
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   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_G\METHODS\8270-BG060315.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   2.767     8   13   29 rVB   258044    379328  16.97%   3.250%
  2   5.229   426  432  444 rBV   173425    298683  13.37%   2.559%
  3   5.622   495  499  506 rBV2   15720     24022   1.07%   0.206%
  4   6.850   703  708  718 rVB   104389    177568   7.95%   1.522%
  5   7.174   756  763  775 rBV   383529    636707  28.49%   5.456%
 
  6   7.268   775  779  785 rVB3   14503     23828   1.07%   0.204%
  7   7.414   798  804  813 rVB    48657     73673   3.30%   0.631%
  8   7.620   834  839  846 rBV2  100488    163237   7.30%   1.399%
  9   7.943   887  894  900 rBV   377843    613276  27.44%   5.255%
 10   8.789  1030 1038 1048 rBV   308595    511875  22.91%   4.386%
 
 11  10.423  1307 1316 1321 rBV   112617    192113   8.60%   1.646%
 12  11.615  1511 1519 1523 rBV    67150     95054   4.25%   0.814%
 13  11.662  1523 1527 1529 rBV2   50755     75983   3.40%   0.651%
 14  11.727  1534 1538 1546 rVB2   60912     95428   4.27%   0.818%
 15  11.880  1557 1564 1568 rBV   413450    669898  29.98%   5.740%
 
 16  11.921  1568 1571 1576 rVB   350531    504407  22.57%   4.322%
 17  12.150  1600 1610 1618 rBV   215860    384954  17.23%   3.299%
 18  12.908  1732 1739 1746 rBV   824787   1139157  50.98%   9.761%
 19  13.149  1776 1780 1787 rVB    39460     57698   2.58%   0.494%
 20  14.018  1923 1928 1933 rVB3   16030     25900   1.16%   0.222%
 
 21  14.295  1967 1975 1985 rVB2  185321    283828  12.70%   2.432%
 22  15.799  2223 2231 2238 rBV   804126   1122082  50.21%   9.615%
 23  17.044  2438 2443 2450 rBV2  247632    356068  15.93%   3.051%
 24  17.961  2593 2599 2607 rBV   133579    208971   9.35%   1.791%
 25  19.242  2810 2817 2824 rBV   117742    184259   8.25%   1.579%
 
 26  19.688  2887 2893 2898 rBV  1895150   2234726 100.00%  19.149%
 27  20.487  3026 3029 3035 rBV7   16417     24403   1.09%   0.209%
 28  20.957  3106 3109 3118 rBV6   22737     31371   1.40%   0.269%
 29  21.157  3139 3143 3149 rBV    80165     96178   4.30%   0.824%
 30  21.239  3152 3157 3165 rVB   398214    516308  23.10%   4.424%
 
 31  23.484  3532 3539 3545 rVB   252008    469369  21.00%   4.022%
 
 
                        Sum of corrected areas:    11670352
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.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_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.77   46.48 ng         379328   1,4-Dichlorobenzene-d4      7.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 72
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 36
 3 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 35
 4 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 12
 5 1-Propene-1-thiol                    74 C3H6S          000925-89-3 9 
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0

5000

m/z-->

Abundance Scan 14 (2.773 min): BG017476.D (-8) (-)
73

43

8858 281
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5000

m/z-->

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

43

27 8858
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5000

m/z-->

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

41
57

15 88
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5000

m/z-->

Abundance #1966: Silane, tetramethyl-
73

43
15 58 88

2.80 2.90 3.00 3.10 3.20

m/z  73.05  100.00%

2.80 2.90 3.00 3.10 3.20

m/z  43.00   43.27%

2.80 2.90 3.00 3.10 3.20

m/z  87.10   28.39%

2.80 2.90 3.00 3.10 3.20

m/z  55.00   26.05%

2.80 2.90 3.00 3.10 3.20

m/z  41.05   16.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.17                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.17   78.01 ng         636707   1,4-Dichlorobenzene-d4      7.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 32
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 27
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 5 Pyrazolo(2,3-a)pyridine, 7-methyl-  132 C8H8N2         034760-58-2 12
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5000

m/z-->

Abundance Scan 762 (7.168 min): BG017476.D (-756) (-)
132

68

40 9654
85 117 221207
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m/z-->

Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132

6957
39

89 103
115
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5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132

10533 44
70

8656

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

6.80 7.00 7.20 7.40 7.60

m/z 132.00  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  68.00   43.54%

6.80 7.00 7.20 7.40 7.60

m/z  66.00   35.51%

6.80 7.00 7.20 7.40 7.60

m/z 134.00   34.03%

6.80 7.00 7.20 7.40 7.60

m/z  69.10   21.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  2,4-Nonadiyne                   Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.27    2.92 ng          23828   1,4-Dichlorobenzene-d4      7.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,4-Nonadiyne                       120 C9H12          063621-15-8 81
 2 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 81
 3 Benzene, 1,3,5-trimethyl-           120 C9H12          000108-67-8 81
 4 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 76
 5 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 76
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5000

m/z-->

Abundance Scan 779 (7.268 min): BG017476.D (-775) (-)
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5000

m/z-->

Abundance #9105: 2,4-Nonadiyne
105
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m/z-->

Abundance #9111: Benzene, 1,2,4-trimethyl-
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5000

m/z-->

Abundance #9121: Benzene, 1,3,5-trimethyl-
105

120

77 9139 51 652715

7.00 7.20 7.40 7.60

m/z 105.00  100.00%

7.00 7.20 7.40 7.60

m/z 120.00   36.44%

7.00 7.20 7.40 7.60

m/z  77.00   20.93%

7.00 7.20 7.40 7.60

m/z  91.10   14.55%

7.00 7.20 7.40 7.60

m/z  51.00   13.51%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Di-sec-butyl ether              Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.41    9.03 ng          73673   1,4-Dichlorobenzene-d4      7.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Di-sec-butyl ether                  130 C8H18O         006863-58-7 53
 2 Butane, 1-(1-methylpropoxy)-        130 C8H18O         000999-65-5 50
 3 2-Hydroxy-3-pentanone               102 C5H10O2        005704-20-1 43
 4 3,4,5-Trimethyl-4-heptanol          158 C10H22O        060836-08-0 38
 5 Butane, 1-(1-methylethoxy)-         116 C7H16O         001860-27-1 36

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

5000

m/z-->

Abundance Scan 803 (7.409 min): BG017476.D (-798) (-)
45
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114 13586 259
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5000

m/z-->

Abundance #13209: Di-sec-butyl ether
45

59
10129

83 115
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5000

m/z-->

Abundance #13294: Butane, 1-(1-methylpropoxy)-
57
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27

73 87 115 130
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5000

m/z-->

Abundance #4164: 2-Hydroxy-3-pentanone
4529

58

15
84 10271

7.00 7.20 7.40 7.60 7.80

m/z  45.00  100.00%

7.00 7.20 7.40 7.60 7.80

m/z  73.10   72.69%

7.00 7.20 7.40 7.60 7.80

m/z  42.95   67.07%

7.00 7.20 7.40 7.60 7.80

m/z  57.00   64.75%

7.00 7.20 7.40 7.60 7.80

m/z  41.10   58.46%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  2-Propanol, 1-[2-(2-methoxy...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.62    9.90 ng          95054   Naphthalene-d8             10.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H22O4       020324-33-8 72
 2 Tri(1,2-propyleneglycol), monome... 206 C10H22O4       1000262-26-6 50
 3 N,N-Dimethylformamide-di-t-butyl... 203 C11H25NO2      036805-97-7 47
 4 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H20O4        001638-16-0 47
 5 Dipropylene glycol monomethyl ether 148 C7H16O3        034590-94-8 45
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5000

m/z-->

Abundance Scan 1520 (11.621 min): BG017476.D (-1511) (-)
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5000
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Abundance #59735: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59
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5000
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Abundance #59732: Tri(1,2-propyleneglycol), monomethyl ether
59
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5000
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Abundance #57780: N,N-Dimethylformamide-di-t-butylacetal
59

