   8.625   675  677  679 rBV   289702    344960  18.48%   2.514%
 18   8.819   691  694  699 rBV4   10905     20174   1.08%   0.147%
 19   9.162   722  724  728 rBV3   12218     20686   1.11%   0.151%
 20   9.276   732  734  737 rVB    22477     24939   1.34%   0.182%
 
 21   9.550   756  758  762 rBV4   14016     25291   1.35%   0.184%
 22   9.676   768  769  775 rVB4   32269     68061   3.65%   0.496%
 23   9.813   775  781  786 rBV6   16947     56454   3.02%   0.411%
 24   9.905   786  789  792 rBV4   17199     39628   2.12%   0.289%
 25   9.973   792  795  797 rVV  1694175   1724217  92.37%  12.568%
 
 26  10.019   797  799  803 rBV4   11001     23376   1.25%   0.170%
 27  10.191   812  814  817 rVB2   27186     41071   2.20%   0.299%
 28  10.339   824  827  829 rBV2   25885     42395   2.27%   0.309%
 29  10.396   829  832  833 rVB2   12947     25663   1.37%   0.187%
 30  10.476   837  839  844 rVB5   27348     34029   1.82%   0.248%
 
 31  10.556   844  846  848 rBV    40023     53196   2.85%   0.388%
 32  10.625   850  852  855 rVB4   11008     22457   1.20%   0.164%
 33  10.693   855  858  862 rBV4   10450     23290   1.25%   0.170%
 34  10.785   864  866  869 rBV   404706    422325  22.62%   3.078%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033115\
  Data File : BF078121.D                                          
  Acq On    : 31 Mar 2015  18:37
  Operator  : TP/IZ
  Sample    : G1700-01
  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-BF031115.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  11.048   886  889  891 rBV    18271     28557   1.53%   0.208%
 
 36  11.105   893  894  896 rVV    12689     19103   1.02%   0.139%
 37  11.151   896  898  902 rVV2   29639     78369   4.20%   0.571%
 38  11.231   902  905  910 rVB3   65283    107054   5.73%   0.780%
 39  11.699   943  946  948 rVB2   14648     24757   1.33%   0.180%
 40  11.768   950  952  955 rBV   969744    976367  52.30%   7.117%
 
 41  12.202   988  990  993 rVB2   18262     25884   1.39%   0.189%
 42  12.465  1012 1013 1016 rVB2   23223     28565   1.53%   0.208%
 43  12.534  1016 1019 1020 rBV3    9768     21463   1.15%   0.156%
 44  12.625  1024 1027 1029 rVB   461392    451612  24.19%   3.292%
 45  14.625  1199 1202 1204 rBV  1513216   1866691 100.00%  13.607%
 
 46  15.802  1303 1305 1311 rBV3   16106     32318   1.73%   0.236%
 47  15.894  1311 1313 1316 rBV   329286    457403  24.50%   3.334%
 48  17.631  1462 1465 1469 rBV   309805    416076  22.29%   3.033%
 
 
                        Sum of corrected areas:    13719087
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033115\
  Data File : BF078121.D                                          
  Acq On    : 31 Mar 2015  18:37
  Operator  : TP/IZ
  Sample    : G1700-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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\BF033115\
  Data File : BF078121.D                                          
  Acq On    : 31 Mar 2015  18:37
  Operator  : TP/IZ
  Sample    : G1700-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.48   32.53 ng         385975   1,4-Dichlorobenzene-d4      7.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 37
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 23
 4 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 17
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 

20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 52 (1.481 min): BF078121.D (-49) (-)
73

43
8755

38 50

20 30 40 50 60 70 80 90 100
0

5000

m/z-->

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

43 55 87
29

675035 80

20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #2022: 1,3-Dioxolane, 2-methyl-
73

43

58
8729

20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #4342: Pentane, 3-methoxy-
73

45

29 5539 10150 67

1.20 1.40 1.60 1.80

m/z  73.10  100.00%

1.20 1.40 1.60 1.80

m/z  43.05   34.53%

1.20 1.40 1.60 1.80

m/z  87.10   26.17%

1.20 1.40 1.60 1.80

m/z  55.10   24.41%

1.20 1.40 1.60 1.80

m/z  41.05   11.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033115\
  Data File : BF078121.D                                          
  Acq On    : 31 Mar 2015  18:37
  Operator  : TP/IZ
  Sample    : G1700-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.77    3.38 ng          40157   1,4-Dichlorobenzene-d4      7.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 3 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 
 4 2-Propanone, 1-(1-methylethoxy)-    116 C6H12O2        042781-12-4 9 
 5 Diacetamide                         101 C4H7NO2        000625-77-4 7 

