
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096793.D                                          
  Acq On    : 15 Jul 2017   1:19
  Operator  : SJ/JU
  Sample    : I4187-03
  Misc      :  
  ALS Vial  : 16   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-BF071317.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   4.804   475  479  491 rVB   203364    280314  11.10%   1.351%
  2   5.240   548  553  556 rBV  2332412   2524645 100.00%  12.170%
  3   6.275   724  729  732 rBV  2168642   2130688  84.40%  10.271%
  4   6.398   745  750  753 rBV  2298676   2151390  85.22%  10.371%
  5   6.622   785  788  792 rBV   676595    564293  22.35%   2.720%
 
  6   6.781   811  815  818 rBV  1891918   1654154  65.52%   7.974%
  7   7.187   879  884  887 rBV  1463542   1365605  54.09%   6.583%
  8   7.904  1002 1006 1010 rBV  1079447    885553  35.08%   4.269%
  9   8.987  1185 1190 1193 rBV  2443755   2364056  93.64%  11.396%
 10   9.375  1253 1256 1259 rBV   200566    153023   6.06%   0.738%
 
 11   9.651  1299 1303 1307 rBV   874081    825597  32.70%   3.980%
 12  10.104  1377 1380 1383 rVB    34779     26469   1.05%   0.128%
 13  10.439  1433 1437 1440 rBV  1148690   1013894  40.16%   4.888%
 14  10.575  1457 1460 1469 rBV    46037     47824   1.89%   0.231%
 15  11.128  1551 1554 1557 rBV   666612    616905  24.44%   2.974%
 
 16  11.151  1557 1558 1561 rVB    44563     27975   1.11%   0.135%
 17  11.675  1642 1647 1651 rBV2   65822     78165   3.10%   0.377%
 18  12.333  1757 1759 1764 rVB    61866     58956   2.34%   0.284%
 19  12.563  1790 1798 1802 rBV    72640     84067   3.33%   0.405%
 20  12.716  1820 1824 1827 rBV  1452204   1297132  51.38%   6.253%
 
 21  13.622  1973 1978 1985 rBV2  173111    219621   8.70%   1.059%
 22  13.757  1995 2001 2004 rBV2  756771    746987  29.59%   3.601%
 23  13.863  2017 2019 2025 rBV6   15487     29111   1.15%   0.140%
 24  13.951  2032 2034 2038 rVB5   20220     26050   1.03%   0.126%
 25  14.180  2070 2073 2076 rBV5   15964     31379   1.24%   0.151%
 
 26  14.257  2083 2086 2095 rVB    90444    115125   4.56%   0.555%
 27  14.610  2140 2146 2148 rBV3   38954     54589   2.16%   0.263%
 28  14.674  2154 2157 2160 rVB2   52601     45567   1.80%   0.220%
 29  14.751  2168 2170 2174 rBV    29906     38714   1.53%   0.187%
 30  14.868  2185 2190 2196 rVB2  114392    209368   8.29%   1.009%
 
 31  15.027  2215 2217 2219 rVB    35631     28430   1.13%   0.137%
 32  15.139  2231 2236 2241 rBV   542845    652793  25.86%   3.147%
 33  15.463  2288 2291 2294 rBV5   21498     30551   1.21%   0.147%
 34  15.580  2308 2311 2315 rVB    57721     73795   2.92%   0.356%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096793.D                                          
  Acq On    : 15 Jul 2017   1:19
  Operator  : SJ/JU
  Sample    : I4187-03
  Misc      :  
  ALS Vial  : 16   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-BF071317.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.627  2315 2319 2325 rBV2   50265    103423   4.10%   0.499%
 
 36  16.039  2384 2389 2390 rBV5   20050     31997   1.27%   0.154%
 37  16.433  2452 2456 2459 rBV4   20814     35480   1.41%   0.171%
 38  16.545  2471 2475 2479 rBV4   21541     38271   1.52%   0.184%
 39  16.704  2495 2502 2503 rBV7   20647     46865   1.86%   0.226%
 40  17.821  2685 2692 2694 rBV7   15136     35518   1.41%   0.171%
 
 
 
