
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   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-BG022118.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   6.874   602  610  626 rBV  1128051   2461061   1.90%   0.783%
  2   9.060   951  982  987 rBV  10735192  64730974  49.98%  20.587%
  3   9.318  1020 1026 1038 rVB   741266   1535399   1.19%   0.488%
  4  10.481  1174 1224 1228 rBV4 1241066  10375855   8.01%   3.300%
  5  13.824  1781 1793 1803 rVB   617278   1720638   1.33%   0.547%
 
  6  14.153  1843 1849 1856 rBV  1152718   1837054   1.42%   0.584%
  7  15.116  2007 2013 2022 rVV  3434628   5540453   4.28%   1.762%
  8  16.091  2174 2179 2184 rBV  2782585   4881159   3.77%   1.552%
  9  16.338  2185 2221 2232 rVB  8407753  62613481  48.34%  19.913%
 10  16.884  2311 2314 2318 rVV   989471   1633990   1.26%   0.520%
 
 11  16.996  2328 2333 2339 rVV5  630760   1656258   1.28%   0.527%
 12  17.096  2341 2350 2354 rVB  1902826   4979959   3.84%   1.584%
 13  17.454  2391 2411 2425 rBV7 14045043 129525212 100.00%  41.193%
 14  17.718  2454 2456 2458 rBV  4226956   2160401   1.67%   0.687%
 15  20.209  2877 2880 2882 rBV  1437222   1494305   1.15%   0.475%
 
 16  20.262  2887 2889 2893 rVV4 1472437   2056652   1.59%   0.654%
 17  20.315  2895 2898 2904 rVB2 3096949   4681464   3.61%   1.489%
 18  20.644  2949 2954 2959 rVB  7323860  10547804   8.14%   3.355%
 
 
                        Sum of corrected areas:   314432119
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  cis-1-Butyl-2-methylcyclopr...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.06   20.00 ng       64731000   1,4-Dichlorobenzene-d4      8.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 cis-1-Butyl-2-methylcyclopropane    112 C8H16          038851-69-3 64
 2 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 64
 3 trans-1-Butyl-2-methylcyclopropane  112 C8H16          038851-70-6 59
 4 Cycloheptane                         98 C7H14          000291-64-5 53
 5 1-Heptene, 3-methyl-                112 C8H16          004810-09-7 50

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance Scan 982 (9.060 min): BG033126.D (-951) (-)
57

41

83

98
112 129 281

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

5000

m/z-->

Abundance #6798: cis-1-Butyl-2-methylcyclopropane
55 70

41
112

84

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

5000

m/z-->

Abundance #13661: 1-Hexanol, 2-ethyl-
57

41

27 83
98 11213

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

5000

m/z-->

Abundance #6812: trans-1-Butyl-2-methylcyclopropane
55 70

41

112
84

8.80 9.00 9.20 9.40

m/z  57.10  100.00%

8.80 9.00 9.20 9.40

m/z  41.10   63.41%

8.80 9.00 9.20 9.40

m/z  43.10   50.97%

8.80 9.00 9.20 9.40

m/z  55.10   50.93%

8.80 9.00 9.20 9.40

m/z  56.10   40.32%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  Hexanoic acid, 2-ethyl-         Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.48   20.00 ng       10375900   Naphthalene-d8             11.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 2-ethyl-             144 C8H16O2        000149-57-5 72
 2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H38O6       056554-54-2 50
 3 Hexanoic acid, 2,4-dimethyl-, me... 158 C9H18O2        014251-45-7 50
 4 Octanoic acid, 2-methyl-, methyl... 172 C10H20O2       002177-86-8 47
 5 Undecanoic acid, 2-methyl-, meth... 214 C13H26O2       055955-69-6 47
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5000

m/z-->

Abundance Scan 1224 (10.481 min): BG033126.D (-1174) (-)
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m/z-->

Abundance #20866: Hexanoic acid, 2-ethyl-
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50 100 150 200 250 300 350

