
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.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   5.251   535  538  553 rBV  1456886   1486427  36.12%   6.116%
  2   6.298   713  716  728 rBV  1064165    963984  23.43%   3.966%
  3   6.645   772  775  781 rBV   682954    556360  13.52%   2.289%
  4   6.804   798  802  805 rBV  2682784   2213295  53.79%   9.107%
  5   7.216   865  872  875 rBV  2172545   2032033  49.38%   8.361%
 
  6   7.934   990  994  997 rBV   958394    707125  17.18%   2.910%
  7   8.175  1031 1035 1043 rBV   134441    147309   3.58%   0.606%
  8   8.663  1113 1118 1128 rBV   299901    336993   8.19%   1.387%
  9   8.733  1128 1130 1141 rVB    40099     50575   1.23%   0.208%
 10   8.845  1146 1149 1153 rVV   105613     89009   2.16%   0.366%
 
 11   8.898  1155 1158 1162 rVB    59818     47057   1.14%   0.194%
 12   9.016  1174 1178 1181 rBV  4265315   3465857  84.23%  14.261%
 13   9.416  1242 1246 1249 rBV   301919    253002   6.15%   1.041%
 14   9.692  1289 1293 1296 rBV   954403    839898  20.41%   3.456%
 15  10.139  1366 1369 1375 rVB2  106006     99010   2.41%   0.407%
 
 16  10.416  1410 1416 1423 rBV    68267     85899   2.09%   0.353%
 17  10.486  1423 1428 1431 rBV  2362627   2361826  57.40%   9.718%
 18  10.922  1498 1502 1515 rBV   505025    528418  12.84%   2.174%
 19  11.174  1542 1545 1549 rBV  1076169    849338  20.64%   3.495%
 20  11.722  1634 1638 1645 rBV2  246983    271579   6.60%   1.117%
 
 21  12.504  1768 1771 1782 rBV    92217    110226   2.68%   0.454%
 22  12.651  1793 1796 1809 rBV   205936    221381   5.38%   0.911%
 23  12.774  1811 1817 1820 rBV  3936030   4114853 100.00%  16.931%
 24  13.674  1966 1970 1983 rBV   153528    227072   5.52%   0.934%
 25  13.815  1990 1994 1998 rBV   967989    826651  20.09%   3.401%
 
 26  14.298  2072 2076 2086 rBV2   37545     66610   1.62%   0.274%
 27  14.904  2176 2179 2185 rBV2   42534     48145   1.17%   0.198%
 28  15.221  2228 2233 2236 rBV   667383    797838  19.39%   3.283%
 29  15.257  2236 2239 2244 rVB    43704     54294   1.32%   0.223%
 30  15.651  2302 2306 2313 rBV2   29857     45524   1.11%   0.187%
 
 31  16.956  2521 2528 2532 rBV6   38151     84452   2.05%   0.347%
 32  17.062  2540 2546 2552 rVB5   43013     80939   1.97%   0.333%
 33  18.456  2775 2783 2792 rBV6   64813    167609   4.07%   0.690%
 34  18.609  2801 2809 2816 rBV6   26067     72644   1.77%   0.299%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    24303232
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  3-Phenylpropanol                Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.17    4.17 ng         147309   Naphthalene-d8              7.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Phenylpropanol                    136 C9H12O         000122-97-4 96
 2 3-Phenyl-1-propanol, acetate        178 C11H14O2       000122-72-5 80
 3 Benzene, 1-ethenyl-4-methyl-        118 C9H10          000622-97-9 64
 4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10          1000191-13-7 53
 5 1-Methoxy-3-phenylpropane           150 C10H14O        002046-33-5 50