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

5000

m/z-->

Abundance Scan 340 (4.773 min): BF078121.D (-339) (-)
43

59

101
83
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0

5000

m/z-->

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

59
10127 8337 53 67 9177
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0

5000

m/z-->

Abundance #3099: 5-Hexen-2-one
43

55
27 83 987137 7749 65

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

5000

m/z-->

Abundance #3602: 1-Propen-2-ol, acetate
43

58
7215 10027 37

4.40 4.60 4.80 5.00

m/z  43.10  100.00%

4.40 4.60 4.80 5.00

m/z  59.10   58.59%

4.40 4.60 4.80 5.00

m/z  58.00   15.78%

4.40 4.60 4.80 5.00

m/z 101.10   15.46%

4.40 4.60 4.80 5.00

m/z  41.10    8.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033115\
  Data File : BF078121.D                                          
  Acq On    : 31 Mar 2015  18:37
  Operator  : TP/IZ
  Sample    : G1700-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown6.76                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.76   83.86 ng         995079   1,4-Dichlorobenzene-d4      7.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 25
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 

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

5000

m/z-->

Abundance Scan 514 (6.762 min): BF078121.D (-511) (-)
132

68

96
40 7554 10447 61 87

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

5000

m/z-->

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

67

41 97
53 117

79
89 105 1246034

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

5000

m/z-->

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

69
104

785131 38

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

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   35.81%

6.40 6.60 6.80 7.00

m/z 134.00   33.43%

6.40 6.60 6.80 7.00

m/z  66.10   22.14%

6.40 6.60 6.80 7.00

m/z  69.10   14.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033115\
  Data File : BF078121.D                                          
  Acq On    : 31 Mar 2015  18:37
  Operator  : TP/IZ
  Sample    : G1700-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown8.11                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.11    2.89 ng          49830   Naphthalene-d8              8.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, 1,1-dimethyl-          98 C7H14          001638-26-2 49
 2 2-Butenoic acid, 3-methyl-, 2-et... 212 C13H24O2       085567-31-3 35
 3 2(3H)-Furanone, dihydro-4,4,5,5-... 142 C8H14O2        016466-24-3 28
 4 3-Nonen-5-one                       140 C9H16O         082456-34-6 17
 5 Cyclopentane, 2-ethyl-1,1-dimethyl- 126 C9H18          054549-80-3 12

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 632 (8.110 min): BF078121.D (-627) (-)
83
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0

5000

m/z-->

Abundance #3329: Cyclopentane, 1,1-dimethyl-
56

41 69

83

27

98
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0

5000

m/z-->

Abundance #64329: 2-Butenoic acid, 3-methyl-, 2-ethylhexyl ester
83

29 55
41

70 100
112

212
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0

5000

m/z-->

Abundance #19048: 2(3H)-Furanone, dihydro-4,4,5,5-tetramethyl-
5943

12783

27 114
9869 142

7.80 8.00 8.20 8.40

m/z  83.10  100.00%

7.80 8.00 8.20 8.40

m/z  56.10   62.55%

7.80 8.00 8.20 8.40

m/z  59.10   51.00%

7.80 8.00 8.20 8.40

m/z  43.10   46.05%

7.80 8.00 8.20 8.40

m/z  41.10   42.27%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033115\
  Data File : BF078121.D                                          
  Acq On    : 31 Mar 2015  18:37
  Operator  : TP/IZ
  Sample    : G1700-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown9.68                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.68    3.95 ng          68061   Naphthalene-d8              8.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 cis-Bicyclo[3.3.0]octane-3,7-dione  138 C8H10O2        051716-63-3 49
 2 Cyclohexane, 1-methyl-4-methylene-  110 C8H14          002808-80-2 35
 3 N-(1,1-Dimethylpropynyl)-propana... 139 C8H13NO        1000110-54-3 35
 4 Benzene, 1,2-dimethoxy-             138 C8H10O2        000091-16-7 35
 5 Benzene, (ethylthio)-               138 C8H10S         000622-38-8 27
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m/z-->

