
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   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-BF100516.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   5.171   246  248  251 rBV   465634    465505   7.07%   0.980%
  2   5.594   282  285  287 rBV  2324181   1962450  29.82%   4.133%
  3   6.611   371  374  376 rBV  1612788   1402207  21.30%   2.953%
  4   6.749   384  386  389 rBV  2666494   3127704  47.52%   6.587%
  5   6.989   404  407  409 rBV  1238379   1260955  19.16%   2.656%
 
  6   7.149   418  421  423 rVB  3141188   4079522  61.98%   8.591%
  7   7.549   453  456  458 rBV  3550298   3492225  53.06%   7.355%
  8   7.994   492  495  502 rBV2  132395    202287   3.07%   0.426%
  9   8.269   517  519  522 rBV  1438852   1730886  26.30%   3.645%
 10   9.183   596  599  602 rBV   249528    260879   3.96%   0.549%
 
 11   9.355   611  614  616 rBV  7110345   6423065  97.59%  13.527%
 12   9.743   646  648  650 rVB   393767    323209   4.91%   0.681%
 13  10.040   671  674  676 rVB  1774630   2088301  31.73%   4.398%
 14  10.257   688  693  695 rBV  2143446   2788690  42.37%   5.873%
 15  10.829   740  743  745 rBV  3016166   3069703  46.64%   6.465%
 
 16  10.875   745  747  751 rVV3   61596    115203   1.75%   0.243%
 17  10.943   751  753  757 rVB    91100    127529   1.94%   0.269%
 18  11.195   773  775  777 rBV   399233    543176   8.25%   1.144%
 19  11.389   790  792  794 rBV2   61936     70879   1.08%   0.149%
 20  11.526   801  804  806 rBV  2702505   2243997  34.09%   4.726%
 
 21  12.052   848  850  852 rBV   737641    671713  10.21%   1.415%
 22  12.623   898  900  907 rBV3   38164     85536   1.30%   0.180%
 23  12.761   908  912  917 rBV   175907    294891   4.48%   0.621%
 24  12.841   917  919  926 rVB   425203    454721   6.91%   0.958%
 25  13.115   941  943  946 rBV  4764015   6581675 100.00%  13.861%
 
 26  13.686   991  993  999 rVB2   41212     69432   1.05%   0.146%
 27  14.018  1019 1022 1026 rBV   193051    254185   3.86%   0.535%
 28  14.178  1032 1036 1038 rBV  1230704   1714167  26.04%   3.610%
 29  15.584  1156 1159 1163 rVB2   36752     92506   1.41%   0.195%
 30  15.664  1163 1166 1169 rBV   723854   1110118  16.87%   2.338%
 
 31  16.441  1226 1234 1235 rBV6   25857    118982   1.81%   0.251%
 32  16.521  1238 1241 1252 rVB    66420    180103   2.74%   0.379%
 33  18.898  1444 1449 1452 rBV3   24858     77776   1.18%   0.164%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   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-BF100516.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
                        Sum of corrected areas:    47484177
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.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_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.17    7.38 ng         465505   1,4-Dichlorobenzene-d4      6.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 38
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 33
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 248 (5.171 min): BF090468.D (-246) (-)
43

59

101
835337 69

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8337 53 67 9177

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
59

101
4131 836915 53

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59

41
10129

53 73 86

4.80 5.00 5.20 5.40 5.60

m/z  43.10  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.10   58.62%

4.80 5.00 5.20 5.40 5.60

m/z 101.10   17.54%

4.80 5.00 5.20 5.40 5.60

m/z  58.10   16.42%

4.80 5.00 5.20 5.40 5.60

m/z  41.10    8.53%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.75                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.75   49.61 ng        3127700   1,4-Dichlorobenzene-d4      6.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 10
 5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 9 
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5000

m/z-->

Abundance Scan 386 (6.749 min): BF090468.D (-384) (-)
132

68

96
40 54 78 106
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5000

m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775139 11527 8914

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

10533 44
7060 80 115

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

189158

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   56.84%

6.40 6.60 6.80 7.00

m/z  66.10   34.25%

6.40 6.60 6.80 7.00

m/z 134.00   32.15%

6.40 6.60 6.80 7.00

m/z  69.10   21.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Octanoic acid                   Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.99    2.34 ng         202287   Naphthalene-d8              8.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octanoic acid                       144 C8H16O2        000124-07-2 72
 2 Hexanoic acid                       116 C6H12O2        000142-62-1 53
 3 Octanoic acid, silver(1+) salt      250 C8H15AgO2      024927-67-1 49
 4 Heptanoic acid                      130 C7H14O2        000111-14-8 40
 5 Propanedioic acid, propyl-          146 C6H10O4        000616-62-6 40