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

5000

m/z-->

Abundance Scan 1034 (8.169 min): BF120245.D (-1031) (-)
91 117

776551
39 136105

58

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

5000

m/z-->

Abundance #16369: 3-Phenylpropanol
91 117

7765 13651 1033931
5814

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

5000

m/z-->

Abundance #43774: 3-Phenyl-1-propanol, acetate
117

91
43

10565 775127 58

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

5000

m/z-->

Abundance #8977: Benzene, 1-ethenyl-4-methyl-
118

91

10339 6551 775827 8418 110

7.80 8.00 8.20 8.40 8.60

m/z  91.00  100.00%

7.80 8.00 8.20 8.40 8.60

m/z 117.00   97.79%

7.80 8.00 8.20 8.40 8.60

m/z 118.00   56.96%

7.80 8.00 8.20 8.40 8.60

m/z  92.00   48.36%

7.80 8.00 8.20 8.40 8.60

m/z  77.00   20.93%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown8.66                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.66    9.53 ng         336993   Naphthalene-d8              7.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Butenoic acid, 2-propenylidene... 210 C11H14O4       055030-70-1 45
 2 Cyclopropanecarboxylic acid, 3-m... 154 C9H14O2        1000299-37-4 40
 3 Ethyl cyclopropanecarboxylate       114 C6H10O2        004606-07-9 38
 4 .alpha.-Hydroxyisocaproic acid      132 C6H12O3        000498-36-2 9 
 5 (+-)-3-hydroxybutyric acid, trif... 200 C6H7F3O4       1000374-31-1 9 

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1118 (8.663 min): BF120245.D (-1113) (-)
69

41

10387
55 154

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #69029: 2-Butenoic acid, 2-propenylidene ester
69

41
8627 55 126 14115 210

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #27753: Cyclopropanecarboxylic acid, 3-methylbut-2-enyl ester
69

41

53 8527 15496 112 137

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #7242: Ethyl cyclopropanecarboxylate
69

41
29 86

58 11415 99

8.40 8.60 8.80 9.00

m/z  69.00  100.00%

8.40 8.60 8.80 9.00

m/z  41.00   32.98%

8.40 8.60 8.80 9.00

m/z  39.00   20.68%

8.40 8.60 8.80 9.00

m/z  43.00   18.27%

8.40 8.60 8.80 9.00

m/z 103.00   16.30%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Phenol, 2,6-dimethoxy-          Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.85    2.12 ng          89009   Acenaphthene-d10            9.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 2,6-dimethoxy-              154 C8H10O3        000091-10-1 97
 2 3-Amino-2,6-dimethoxypyridine       154 C7H10N2O2      028020-37-3 70
 3 Phenol, 3,4-dimethoxy-              154 C8H10O3        002033-89-8 59
 4 Octahydro-1H-pyrido(1,2-c)pyrimi... 154 C8H14N2O       015932-63-5 47
 5 Phenol, 3,5-dimethoxy-              154 C8H10O3        000500-99-2 32

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

5000

m/z-->

Abundance Scan 1150 (8.851 min): BF120245.D (-1146) (-)
154

139

96 1116539 51 81
125

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

5000

m/z-->

Abundance #27407: Phenol, 2,6-dimethoxy-
154

139

11196
65

39 51 79
1252915

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

5000

m/z-->

Abundance #27289: 3-Amino-2,6-dimethoxypyridine
154

139
111

80
53422815 96 12566

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

5000

m/z-->

Abundance #27408: Phenol, 3,4-dimethoxy-
154

139

111

6939 55 9381 125

8.60 8.80 9.00 9.20

m/z 154.00  100.00%

8.60 8.80 9.00 9.20

m/z 139.00   48.09%

8.60 8.80 9.00 9.20

m/z  96.00   25.34%

8.60 8.80 9.00 9.20

m/z 111.00   23.53%

8.60 8.80 9.00 9.20

m/z  93.00   22.05%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Phenol, 3,4,5-trimethoxy-       Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.14    2.36 ng          99010   Acenaphthene-d10            9.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 3,4,5-trimethoxy-           184 C9H12O4        000642-71-7 96
 2 3,4-Dimethoxy-6-methylpyrocatechol  184 C9H12O4        054826-79-8 50
 3 Cyclopentene, 1,2-dimethyl-4-met... 184 C14H16         1000152-22-4 50
 4 3-Thiopheneacetic acid, 5-acetyl-   184 C8H8O3S        1000337-56-9 49
 5 2(1H)-Pyridinethione, 1-ethyl-3-... 169 C8H11NOS       024207-15-6 47

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 1369 (10.139 min): BF120245.D (-1366) (-)
169

184
141

69 111
126

5539 85 95 153

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #49268: Phenol, 3,4,5-trimethoxy-
169

184

141

69 111 126
5339 81 9515 15529

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #49271: 3,4-Dimethoxy-6-methylpyrocatechol
169 184

126 1416939 15453 958027 10915

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #48943: Cyclopentene, 1,2-dimethyl-4-methylene-3-phenyl-
169 184