41
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11.40 11.60 11.80 12.00

m/z  59.00  100.00%

11.40 11.60 11.80 12.00

m/z  45.00   54.33%

11.40 11.60 11.80 12.00

m/z  73.00   38.68%

11.40 11.60 11.80 12.00

m/z  41.00   24.60%

11.40 11.60 11.80 12.00

m/z 117.00   17.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Dipropylene glycol monometh...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.66    7.91 ng          75983   Naphthalene-d8             10.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H22O4       020324-33-8 90
 2 Dipropylene glycol monomethyl ether 148 C7H16O3        034590-94-8 72
 3 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H16O3        020324-32-7 72
 4 Tri(1,2-propyleneglycol), monome... 206 C10H22O4       1000262-26-6 64
 5 Silane, ethyldimethyl-               88 C4H12Si        000758-21-4 50
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5000

m/z-->

Abundance Scan 1527 (11.662 min): BG017476.D (-1523) (-)
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m/z-->

Abundance #59735: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59
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Abundance #22089: Dipropylene glycol monomethyl ether
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5000

m/z-->

Abundance #22091: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59

103

31

130

11.40 11.60 11.80 12.00

m/z  59.05  100.00%

11.40 11.60 11.80 12.00

m/z  45.00   43.80%

11.40 11.60 11.80 12.00

m/z  73.05   31.17%

11.40 11.60 11.80 12.00

m/z  41.00   27.33%

11.40 11.60 11.80 12.00

m/z 117.00   16.65%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown11.73                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.73    9.93 ng          95428   Naphthalene-d8             10.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Ethoxypentan-3-ol                 132 C7H16O2        100910-92-7 47
 2 Butanoic acid, 4-methoxy-, methy... 132 C6H12O3        029006-01-7 38
 3 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H22O4       020324-33-8 32
 4 Silane, butyltrimethyl-             130 C7H18Si        001000-49-3 32
 5 Disilane, ethylpentamethyl-         160 C7H20Si2       015063-64-6 32
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5000

m/z-->

Abundance Scan 1539 (11.733 min): BG017476.D (-1534) (-)
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Abundance #13945: 1-Ethoxypentan-3-ol
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m/z-->

Abundance #13838: Butanoic acid, 4-methoxy-, methyl ester
45
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5000

m/z-->

Abundance #59735: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59

45 73
11710331 1611318715 143

11.40 11.60 11.80 12.00

m/z  73.10  100.00%

11.40 11.60 11.80 12.00

m/z  45.00   78.06%

11.40 11.60 11.80 12.00

m/z  57.00   48.27%

11.40 11.60 11.80 12.00

m/z  59.05   47.42%

11.40 11.60 11.80 12.00

m/z  41.00   47.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown11.88                    Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.88   69.74 ng         669898   Naphthalene-d8             10.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Di-sec-butyl ether                  130 C8H18O         006863-58-7 47
 2 Butane, 1-(1-methylethoxy)-         116 C7H16O         001860-27-1 47
 3 Butane, 1-(1-methylpropoxy)-        130 C8H18O         000999-65-5 43
 4 Phloroglucitol                      132 C6H12O3        002041-15-8 38
 5 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H22O2       000871-22-7 37