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 495 (7.994 min): BF090468.D (-492) (-)
60

41
11385

131

50 100 150 200 250 300 350

5000

m/z-->

Abundance #20839: Octanoic acid
60

41

85
115 144

50 100 150 200 250 300 350

5000

m/z-->

Abundance #8068: Hexanoic acid
60

41 87
11618

50 100 150 200 250 300 350

5000

m/z-->

Abundance #102674: Octanoic acid, silver(1+) salt
60

127

41
85

109 359216 249 273

7.60 7.80 8.00 8.20 8.40

m/z  60.10  100.00%

7.60 7.80 8.00 8.20 8.40

m/z  73.10   68.09%

7.60 7.80 8.00 8.20 8.40

m/z  43.10   43.32%

7.60 7.80 8.00 8.20 8.40

m/z  41.10   36.14%

7.60 7.80 8.00 8.20 8.40

m/z  55.10   32.26%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heptanoic acid                  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.18    2.50 ng         260879   Acenaphthene-d10           10.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptanoic acid                      130 C7H14O2        000111-14-8 59
 2 Hexanoic acid                       116 C6H12O2        000142-62-1 49
 3 Xylose                              150 C5H10O5        000058-86-6 47
 4 Octanoic acid, silver(1+) salt      250 C8H15AgO2      024927-67-1 47
 5 Pentanoic acid                      102 C5H10O2        000109-52-4 46

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

5000

m/z-->

Abundance Scan 599 (9.183 min): BF090468.D (-596) (-)
60 73

43

129
87 11597 14351 107

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

5000

m/z-->

Abundance #13417: Heptanoic acid
60

73

43
8729

10118 113 13051

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

5000

m/z-->

Abundance #8068: Hexanoic acid
60

73

41 8727
99 11618

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

5000

m/z-->

Abundance #24044: Xylose
73

60

43

86 105 11951 133 15097

8.80 9.00 9.20 9.40 9.60

m/z  60.10  100.00%

8.80 9.00 9.20 9.40 9.60

m/z  73.10   93.94%

8.80 9.00 9.20 9.40 9.60

m/z  43.10   48.42%

8.80 9.00 9.20 9.40 9.60

m/z  41.10   46.17%

8.80 9.00 9.20 9.40 9.60

m/z  57.10   45.42%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.26   26.71 ng        2788690   Acenaphthene-d10           10.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecanoic acid                     200 C12H24O2       000143-07-7 94
 2 Undecanoic acid                     186 C11H22O2       000112-37-8 90
 3 Nonanoic acid                       158 C9H18O2        000112-05-0 52
 4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS        029926-41-8 47
 5 Hexanoic acid                       116 C6H12O2        000142-62-1 46

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 693 (10.257 min): BF090468.D (-688) (-)
7360

43

85 129
15711597 171143 200183

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #61117: Dodecanoic acid
7360

43

12929 85 200157
115101 143 171

183

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #50051: Undecanoic acid
60 73

43

12929 85 143
18611597 15718 169

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #30180: Nonanoic acid
60 73

41

29
115

12987 98
15815

10.00 10.20 10.40 10.60

m/z  73.10  100.00%

10.00 10.20 10.40 10.60

m/z  60.10   90.83%

10.00 10.20 10.40 10.60

m/z  43.10   59.57%

10.00 10.20 10.40 10.60

m/z  41.10   50.90%

10.00 10.20 10.40 10.60

m/z  55.10   50.59%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Tetradecanoic acid              Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.19    4.84 ng         543176   Phenanthrene-d10           11.53

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 94
 2 Dodecanoic acid                     200 C12H24O2       000143-07-7 80
 3 Undecanoic acid                     186 C11H22O2       000112-37-8 64
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 64
 5 11-Bromoundecanoic acid             264 C11H21BrO2     002834-05-1 40

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 775 (11.195 min): BF090468.D (-773) (-)
73

60

43
129

185
85

97 115 143 171 228199157

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #84454: Tetradecanoic acid
736043

22812929

18585
97 115 143 171 199157 21115

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #61122: Dodecanoic acid
73

60

43 129
85 157

115101 143 171 200
183

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #50053: Undecanoic acid
60 73