15491
141

12828 1157739 51 65 105

9.80 10.00 10.20 10.40

m/z 169.00  100.00%

9.80 10.00 10.20 10.40

m/z 184.00   60.26%

9.80 10.00 10.20 10.40

m/z 141.00   53.11%

9.80 10.00 10.20 10.40

m/z  68.95   39.73%

9.80 10.00 10.20 10.40

m/z 111.00   33.42%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Benzenemethanol, 3,4,5-trim...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.42    2.05 ng          85899   Acenaphthene-d10            9.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenemethanol, 3,4,5-trimethoxy-  198 C10H14O4       003840-31-1 95
 2 2,3,4-Trimethoxybenzyl alcohol      198 C10H14O4       071989-96-3 76
 3 Benzoic acid, 4-hydroxy-3,5-dime... 198 C9H10O5        000530-57-4 49
 4 3-Hydroxy-4,5-dimethoxybenzoic acid 198 C9H10O5        001916-08-1 47
 5 Benzene, 1,1'-oxybis[4-methyl-      198 C14H14O        001579-40-4 46

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1417 (10.422 min): BF120245.D (-1410) (-)
198

127
95

18353 15510839 7765 137 169

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #59220: Benzenemethanol, 3,4,5-trimethoxy-
198

127
18395

15539 53 7715 140 1691116528

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #59217: 2,3,4-Trimethoxybenzyl alcohol
198

95

18316912339 7715 53 13965 15329 107

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #60226: Benzoic acid, 4-hydroxy-3,5-dimethoxy-
198

183
127109

6539 9381 15553 13729

10.20 10.40 10.60 10.80

m/z 198.10  100.00%

10.20 10.40 10.60 10.80

m/z 127.00   49.51%

10.20 10.40 10.60 10.80

m/z  95.00   38.71%

10.20 10.40 10.60 10.80

m/z 183.00   25.39%

10.20 10.40 10.60 10.80

m/z 123.00   23.11%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown10.92                    Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.92   12.44 ng         528418   Phenanthrene-d10           11.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Butenoic acid, 2-propenyl ester   126 C7H10O2        020474-93-5 40
 2 Oxazolidin-2-one, N-[(E)-butenoyl]- 155 C7H9NO3        1000156-45-5 40
 3 3,3,7-Trimethyl-4-oxa-7-octen-1-ol  172 C10H20O2       069161-47-3 38
 4 Cyclopropanecarboxylic acid,isob... 142 C8H14O2        064969-79-5 9 
 5 Ethyl cyclopropanecarboxylate       114 C6H10O2        004606-07-9 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 1502 (10.922 min): BF120245.D (-1498) (-)
69

41
87

103 155 17112858 189113

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #11181: 2-Butenoic acid, 2-propenyl ester
69

41

59 111862818 97 126

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #28006: Oxazolidin-2-one, N-[(E)-butenoyl]-
69

41

1558827 12756 140112100

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #39562: 3,3,7-Trimethyl-4-oxa-7-octen-1-ol
69

31
41

87 99
55 127117 154 172138

10.60 10.80 11.00 11.20

m/z  69.00  100.00%

10.60 10.80 11.00 11.20

m/z  41.05   21.65%

10.60 10.80 11.00 11.20

m/z  43.00   15.35%

10.60 10.80 11.00 11.20

m/z  87.00   15.16%

10.60 10.80 11.00 11.20

m/z  39.00   11.72%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.72    6.40 ng         271579   Phenanthrene-d10           11.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 90
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 64
 5 Oxalic acid, dodecyl propyl ester   300 C17H32O4       1000309-26-5 25

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

5000

m/z-->

Abundance Scan 1638 (11.722 min): BF120245.D (-1634) (-)
43 60 73

129

21397
115 171 185157 256227199143

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343

129

97 115 213 256157 171185143 199 227241

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

5000

m/z-->

Abundance #72643: Tridecanoic acid
736043

129

29 17111587
214185101 15714315 198

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343 60

129

29 87 199143 242115 185101 157 171 21315 226

11.40 11.60 11.80 12.00

m/z  43.00  100.00%

11.40 11.60 11.80 12.00

m/z  60.00   92.24%

11.40 11.60 11.80 12.00

m/z  57.05   87.30%

11.40 11.60 11.80 12.00

m/z  73.00   85.83%

11.40 11.60 11.80 12.00

m/z  55.00   74.48%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Octadecanoic acid               Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.50    2.67 ng         110226   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 93
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64
 3 Oxalic acid, propyl tetradecyl e... 328 C19H36O4       1000309-26-7 38
 4 Oxalic acid, allyl octadecyl ester  382 C23H42O4       1000309-24-5 20
 5 Oxalic acid, cyclobutyl hexadecy... 368 C22H40O4       1000309-70-6 18