5000

m/z-->

Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
8843

69
272173 242109 135 214155 294313 355

50 100 150 200 250 300 350

5000

m/z-->

Abundance #30348: Hexanoic acid, 2,4-dimethyl-, methyl ester, [S-(R*...
88

57

29
129111

10.20 10.40 10.60 10.80

m/z  73.05  100.00%

10.20 10.40 10.60 10.80

m/z  88.05   79.22%

10.20 10.40 10.60 10.80

m/z  41.05   48.16%

10.20 10.40 10.60 10.80

m/z  57.05   45.20%

10.20 10.40 10.60 10.80

m/z  55.05   35.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  n-Decanoic acid                 Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.82    6.21 ng        1720640   Acenaphthene-d10           15.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Decanoic acid                     172 C10H20O2       000334-48-5 97
 2 Hexanoic acid                       116 C6H12O2        000142-62-1 50
 3 Heptanoic acid                      130 C7H14O2        000111-14-8 50
 4 Octanoic acid                       144 C8H16O2        000124-07-2 47
 5 Pentanoic acid                      102 C5H10O2        000109-52-4 46

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

5000

m/z-->

Abundance Scan 1792 (13.818 min): BG033126.D (-1781) (-)
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20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance #39473: n-Decanoic acid
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41 129

8727 115 143101 172157
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5000

m/z-->

Abundance #8071: Hexanoic acid
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5000

m/z-->

Abundance #13415: Heptanoic acid
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87

101 130115

13.60 13.80 14.00 14.20

m/z  60.05  100.00%

13.60 13.80 14.00 14.20

m/z  73.05   83.28%

13.60 13.80 14.00 14.20

m/z  41.05   58.01%

13.60 13.80 14.00 14.20

m/z  43.05   52.85%

13.60 13.80 14.00 14.20

m/z  55.05   51.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Cyclopropane, nonyl-            Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.12   20.00 ng        5540450   Acenaphthene-d10           15.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopropane, nonyl-                168 C12H24         074663-85-7 95
 2 1-Decene                            140 C10H20         000872-05-9 95
 3 Cyclooctane, 1,2-dimethyl-          140 C10H20         013151-94-5 93
 4 E-11,13-Tetradecadien-1-ol          210 C14H26O        1000131-00-3 91
 5 Cyclodecane, methyl-                154 C11H22         013151-43-4 91

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 2014 (15.122 min): BG033126.D (-2007) (-)
5543
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111
140125 168 186153
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5000

m/z-->

Abundance #36766: Cyclopropane, nonyl-
5543
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97
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5000

m/z-->

Abundance #17936: 1-Decene
5541

70

83 97
29

111
14015 125

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #18010: Cyclooctane, 1,2-dimethyl-
55

41
69

29 83 97 111 140
125

14.80 15.00 15.20 15.40

m/z  55.05  100.00%

14.80 15.00 15.20 15.40

m/z  43.05   83.03%

14.80 15.00 15.20 15.40

m/z  41.05   77.71%

14.80 15.00 15.20 15.40

m/z  56.05   72.66%

14.80 15.00 15.20 15.40

m/z  69.05   65.88%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  1-Dodecanol                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.09   17.62 ng        4881160   Acenaphthene-d10           15.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Dodecanol                         186 C12H26O        000112-53-8 91
 2 Dichloroacetic acid, tridecyl ester 310 C15H28Cl2O2    1000280-48-3 91
 3 Trichloroacetic acid, tridecyl e... 344 C15H27Cl3O2    074339-51-8 91
 4 1-Undecanol                         172 C11H24O        000112-42-5 91
 5 Cyclododecane                       168 C12H24         000294-62-2 91

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

5000

m/z-->

Abundance Scan 2179 (16.091 min): BG033126.D (-2174) (-)
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m/z-->

Abundance #50315: 1-Dodecanol
55 6941
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5000

m/z-->

Abundance #152609: Dichloroacetic acid, tridecyl ester
43 57
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125 154 182140
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5000

m/z-->

Abundance #179456: Trichloroacetic acid, tridecyl ester
43 57

83

97

11129
126

154 182140

15.80 16.00 16.20 16.40

m/z  55.05  100.00%

15.80 16.00 16.20 16.40

m/z  43.05   84.69%

15.80 16.00 16.20 16.40

m/z  41.05   77.60%

15.80 16.00 16.20 16.40

m/z  69.05   66.17%

15.80 16.00 16.20 16.40

m/z  56.05   66.02%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Dodecanoic acid                 Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.34  226.02 ng       62613500   Acenaphthene-d10           15.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecanoic acid                     200 C12H24O2       000143-07-7 98
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 83
 3 Undecanoic acid                     186 C11H22O2       000112-37-8 80
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 80
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance Scan 2221 (16.338 min): BG033126.D (-2185) (-)
7360