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

5000

m/z-->

Abundance Scan 1564 (11.880 min): BG017476.D (-1557) (-)
7345 57

115

101
159

83 131 14791

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

5000

m/z-->

Abundance #13208: Di-sec-butyl ether
45 57

29
101

8373 115 130

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

5000

m/z-->

Abundance #8161: Butane, 1-(1-methylethoxy)-
43

56
31

73 101

15 11683

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

5000

m/z-->

Abundance #13294: Butane, 1-(1-methylpropoxy)-
5745

29 101
73 83 115 130

11.60 11.80 12.00 12.20

m/z  73.05  100.00%

11.60 11.80 12.00 12.20

m/z  45.00   95.24%

11.60 11.80 12.00 12.20

m/z  57.00   82.20%

11.60 11.80 12.00 12.20

m/z  42.95   57.63%

11.60 11.80 12.00 12.20

m/z  41.10   50.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown11.92                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.92   52.51 ng         504407   Naphthalene-d8             10.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H22O2       000871-22-7 47
 2 Butane, 1-(1-methylethoxy)-         116 C7H16O         001860-27-1 43
 3 Butane, 1-(1-methylpropoxy)-        130 C8H18O         000999-65-5 38
 4 Di-sec-butyl ether                  130 C8H18O         006863-58-7 38
 5 4,6,9,11-Tetramethyl-1-oxa-4,6,9... 272 C12H24N4O3     1000139-36-0 35

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance Scan 1571 (11.921 min): BG017476.D (-1568) (-)
7345 57

115

101
159

13183 147

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #38507: Butane, 1,1'-[ethylidenebis(oxy)]bis-
57 10145

29
159

837215 117 173

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #8161: Butane, 1-(1-methylethoxy)-
43

56
31

73 101

15 11683

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #13294: Butane, 1-(1-methylpropoxy)-
5745

29 101
73 83 115 130

11.60 11.80 12.00 12.20

m/z  73.05  100.00%

11.60 11.80 12.00 12.20

m/z  45.00   99.03%

11.60 11.80 12.00 12.20

m/z  57.00   96.02%

11.60 11.80 12.00 12.20

m/z  43.00   59.63%

11.60 11.80 12.00 12.20

m/z 115.05   55.26%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown12.15                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.15   40.08 ng         384954   Naphthalene-d8             10.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,5,8,11-Tetraoxatetradecan-13-o... 264 C13H28O5       020324-34-9 40
 2 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H22O4       020324-33-8 39
 3 Butanamide, 3,3-dimethyl-           115 C6H13NO        000926-04-5 37
 4 2,4-Diethyl-6-methyl-1,3,5-trioxane 160 C8H16O3        117888-04-7 36
 5 N-Acetyl-d-threo-O-methylthreonine  175 C7H13NO4       1000214-70-5 36

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

5000

m/z-->

Abundance Scan 1610 (12.150 min): BG017476.D (-1600) (-)
59

73

43
101

115 16113187 146 283

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

5000

m/z-->

Abundance #96576: 2,5,8,11-Tetraoxatetradecan-13-ol, 4,7,10-trimethyl-
59

73

117
45

31 103 161131 2198715 188147 205 233 266

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

5000

m/z-->

Abundance #59735: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59

45 73
11710331 1611318715

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

5000

m/z-->

Abundance #7621: Butanamide, 3,3-dimethyl-
59

41

11510083

11.80 12.00 12.20 12.40

m/z  59.10  100.00%

11.80 12.00 12.20 12.40

m/z  73.10   69.02%

11.80 12.00 12.20 12.40

m/z  43.00   41.56%

11.80 12.00 12.20 12.40

m/z  57.00   38.67%

11.80 12.00 12.20 12.40

m/z  45.00   30.06%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Phenol, 4-(1,1-dimethylprop...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.15    4.07 ng          57698   Acenaphthene-d10           14.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4-(1,1-dimethylpropyl)-     164 C11H16O        000080-46-6 90
 2 Hexestrol                           270 C18H22O2       005635-50-7 59
 3 Benzene, 1-methoxy-4-(1-methylpr... 164 C11H16O        004917-90-2 52
 4 4-Isothiocyanatomethyl-benzoic acid 193 C9H7NO2S       035009-14-4 50
 5 Phenol, 5-methyl-2-(1-methylethy... 192 C12H16O2       000528-79-0 47

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 1780 (13.149 min): BG017476.D (-1776) (-)
135