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

5000

m/z-->

Abundance Scan 1770 (12.498 min): BF120245.D (-1768) (-)
43 7357

12987 185111 241

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

5000

m/z-->

Abundance #131261: Octadecanoic acid
7343 57

129

97
185 241115 284171143 199 227157 255213

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

5000

m/z-->

Abundance #84453: Tetradecanoic acid
73

43
57

129
29 228185

87 115 143101 171 199157 213

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

5000

m/z-->

Abundance #167553: Oxalic acid, propyl tetradecyl ester
43

57

71

85
241

11129
134 168 196153

12.20 12.40 12.60 12.80

m/z  43.00  100.00%

12.20 12.40 12.60 12.80

m/z  73.00   92.50%

12.20 12.40 12.60 12.80

m/z  57.00   88.74%

12.20 12.40 12.60 12.80

m/z  59.90   85.18%

12.20 12.40 12.60 12.80

m/z  55.00   78.84%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Cyclopropanecarboxylic acid...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.65    5.36 ng         221381   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopropanecarboxylic acid,isob... 142 C8H14O2        064969-79-5 59
 2 Ethyl cyclopropanecarboxylate       114 C6H10O2        004606-07-9 38
 3 3-Hexanol, 2,5-dimethyl-            130 C8H18O         019550-07-3 38
 4 2-Butenoic acid, hexyl ester        170 C10H18O2       019089-92-0 38
 5 2-Propenoic acid, 2-methyl-, 1-m... 128 C7H12O2        004655-34-9 36

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1796 (12.651 min): BF120245.D (-1793) (-)
69

41 15587
57 173103 131 189 213

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #19828: Cyclopropanecarboxylic acid,isobutyl ester
69

41

56 87

99

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #7239: Ethyl cyclopropanecarboxylate
69

41
8629

5815 11499

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13716: 3-Hexanol, 2,5-dimethyl-
69

43
87

55

27 12811215 98

12.40 12.60 12.80 13.00

m/z  68.95  100.00%

12.40 12.60 12.80 13.00

m/z  41.05   19.24%

12.40 12.60 12.80 13.00

m/z 155.00   16.76%

12.40 12.60 12.80 13.00

m/z  87.00   15.30%

12.40 12.60 12.80 13.00

m/z  43.00   15.26%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Trifluoroacetoxy hexadecane     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.67    5.49 ng         227072   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 91
 2 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 91
 3 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 91
 4 Heptafluorobutyric acid, hexadec... 438 C20H33F7O2     006385-15-5 91
 5 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 91

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1969 (13.668 min): BF120245.D (-1966) (-)
55

83

111

208 281

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57

97

12529
196 269154 224 32077

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #220104: Heptafluorobutyric acid, pentadecyl ester
57

83

111
21016929 139 255 406

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57

97

125
29

224196154 269 37077

13.40 13.60 13.80 14.00

m/z  54.95  100.00%

13.40 13.60 13.80 14.00

m/z  57.00   99.80%

13.40 13.60 13.80 14.00

m/z  43.00   95.19%

13.40 13.60 13.80 14.00

m/z  83.00   72.89%

13.40 13.60 13.80 14.00

m/z  97.10   60.39%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  1,15-Hexadecadiene              Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.96    2.12 ng          84452   Perylene-d12               15.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,15-Hexadecadiene                  222 C16H30         021964-51-2 64
 2 Pentadecanal-                       226 C15H30O        002765-11-9 52
 3 Palmitic acid, 9-hexadecenyl est... 478 C32H62O2       022393-90-4 50
 4 9-Octadecen-1-ol, (E)-              268 C18H36O        000506-42-3 49
 5 Bicyclo[4.1.0]heptane, 7-butyl-     152 C11H20         018645-10-8 46

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 2529 (16.962 min): BF120245.D (-2521) (-)
8257

110
281207137

165 355

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #79558: 1,15-Hexadecadiene
55

82

29
110

138 222194166

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #82955: Pentadecanal-
8257

29

109
137

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #232369: Palmitic acid, 9-hexadecenyl ester, (Z)-
8255