41

129
157

87 115101 171143 200185 251

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

5000

m/z-->

Abundance #61120: Dodecanoic acid
60 73

43

129
15729 11587 101 143 171 200

18515

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

5000

m/z-->

Abundance #72647: 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 #50052: Undecanoic acid
60 73

41

27 129 14387
115101 157 186

16.00 16.20 16.40 16.60

m/z  73.05  100.00%

16.00 16.20 16.40 16.60

m/z  60.05   99.11%

16.00 16.20 16.40 16.60

m/z  41.05   74.89%

16.00 16.20 16.40 16.60

m/z  43.10   72.01%

16.00 16.20 16.40 16.60

m/z  55.05   70.95%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  unknown16.68                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.88    5.90 ng        1633990   Acenaphthene-d10           15.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 trans-5,6-Epoxydecane               156 C10H20O        002165-61-9 38
 2 .alpha.-Multistriatin               170 C10H18O2       059014-03-8 27
 3 Sulfurous acid, 2-ethylhexyl iso... 250 C12H26O3S      1000309-18-7 27
 4 Sulfurous acid, dodecyl 2-ethylh... 362 C20H42O3S      1000309-19-5 27
 5 Tetradecanoic acid, 2-oxo-, meth... 256 C15H28O3       055682-82-1 25

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance Scan 2313 (16.878 min): BG033126.D (-2311) (-)
57

41 71 96 114
170142127 235184197155 213 267253

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

5000

m/z-->

Abundance #28268: trans-5,6-Epoxydecane
57

41 99

27
71 86

113
127 156140

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

5000

m/z-->

Abundance #37928: .alpha.-Multistriatin
57

29
9671 12843 170

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

5000

m/z-->

Abundance #101978: Sulfurous acid, 2-ethylhexyl isobutyl ester
57

71
43

29 113
85 99

16.60 16.80 17.00 17.20

m/z  57.05  100.00%

16.60 16.80 17.00 17.20

m/z  41.05   25.55%

16.60 16.80 17.00 17.20

m/z  71.05   23.13%

16.60 16.80 17.00 17.20

m/z  83.05   22.52%

16.60 16.80 17.00 17.20

m/z  96.05   20.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  Tridecanoic acid                Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.10   46.10 ng        4979960   Phenanthrene-d10           18.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecanoic acid                    214 C13H26O2       000638-53-9 91
 2 n-Decanoic acid                     172 C10H20O2       000334-48-5 52
 3 Octanoic acid                       144 C8H16O2        000124-07-2 50
 4 Heptanoic acid                      130 C7H14O2        000111-14-8 43
 5 Methyl .beta.-d-galactopyranoside   194 C7H14O6        1000126-04-6 40

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

5000

m/z-->

Abundance Scan 2351 (17.102 min): BG033126.D (-2341) (-)
60 73

43

129
171

11587 185 214101 157143 199 267

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

5000

m/z-->

Abundance #72648: Tridecanoic acid
7360

43

129
17129 21411587

185101 15215 198

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

5000

m/z-->

Abundance #39472: n-Decanoic acid
60 73

41

129
27

87 115 172101 143

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

5000

m/z-->

Abundance #20839: Octanoic acid
60

73
43

27

10187 115 144129

16.80 17.00 17.20 17.40

m/z  60.05  100.00%

16.80 17.00 17.20 17.40

m/z  73.05   96.01%

16.80 17.00 17.20 17.40

m/z  43.05   62.60%

16.80 17.00 17.20 17.40

m/z  41.05   58.33%

16.80 17.00 17.20 17.40

m/z  57.05   50.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  Carbonic acid, hexadecyl is...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.45 1199.08 ng      129525000   Phenanthrene-d10           18.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Carbonic acid, hexadecyl isobuty... 342 C21H42O3       1000314-61-3 74
 2 Carbonic acid, heptadecyl isobut... 356 C22H44O3       1000314-61-4 64
 3 2-Octyldecyl propionate             326 C21H42O2       1000368-56-3 64
 4 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H38O        036400-98-3 59
 5 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 53
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5000