                        Sum of corrected areas:    20744339
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096793.D                                          
  Acq On    : 15 Jul 2017   1:19
  Operator  : SJ/JU
  Sample    : I4187-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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\BF071417\
  Data File : BF096793.D                                          
  Acq On    : 15 Jul 2017   1:19
  Operator  : SJ/JU
  Sample    : I4187-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.80    9.94 ng         280314   1,4-Dichlorobenzene-d4      6.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 4 3-Hexanol                           102 C6H14O         000623-37-0 33
 5 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
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5000

m/z-->

Abundance Scan 478 (4.799 min): BF096793.D (-475) (-)
43

59

101
8353
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5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 833725 93
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5000

m/z-->

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

41
10129

53 73 86

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

4.40 4.60 4.80 5.00 5.20

m/z  42.95  100.00%

4.40 4.60 4.80 5.00 5.20

m/z  59.00   51.70%

4.40 4.60 4.80 5.00 5.20

m/z  58.00   14.62%

4.40 4.60 4.80 5.00 5.20

m/z 101.10   12.18%

4.40 4.60 4.80 5.00 5.20

m/z  41.10    8.30%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096793.D                                          
  Acq On    : 15 Jul 2017   1:19
  Operator  : SJ/JU
  Sample    : I4187-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.40                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.40   76.25 ng        2151390   1,4-Dichlorobenzene-d4      6.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
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5000

m/z-->

Abundance Scan 750 (6.398 min): BF096793.D (-745) (-)
132

68
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5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
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785131 38
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5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79 89 105 1246034

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

6.00 6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.00 6.20 6.40 6.60 6.80

m/z  68.10   38.13%

6.00 6.20 6.40 6.60 6.80

m/z 134.00   32.55%

6.00 6.20 6.40 6.60 6.80

m/z  66.00   24.59%

6.00 6.20 6.40 6.60 6.80

m/z  69.10   15.13%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096793.D                                          
  Acq On    : 15 Jul 2017   1:19
  Operator  : SJ/JU
  Sample    : I4187-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Dodecanoic acid                 Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.67    2.53 ng          78165   Phenanthrene-d10           11.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecanoic acid                     200 C12H24O2       000143-07-7 72
 2 Undecanoic acid                     186 C11H22O2       000112-37-8 64
 3 n-Capric acid isopropyl ester       214 C13H26O2       002311-59-3 59
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 59
 5 Octanoic acid, silver(1+) salt      250 C8H15AgO2      024927-67-1 53
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5000

m/z-->

Abundance Scan 1646 (11.669 min): BF096793.D (-1642) (-)
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m/z-->

Abundance #61117: Dodecanoic acid
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12929 85 200157
115101 143 171
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5000

m/z-->

Abundance #50052: Undecanoic acid
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129 14387

115101 157 18616
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5000

m/z-->

Abundance #72684: n-Capric acid isopropyl ester
43

27 60

73 102 155129 17387 115 143 199 214

11.40 11.60 11.80 12.00

m/z  60.00  100.00%

11.40 11.60 11.80 12.00

m/z  43.05   96.14%

11.40 11.60 11.80 12.00

m/z  41.05   83.81%

11.40 11.60 11.80 12.00

m/z  73.00   78.41%

11.40 11.60 11.80 12.00

m/z  55.00   74.41%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096793.D                                          
  Acq On    : 15 Jul 2017   1:19
  Operator  : SJ/JU
  Sample    : I4187-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1-Docosene                      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.62    5.88 ng         219621   Chrysene-d12               13.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Docosene                          308 C22H44         001599-67-3 95
 2 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 93
 3 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91
 4 Octacosanol                         410 C28H58O        000557-61-9 90
 5 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 90