Abundance Scan 769 (9.676 min): BF078121.D (-768) (-)
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Abundance #16741: cis-Bicyclo[3.3.0]octane-3,7-dione
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Abundance #5880: Cyclohexane, 1-methyl-4-methylene-
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Abundance #17188: N-(1,1-Dimethylpropynyl)-propanamide
68
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9.40 9.60 9.80 10.00

m/z  41.10  100.00%

9.40 9.60 9.80 10.00

m/z  68.00   75.94%

9.40 9.60 9.80 10.00

m/z 138.10   67.99%

9.40 9.60 9.80 10.00

m/z  39.10   45.73%

9.40 9.60 9.80 10.00

m/z  69.00   43.02%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033115\
  Data File : BF078121.D                                          
  Acq On    : 31 Mar 2015  18:37
  Operator  : TP/IZ
  Sample    : G1700-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown9.81                     Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.81    2.67 ng          56454   Acenaphthene-d10           10.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Terpin Hydrate                      172 C10H20O2       002451-01-6 43
 2 1,4-Hexadiene, 2-methyl-             96 C7H12          001119-14-8 43
 3 2-Butenenitrile, 2-amino-3-methyl-   96 C5H8N2         1000196-28-0 43
 4 1,4-Hexadiene, 4-methyl-             96 C7H12          001116-90-1 43
 5 3-Octyne, 2,2-dimethyl-             138 C10H18         019482-57-6 40

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 781 (9.813 min): BF078121.D (-775) (-)
81
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5000

m/z-->

Abundance #37188: Terpin Hydrate
81
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71 139
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0

5000

m/z-->

Abundance #2837: 1,4-Hexadiene, 2-methyl-
81

39 96
5327
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0

5000

m/z-->

Abundance #2723: 2-Butenenitrile, 2-amino-3-methyl-
81

96

685441
28

9.40 9.60 9.80 10.00 10.20

m/z  81.10  100.00%

9.40 9.60 9.80 10.00 10.20

m/z  96.10   44.03%

9.40 9.60 9.80 10.00 10.20

m/z  43.00   42.82%

9.40 9.60 9.80 10.00 10.20

m/z  93.10   34.04%

9.40 9.60 9.80 10.00 10.20

m/z  41.05   33.86%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033115\
  Data File : BF078121.D                                          
  Acq On    : 31 Mar 2015  18:37
  Operator  : TP/IZ
  Sample    : G1700-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown10.34                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.34    2.01 ng          42395   Acenaphthene-d10           10.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H16O        007764-50-3 49
 2 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16          019781-47-6 46
 3 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16          020348-74-7 45
 4 3-Undecyne                          152 C11H20         060212-30-8 43
 5 Cyclopentanol, 1-(1-methylene-2-... 138 C9H14O         078158-11-9 38

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance Scan 827 (10.339 min): BF078121.D (-824) (-)
15255

68
41 13710981 95

122

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #24116: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-
67

95
41

82
109

55 152
29 137123

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #10391: Cyclohexane, 1,3-dimethyl-2-methylene-, cis-
67

109

82
41

95
55 12427

15

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #10393: Cyclohexane, 1,3-dimethyl-2-methylene-, trans-
67

109

81
41

95
53 12427

15

10.00 10.20 10.40 10.60

m/z 152.10  100.00%

10.00 10.20 10.40 10.60

m/z  55.10   88.15%

10.00 10.20 10.40 10.60

m/z  68.10   72.23%

10.00 10.20 10.40 10.60

m/z  41.10   56.22%

10.00 10.20 10.40 10.60

m/z 137.10   54.02%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033115\
  Data File : BF078121.D                                          
  Acq On    : 31 Mar 2015  18:37
  Operator  : TP/IZ
  Sample    : G1700-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  9-Dodecen-1-ol, acetate, (Z)-   Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.56    2.52 ng          53196   Acenaphthene-d10           10.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Dodecen-1-ol, acetate, (Z)-       226 C14H26O2       016974-11-1 50
 2 Cyclodecanol                        156 C10H20O        001502-05-2 47
 3 Hept-2-yn-1-al                      110 C7H10O         001846-67-9 43
 4 Bicyclo[3.3.1]nonane-2,8-dione      152 C9H12O2        160651-01-4 43
 5 Z-1,6-Tridecadiene                  180 C13H24         1000130-98-3 35

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 846 (10.556 min): BF078121.D (-844) (-)
55

68

41

95 15281 133
109

123 180

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #73759: 9-Dodecen-1-ol, acetate, (Z)-
68 8243 55

95

110 166
12329 13715 151 183

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #26929: Cyclodecanol
55 6741