m/z-->

Abundance Scan 2410 (17.448 min): BG033126.D (-2391) (-)
57

41 83

140
111

196 213157 181 255237

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

5000
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Abundance #178644: Carbonic acid, hexadecyl isobutyl ester
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Abundance #188249: Carbonic acid, heptadecyl isobutyl ester
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5000

m/z-->

Abundance #166207: 2-Octyldecyl propionate
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252113 224 297181196 27926

17.20 17.40 17.60 17.80

m/z  57.10  100.00%

17.20 17.40 17.60 17.80

m/z  41.10   46.83%

17.20 17.40 17.60 17.80

m/z  83.10   42.18%

17.20 17.40 17.60 17.80

m/z  69.10   37.89%

17.20 17.40 17.60 17.80

m/z  55.10   34.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  Tetradecanoic acid              Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.72   20.00 ng        2160400   Phenanthrene-d10           18.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 97
 2 Undecanoic acid                     186 C11H22O2       000112-37-8 64
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 53
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 47
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 43
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5000

m/z-->

Abundance Scan 2456 (17.718 min): BG033126.D (-2454) (-)
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Abundance #84452: Tetradecanoic acid
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Abundance #50051: Undecanoic acid
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5000

m/z-->

Abundance #72647: Tridecanoic acid
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17.40 17.60 17.80 18.00

m/z  73.05  100.00%

17.40 17.60 17.80 18.00

m/z  60.05   77.69%

17.40 17.60 17.80 18.00

m/z 129.05   53.11%

17.40 17.60 17.80 18.00

m/z  55.15   40.93%

17.40 17.60 17.80 18.00

m/z 185.15   37.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  9-Octadecenoic acid, (E)-       Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.21   13.83 ng        1494310   Phenanthrene-d10           18.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenoic acid, (E)-           282 C18H34O2       000112-79-8 98
 2 Oleic Acid                          282 C18H34O2       000112-80-1 98
 3 trans-13-Octadecenoic acid          282 C18H34O2       000693-71-0 93
 4 9-octadecenoic acid, 2,2,2-trifl... 364 C20H35F3O2     1000376-54-3 72
 5 cis-Vaccenic acid                   282 C18H34O2       000506-17-2 55
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0

5000

m/z-->

Abundance Scan 2880 (20.209 min): BG033126.D (-2877) (-)
55
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5000

m/z-->

Abundance #129353: 9-Octadecenoic acid, (E)-
55
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5000

m/z-->

Abundance #129338: Oleic Acid
55
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50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #129357: trans-13-Octadecenoic acid
55
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111
29 264137 165 222193

19.80 20.00 20.20 20.40 20.60

m/z  55.05  100.00%

19.80 20.00 20.20 20.40 20.60

m/z  69.05   64.34%

19.80 20.00 20.20 20.40 20.60

m/z  83.05   57.02%

19.80 20.00 20.20 20.40 20.60

m/z  41.05   55.00%

19.80 20.00 20.20 20.40 20.60

m/z  97.05   42.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 12  unknown20.26                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.26   19.04 ng        2056650   Phenanthrene-d10           18.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 N-Cyclooct-4-enylacetamide          167 C10H17NO       170952-69-9 35
 2 Octadecanoic acid                   284 C18H36O2       000057-11-4 30
 3 Dodecanoic acid, 1-methylethyl e... 242 C15H30O2       010233-13-3 22
 4 N-Acetyl-.alpha.-aminooxy-propio... 175 C7H13NO4       091666-51-2 17
 5 Octadecanoic acid, propyl ester     326 C21H42O2       003634-92-2 16
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0

5000

m/z-->

Abundance Scan 2889 (20.262 min): BG033126.D (-2887) (-)
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5000

m/z-->

Abundance #35878: N-Cyclooct-4-enylacetamide
43 82

167108
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5000

m/z-->

Abundance #131260: Octadecanoic acid
43 73

129 284
97

185 241
213157

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #95885: Dodecanoic acid, 1-methylethyl ester
43
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181 242222