222

110
257

138
19416629

478282 321 366 392 421 449

16.60 16.80 17.00 17.20

m/z  82.05  100.00%

16.60 16.80 17.00 17.20

m/z  57.00   93.95%

16.60 16.80 17.00 17.20

m/z  55.00   92.49%

16.60 16.80 17.00 17.20

m/z  95.95   74.68%

16.60 16.80 17.00 17.20

m/z  43.00   69.83%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown17.06                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.06    2.03 ng          80939   Perylene-d12               15.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, 4-hexadecy... 386 C18H33Cl3O2    1000282-92-4 46
 2 Cetene                              224 C16H32         000629-73-2 38
 3 Hexadecyl methanesulfonate          320 C17H36O3S      020779-14-0 38
 4 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 38
 5 Chloroacetic acid, 4-hexadecyl e... 318 C18H35ClO2     1000282-93-2 38

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2546 (17.062 min): BF120245.D (-2540) (-)
57

257

83

207
111

129 239163 35540 282

50 100 150 200 250 300 350

5000

m/z-->

Abundance #205393: Trichloroacetic acid, 4-hexadecyl ester
55 83

111

224
29 139 196167 282 327

50 100 150 200 250 300 350

5000

m/z-->

Abundance #81244: Cetene
43

83

111

140 22419616866

50 100 150 200 250 300 350

5000

m/z-->

Abundance #161088: Hexadecyl methanesulfonate
83

57
111 224

139 19629 167

16.80 17.00 17.20 17.40

m/z  56.95  100.00%

16.80 17.00 17.20 17.40

m/z  43.00   80.39%

16.80 17.00 17.20 17.40

m/z  55.05   73.40%

16.80 17.00 17.20 17.40

m/z 257.20   73.05%

16.80 17.00 17.20 17.40

m/z  83.05   56.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Palmitic acid, 9-hexadeceny...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.46    4.20 ng         167609   Perylene-d12               15.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Palmitic acid, 9-hexadecenyl est... 478 C32H62O2       022393-90-4 64
 2 1,1'-Bicyclohexyl, 4-methyl-4'-p... 222 C16H30         092343-70-9 55
 3 1-Cyclohexylheptene                 180 C13H24         114614-83-4 49
 4 9-Octadecen-1-ol, (Z)-              268 C18H36O        000143-28-2 43
 5 11-Hexadecen-1-ol, acetate, (Z)-    282 C18H34O2       034010-21-4 38

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 2784 (18.462 min): BF120245.D (-2775) (-)
43 96

67

124 222 257283152 194

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #232369: Palmitic acid, 9-hexadecenyl ester, (Z)-
8255

222

110
257

138
19416629

478282 321 366 392 421 449

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #79571: 1,1'-Bicyclohexyl, 4-methyl-4'-propyl-
55

81

124 222

29

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #45720: 1-Cyclohexylheptene
55

96

123 180

18.20 18.40 18.60 18.80

m/z  43.00  100.00%

18.20 18.40 18.60 18.80

m/z  55.00   99.66%

18.20 18.40 18.60 18.80

m/z  57.00   90.49%

18.20 18.40 18.60 18.80

m/z  96.00   85.27%

18.20 18.40 18.60 18.80

m/z  82.00   65.36%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
  Data File : BF120245.D                                          
  Acq On    : 30 Apr 2020  17:55
  Operator  : MA/SJ
  Sample    : L2451-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.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|
----------------------------------------------------------------------------
3-Phenylpropanol       8.17     4.2 ng     147309  2   7.93  707125  20.0
unknown8.66            8.66     9.5 ng     336993  2   7.93  707125  20.0
Phenol, 2,6-dimet...   8.85     2.1 ng      89009  3   9.69  839898  20.0
Phenol, 3,4,5-tri...  10.14     2.4 ng      99010  3   9.69  839898  20.0
Benzenemethanol, ...  10.42     2.0 ng      85899  3   9.69  839898  20.0
unknown10.92          10.92    12.4 ng     528418  4  11.17  849338  20.0
n-Hexadecanoic acid   11.72     6.4 ng     271579  4  11.17  849338  20.0
Octadecanoic acid     12.50     2.7 ng     110226  5  13.82  826651  20.0
Cyclopropanecarbo...  12.65     5.4 ng     221381  5  13.82  826651  20.0
Trifluoroacetoxy ...  13.67     5.5 ng     227072  5  13.82  826651  20.0
1,15-Hexadecadiene    16.96     2.1 ng      84452  6  15.22  797838  20.0
unknown17.06          17.06     2.0 ng      80939  6  15.22  797838  20.0
Palmitic acid, 9-...  18.46     4.2 ng     167609  6  15.22  797838  20.0
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