43

29
12985 143

18611597 157169

10.80 11.00 11.20 11.40 11.60

m/z  73.10  100.00%

10.80 11.00 11.20 11.40 11.60

m/z  60.10   80.49%

10.80 11.00 11.20 11.40 11.60

m/z  43.10   58.13%

10.80 11.00 11.20 11.40 11.60

m/z  57.10   57.03%

10.80 11.00 11.20 11.40 11.60

m/z  55.10   51.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.05    5.99 ng         671713   Phenanthrene-d10           11.53

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 86
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 80
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 76
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 62

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

5000

m/z-->

Abundance Scan 850 (12.052 min): BF090468.D (-848) (-)
736043

129
97 115 213157171185143 256199 227

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

5000

m/z-->

Abundance #107548: n-Hexadecanoic acid
43 7360

29 256
129

21397 115 157 171185 227143 199 240

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

5000

m/z-->

Abundance #95854: Pentadecanoic acid
43 7360

29

242129
87 199115 143101 185171157 213226

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

11.80 12.00 12.20 12.40

m/z  73.10  100.00%

11.80 12.00 12.20 12.40

m/z  60.05   81.41%

11.80 12.00 12.20 12.40

m/z  43.10   79.34%

11.80 12.00 12.20 12.40

m/z  57.10   69.12%

11.80 12.00 12.20 12.40

m/z  55.10   59.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  14-Pentadecenoic acid           Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.76    2.63 ng         294891   Phenanthrene-d10           11.53

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 14-Pentadecenoic acid               240 C15H28O2       017351-34-7 90
 2 Oleic Acid                          282 C18H34O2       000112-80-1 87
 3 cis-9-Hexadecenoic acid             254 C16H30O2       1000333-19-5 64
 4 cis-Vaccenic acid                   282 C18H34O2       000506-17-2 60
 5 9-Octadecenoic acid, (E)-           282 C18H34O2       000112-79-8 60

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

5000

m/z-->

Abundance Scan 912 (12.761 min): BF090468.D (-908) (-)
55
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125 152166 264180 221207

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

5000

m/z-->

Abundance #94120: 14-Pentadecenoic acid
55

69

8341 97

111 138 22218015227 166 204 240

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

5000

m/z-->

Abundance #129338: Oleic Acid
55 69 83

97

111
264125 151 222165180 282207 236

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

5000

m/z-->

Abundance #105678: cis-9-Hexadecenoic acid
55
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12.40 12.60 12.80 13.00

m/z  55.10  100.00%

12.40 12.60 12.80 13.00

m/z  69.10   74.43%

12.40 12.60 12.80 13.00

m/z  41.10   69.48%

12.40 12.60 12.80 13.00

m/z  83.10   54.89%

12.40 12.60 12.80 13.00

m/z  43.10   50.95%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Octadecanoic acid               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.84    4.05 ng         454721   Phenanthrene-d10           11.53

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 90
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 70
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5000

m/z-->

Abundance Scan 919 (12.841 min): BF090468.D (-917) (-)
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5000

m/z-->

Abundance #131261: Octadecanoic acid
7343
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185 241 284

207157
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5000

m/z-->

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43

73

284
12997 185 241213157 265 311 372
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5000

m/z-->

Abundance #95855: Pentadecanoic acid
7343
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24219997
157

180

12.60 12.80 13.00 13.20

m/z  73.10  100.00%

12.60 12.80 13.00 13.20

m/z  43.10   88.19%

12.60 12.80 13.00 13.20

m/z  57.10   84.58%

12.60 12.80 13.00 13.20

m/z  60.05   81.02%

12.60 12.80 13.00 13.20

m/z  55.10   70.38%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Ethanol, 2-(tetradecyloxy)-     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.02    2.97 ng         254185   Chrysene-d12               14.18

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 91
 2 Nonadecyl pentafluoropropionate     430 C22H39F5O2     1000351-88-8 91
 3 Eicosyl pentafluoropropionate       444 C23H41F5O2     1000351-80-8 91
 4 Eicosyl heptafluorobutyrate         494 C24H41F7O2     1000351-83-5 91
 5 Pentafluoropropionic acid, octad... 416 C21H37F5O2     959261-25-7 90