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

5000

m/z-->

Abundance Scan 1978 (13.622 min): BF096793.D (-1973) (-)
57
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13939 163 230207
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5000

m/z-->

Abundance #151538: 1-Docosene
55

97

29
125

15372 308181

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

5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
57

97

12529
154 28323821079 182 334265

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

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57 83

111

29 139 167 308195 336222 250 280

13.40 13.60 13.80 14.00

m/z  57.05  100.00%

13.40 13.60 13.80 14.00

m/z  43.05   98.74%

13.40 13.60 13.80 14.00

m/z  55.05   98.03%

13.40 13.60 13.80 14.00

m/z  83.05   74.52%

13.40 13.60 13.80 14.00

m/z  97.10   64.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096793.D                                          
  Acq On    : 15 Jul 2017   1:19
  Operator  : SJ/JU
  Sample    : I4187-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Tricosyl trifluoroacetate       Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.26    3.08 ng         115125   Chrysene-d12               13.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tricosyl trifluoroacetate           436 C25H47F3O2     1000351-75-1 93
 2 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     959218-78-1 91
 3 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 91
 4 Pentafluoropropionic acid, octad... 416 C21H37F5O2     959261-25-7 91
 5 Heneicosyl heptafluorobutyrate      508 C25H43F7O2     1000351-83-8 91
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m/z-->

Abundance Scan 2087 (14.263 min): BF096793.D (-2083) (-)
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Abundance #223732: Tricosyl trifluoroacetate
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29 153 367 418322181 294210 238 264

50 100 150 200 250 300 350 400

5000
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Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
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5000

m/z-->

Abundance #227400: Heptadecyl heptafluorobutyrate
57

83

111

29
169139 238210 283 434

14.00 14.20 14.40 14.60

m/z  57.05  100.00%

14.00 14.20 14.40 14.60

m/z  43.10   88.48%

14.00 14.20 14.40 14.60

m/z  97.10   86.67%

14.00 14.20 14.40 14.60

m/z  55.00   85.84%

14.00 14.20 14.40 14.60

m/z  83.05   68.06%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096793.D                                          
  Acq On    : 15 Jul 2017   1:19
  Operator  : SJ/JU
  Sample    : I4187-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Heneicosane                     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.58    2.26 ng          73795   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 74
 2 2-Bromo dodecane                    248 C12H25Br       013187-99-0 72
 3 Heptadecane                         240 C17H36         000629-78-7 72
 4 Pentacosane                         352 C25H52         000629-99-2 72
 5 Tetratetracontane                   619 C44H90         007098-22-8 72

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

5000

m/z-->

Abundance Scan 2311 (15.580 min): BF096793.D (-2308) (-)
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113 169154 211194132 229 281253
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5000

m/z-->

Abundance #141426: Heneicosane
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41
113 141 169 296197 225 25326 268
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5000

m/z-->

Abundance #100330: 2-Bromo dodecane
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85
41

169113
128 14926 248

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

5000

m/z-->

Abundance #94346: Heptadecane
57

85

41

113 141 240169 19725 212

15.20 15.40 15.60 15.80

m/z  57.05  100.00%

15.20 15.40 15.60 15.80

m/z  71.05   59.48%

15.20 15.40 15.60 15.80

m/z  43.10   58.57%

15.20 15.40 15.60 15.80

m/z  85.10   47.31%

15.20 15.40 15.60 15.80

m/z  55.00   27.32%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096793.D                                          
  Acq On    : 15 Jul 2017   1:19
  Operator  : SJ/JU
  Sample    : I4187-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Trifluoroacetoxy hexadecane     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.63    3.17 ng         103423   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 83
 2 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 83
 3 Pentafluoropropionic acid, tetra... 360 C17H29F5O2     006222-06-6 83
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 80
 5 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 80
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096793.D                                          
  Acq On    : 15 Jul 2017   1:19
  Operator  : SJ/JU
  Sample    : I4187-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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...   4.80     9.9 ng     280314  1   6.62  564293  20.0
unknown6.40            6.40    76.3 ng    2151390  1   6.62  564293  20.0
Dodecanoic acid       11.67     2.5 ng      78165  4  11.13  616905  20.0
1-Docosene            13.62     5.9 ng     219621  5  13.76  746987  20.0
Tricosyl trifluor...  14.26     3.1 ng     115125  5  13.76  746987  20.0
Heneicosane           15.58     2.3 ng      73795  6  15.14  652793  20.0
Trifluoroacetoxy ...  15.63     3.2 ng     103423  6  15.14  652793  20.0
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