81

95

29
110

138
125 154

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #5646: Hept-2-yn-1-al
6841

95
81

10953

10.20 10.40 10.60 10.80

m/z  55.10  100.00%

10.20 10.40 10.60 10.80

m/z  68.00   80.53%

10.20 10.40 10.60 10.80

m/z  69.10   62.76%

10.20 10.40 10.60 10.80

m/z  41.10   60.23%

10.20 10.40 10.60 10.80

m/z  39.05   46.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033115\
  Data File : BF078121.D                                          
  Acq On    : 31 Mar 2015  18:37
  Operator  : TP/IZ
  Sample    : G1700-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown11.15                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.15    3.71 ng          78369   Acenaphthene-d10           10.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenamine, 2,5-dihydromethyl-     153 C8H11NO2       133242-65-6 47
 2 (+-)-3-(2-Carboxy-cis-propenyl)-... 198 C10H14O4       040253-02-9 38
 3 Disiloxane, 1,3-bis(chloromethyl... 230 C6H16Cl2OSi2   002362-10-9 35
 4 (+)-3-(2-Carboxy-cis-propenyl)-2... 198 C10H14O4       056390-95-5 28
 5 Benzenamine, 3,4-dimethoxy-         153 C8H11NO2       006315-89-5 25

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

5000

m/z-->

Abundance Scan 898 (11.151 min): BF078121.D (-896) (-)
153

13479
41 18157 91 19668 119

105

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

5000

m/z-->

Abundance #25257: Benzenamine, 2,5-dihydromethyl-
153135

106

77
94

5741 124

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

5000

m/z-->

Abundance #54482: (+-)-3-(2-Carboxy-cis-propenyl)-2,2-dimethylcyclop...
153107

91
13443

6755 79 18027 121
16515 198

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

5000

m/z-->

Abundance #76519: Disiloxane, 1,3-bis(chloromethyl)-1,1,3,3-tetramethyl
153

181

66 93 1377943 11727 10555 21515 164 192

10.80 11.00 11.20 11.40

m/z 153.10  100.00%

10.80 11.00 11.20 11.40

m/z 134.10   42.70%

10.80 11.00 11.20 11.40

m/z  79.05   42.56%

10.80 11.00 11.20 11.40

m/z  41.10   32.30%

10.80 11.00 11.20 11.40

m/z 181.10   29.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033115\
  Data File : BF078121.D                                          
  Acq On    : 31 Mar 2015  18:37
  Operator  : TP/IZ
  Sample    : G1700-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  unknown11.23                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.23    5.07 ng         107054   Acenaphthene-d10           10.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 167 C10H17NO       018674-50-5 43
 2 1,3-Benzenediamine, 4-methyl-5-n... 167 C7H9N3O2       006629-29-4 38
 3 2-Bornanone oxime                   167 C10H17NO       013559-66-5 25
 4 2,7(1H,3H)-Naphthalenedione, hex... 166 C10H14O2       046048-64-0 22
 5 Chloromethyl 6-chloroheptanoate     212 C8H14Cl2O2     080418-62-8 22

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance Scan 905 (11.231 min): BF078121.D (-902) (-)
55 167

69
41

11080

95
130121

139
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0

5000
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Abundance #33963: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, oxim...
167
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41

11069
55 9479 150

13427
18
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0

5000
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Abundance #34088: 1,3-Benzenediamine, 4-methyl-5-nitro-
167

121
150

94
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133
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0

5000

m/z-->

Abundance #33925: 2-Bornanone oxime
167

124
41

69 110 1521339555 79

11.00 11.20 11.40 11.60

m/z  55.10  100.00%

11.00 11.20 11.40 11.60

m/z 167.10   82.10%

11.00 11.20 11.40 11.60

m/z  69.10   70.18%

11.00 11.20 11.40 11.60

m/z  57.05   68.40%

11.00 11.20 11.40 11.60

m/z  41.10   62.84%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033115\
  Data File : BF078121.D                                          
  Acq On    : 31 Mar 2015  18:37
  Operator  : TP/IZ
  Sample    : G1700-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   1.48    32.5 ng     385975  1   7.05  237311  20.0
2-Pentanone, 4-hy...   4.77     3.4 ng      40157  1   7.05  237311  20.0
unknown6.76            6.76    83.9 ng     995079  1   7.05  237311  20.0
unknown8.11            8.11     2.9 ng      49830  2   8.62  344960  20.0
unknown9.68            9.68     4.0 ng      68061  2   8.62  344960  20.0
unknown9.81            9.81     2.7 ng      56454  3  10.78  422325  20.0
unknown10.34          10.34     2.0 ng      42395  3  10.78  422325  20.0
9-Dodecen-1-ol, a...  10.56     2.5 ng      53196  3  10.78  422325  20.0
unknown11.15          11.15     3.7 ng      78369  3  10.78  422325  20.0
unknown11.23          11.23     5.1 ng     107054  3  10.78  422325  20.0
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