107

16439 77
193 481

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135

107

164774115

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #100744: Hexestrol
135

107

41 77 270165

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #31872: Benzene, 1-methoxy-4-(1-methylpropyl)-
135

105 164
7739

12.80 13.00 13.20 13.40

m/z 135.05  100.00%

12.80 13.00 13.20 13.40

m/z 107.00   47.47%

12.80 13.00 13.20 13.40

m/z  91.00   18.68%

12.80 13.00 13.20 13.40

m/z 164.00   13.40%

12.80 13.00 13.20 13.40

m/z  39.10   13.08%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  n-Hexadecanoic acid             Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.96   11.74 ng         208971   Phenanthrene-d10           17.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 92
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 64
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 58
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 50
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 50

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

5000

m/z-->

Abundance Scan 2599 (17.961 min): BG017476.D (-2593) (-)
43 60

73

129
256213

97 115 171 185157 199143 227 241

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

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43 7360

29 256
129

21397 115 157171 185 227143 199 240

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

5000

m/z-->

Abundance #65565: Tridecanoic acid
7360

43

129
29 17111587

214
185143 157101

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

5000

m/z-->

Abundance #75072: Tetradecanoic acid
7360

43

129

185
29 87 228115 143 171101 199157 21215

17.60 17.80 18.00 18.20

m/z  43.05  100.00%

17.60 17.80 18.00 18.20

m/z  55.05   85.32%

17.60 17.80 18.00 18.20

m/z  60.00   82.82%

17.60 17.80 18.00 18.20

m/z  41.05   76.84%

17.60 17.80 18.00 18.20

m/z  73.00   72.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Octadecanoic acid               Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.24    7.14 ng         184259   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 93
 2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 74
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 52
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 50
 5 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 49

0 50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2817 (19.242 min): BG017476.D (-2810) (-)
43

73

284
12997 185 241

207163 265

0 50 100 150 200 250 300 350

5000

m/z-->

Abundance #108841: Octadecanoic acid
43

73

129
28497 185 241

157 21318 265

0 50 100 150 200 250 300 350

5000

m/z-->

Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43

73

284
12997 185 241213157 265 311 372

0 50 100 150 200 250 300 350

5000

m/z-->

Abundance #75070: Tetradecanoic acid
7343

129

185
97 228

15718

19.00 19.20 19.40 19.60

m/z  43.10  100.00%

19.00 19.20 19.40 19.60

m/z  41.05   86.53%

19.00 19.20 19.40 19.60

m/z  59.95   78.98%

19.00 19.20 19.40 19.60

m/z  55.05   71.64%

19.00 19.20 19.40 19.60

m/z  73.00   69.03%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017476.D                                          
  Acq On    :  5 Jun 2015  16:23
  Operator  : TP/IZ
  Sample    : G2501-13
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.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...   2.77    46.5 ng     379328  1   7.62  163237  20.0
unknown7.17            7.17    78.0 ng     636707  1   7.62  163237  20.0
2,4-Nonadiyne          7.27     2.9 ng      23828  1   7.62  163237  20.0
Di-sec-butyl ether     7.41     9.0 ng      73673  1   7.62  163237  20.0
2-Propanol, 1-[2-...  11.62     9.9 ng      95054  2  10.42  192113  20.0
Dipropylene glyco...  11.66     7.9 ng      75983  2  10.42  192113  20.0
unknown11.73          11.73     9.9 ng      95428  2  10.42  192113  20.0
unknown11.88          11.88    69.7 ng     669898  2  10.42  192113  20.0
unknown11.92          11.92    52.5 ng     504407  2  10.42  192113  20.0
unknown12.15          12.15    40.1 ng     384954  2  10.42  192113  20.0
Phenol, 4-(1,1-di...  13.15     4.1 ng      57698  3  14.29  283828  20.0
n-Hexadecanoic acid   17.96    11.7 ng     208971  4  17.04  356068  20.0
Octadecanoic acid     19.24     7.1 ng     184259  5  21.24  516308  20.0
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