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1022 (14.018 min): BF090468.D (-1019) (-)
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5000

m/z-->

Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
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196168139 227 258
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5000

m/z-->

Abundance #222139: Nonadecyl pentafluoropropionate
57 97
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29 153 266182 412311238210
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5000

m/z-->

Abundance #225763: Eicosyl pentafluoropropionate
57
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125
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13.60 13.80 14.00 14.20 14.40

m/z  57.10  100.00%

13.60 13.80 14.00 14.20 14.40

m/z  43.10   74.84%

13.60 13.80 14.00 14.20 14.40

m/z  83.10   62.81%

13.60 13.80 14.00 14.20 14.40

m/z  69.10   60.17%

13.60 13.80 14.00 14.20 14.40

m/z  55.10   59.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown16.44                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.44    2.14 ng         118982   Perylene-d12               15.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Fumaric acid, 3-heptyl hexyl ester  298 C17H30O4       1000348-68-3 27
 2 Lauric acid, 3,4-dichlorophenyl ... 344 C18H26Cl2O2    1000357-92-7 27
 3 Dodecanoic acid, ethenyl ester      226 C14H26O2       002146-71-6 27
 4 Fumaric acid, 4-heptyl hexyl ester  298 C17H30O4       1000348-51-5 27
 5 5-Hydrazinocarbonyl-1H-imidazole... 183 C6H9N5O2       1000318-13-3 22

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1234 (16.441 min): BF090468.D (-1226) (-)
18357
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257 403152121 283208

77

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #142795: Fumaric acid, 3-heptyl hexyl ester
183

99
55

29 215138157118 241

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #179726: Lauric acid, 3,4-dichlorophenyl ester
183

57

162
85

10929 133 344204

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #82792: Dodecanoic acid, ethenyl ester
43 183

71

95
123 155 211

16.20 16.40 16.60 16.80

m/z 183.10  100.00%

16.20 16.40 16.60 16.80

m/z  57.10   85.63%

16.20 16.40 16.60 16.80

m/z  43.10   81.53%

16.20 16.40 16.60 16.80

m/z  98.10   41.03%

16.20 16.40 16.60 16.80

m/z  55.10   39.52%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown16.52                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.52    3.24 ng         180103   Perylene-d12               15.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Dibenzofuranamine                 183 C12H9NO        003693-22-9 47
 2 Lauric acid, 3,4-dichlorophenyl ... 344 C18H26Cl2O2    1000357-92-7 43
 3 Fumaric acid, isohexyl 4-octyl e... 312 C18H32O4       1000339-21-6 40
 4 3-Dibenzofuranamine                 183 C12H9NO        004106-66-5 38
 5 Fumaric acid, cyclobutyl isohexy... 254 C14H22O4       1000345-03-5 38

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance Scan 1241 (16.521 min): BF090468.D (-1238) (-)
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5000
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Abundance #47983: 2-Dibenzofuranamine
183

127 154102
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5000
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Abundance #179726: Lauric acid, 3,4-dichlorophenyl ester
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5000

m/z-->

Abundance #154567: Fumaric acid, isohexyl 4-octyl ester
183

85
11243 211129 155 29767 22926
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m/z 183.15  100.00%

16.20 16.40 16.60 16.80

m/z  57.10   73.61%

16.20 16.40 16.60 16.80

m/z  43.10   56.76%

16.20 16.40 16.60 16.80

m/z  98.10   37.36%
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m/z  71.10   33.65%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
  Data File : BF090468.D                                          
  Acq On    :  8 Oct 2016   5:32
  Operator  : UM/SJ
  Sample    : H5120-04
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.17     7.4 ng     465505  1   6.99 1260960  20.0
unknown6.75            6.75    49.6 ng    3127700  1   6.99 1260960  20.0
Octanoic acid          7.99     2.3 ng     202287  2   8.27 1730890  20.0
Heptanoic acid         9.18     2.5 ng     260879  3  10.04 2088300  20.0
Dodecanoic acid       10.26    26.7 ng    2788690  3  10.04 2088300  20.0
Tetradecanoic acid    11.19     4.8 ng     543176  4  11.53 2244000  20.0
n-Hexadecanoic acid   12.05     6.0 ng     671713  4  11.53 2244000  20.0
14-Pentadecenoic ...  12.76     2.6 ng     294891  4  11.53 2244000  20.0
Octadecanoic acid     12.84     4.0 ng     454721  4  11.53 2244000  20.0
Ethanol, 2-(tetra...  14.02     3.0 ng     254185  5  14.18 1714170  20.0
unknown16.44          16.44     2.1 ng     118982  6  15.68 1110120  20.0
unknown16.52          16.52     3.2 ng     180103  6  15.68 1110120  20.0
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