20.00 20.20 20.40 20.60

m/z  43.10  100.00%

20.00 20.20 20.40 20.60

m/z 102.05   46.82%

20.00 20.20 20.40 20.60

m/z  60.05   43.41%

20.00 20.20 20.40 20.60

m/z  55.05   43.01%

20.00 20.20 20.40 20.60

m/z  41.05   33.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 13  Octadecanoic acid               Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.31   43.34 ng        4681460   Phenanthrene-d10           18.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 94
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 81
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 74
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 59

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2897 (20.309 min): BG033126.D (-2895) (-)
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Abundance #131259: Octadecanoic acid
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Abundance #95854: Pentadecanoic acid
43 73

242129
97 199

171

0 50 100 150 200 250 300 350 400

5000
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Abundance #107549: n-Hexadecanoic acid
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20.00 20.20 20.40 20.60

m/z  73.05  100.00%

20.00 20.20 20.40 20.60

m/z  60.05   93.36%

20.00 20.20 20.40 20.60

m/z  43.10   77.72%

20.00 20.20 20.40 20.60

m/z  55.05   74.30%

20.00 20.20 20.40 20.60

m/z  41.05   55.33%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 14  Benzoic acid, undecyl ester     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.64   20.00 ng       10547800   Chrysene-d12               22.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzoic acid, undecyl ester         276 C18H28O2       006316-30-9 86
 2 Benzoic acid, hexyl ester           206 C13H18O2       006789-88-4 80
 3 Benzoic acid, octyl ester           234 C15H22O2       000094-50-8 80
 4 Benzoic acid, 10-chlorodecyl ester  296 C17H25ClO2     1000368-75-3 80
 5 Benzoic acid, heptyl ester          220 C14H20O2       007155-12-6 72
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5000

m/z-->

Abundance Scan 2953 (20.638 min): BG033126.D (-2949) (-)
123

77

55
16898 290207 246 430327145 358 399
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Abundance #124497: Benzoic acid, undecyl ester
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50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #65902: Benzoic acid, hexyl ester
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5000
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Abundance #89075: Benzoic acid, octyl ester
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20.40 20.60 20.80 21.00

m/z 123.05  100.00%

20.40 20.60 20.80 21.00

m/z 105.05   83.94%

20.40 20.60 20.80 21.00

m/z  77.05   45.37%

20.40 20.60 20.80 21.00

m/z  55.10   21.01%

20.40 20.60 20.80 21.00

m/z  41.05   18.02%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033126.D                                          
  Acq On    : 13 Mar 2018  19:35
  Operator  : SJ/JU
  Sample    : J1889-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
cis-1-Butyl-2-met...   9.06    20.0 ng   64731000  1   8.91 64731000  20.0
Hexanoic acid, 2-...  10.48    20.0 ng   10375900  2  11.80 10375900  20.0
n-Decanoic acid       13.82     6.2 ng    1720640  3  15.52 5540450  20.0
Cyclopropane, nonyl-  15.12    20.0 ng    5540450  3  15.52 5540450  20.0
1-Dodecanol           16.09    17.6 ng    4881160  3  15.52 5540450  20.0
Dodecanoic acid       16.34   226.0 ng   62613500  3  15.52 5540450  20.0
unknown16.68          16.88     5.9 ng    1633990  3  15.52 5540450  20.0
Tridecanoic acid      17.10    46.1 ng    4979960  4  18.30 2160400  20.0
Carbonic acid, he...  17.45  1199.1 ng   129525000  4  18.30 2160400  20.0
Tetradecanoic acid    17.72    20.0 ng    2160400  4  18.30 2160400  20.0
9-Octadecenoic ac...  20.21    13.8 ng    1494310  4  18.30 2160400  20.0
unknown20.26          20.26    19.0 ng    2056650  4  18.30 2160400  20.0
Octadecanoic acid     20.31    43.3 ng    4681460  4  18.30 2160400  20.0
Benzoic acid, und...  20.64    20.0 ng   10547800  5  22.64 10547800  20.0
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