
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF042117\
  Data File : BF094573.D                                          
  Acq On    : 21 Apr 2017  20:09
  Operator  : SJ/MA
  Sample    : I2786-04
  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-BF041717.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   3.907   332  335  349 rVB   241714    284370  10.19%   1.218%
  2   4.313   399  404  415 rBV  2164017   2241480  80.29%   9.597%
  3   5.390   582  587  602 rBV  2287624   2386628  85.49%  10.219%
  4   5.513   604  608  612 rBV  2494118   2398755  85.92%  10.270%
  5   5.760   646  650  654 rBV   679611    593674  21.27%   2.542%
 
  6   5.937   676  680  684 rBV  1946055   1909427  68.40%   8.175%
  7   6.413   755  761  764 rBV  1457012   1478196  52.95%   6.329%
  8   7.254   900  904  908 rBV   928102    800102  28.66%   3.426%
  9   8.578  1124 1129 1132 rBV  2879001   2791719 100.00%  11.953%
 10   9.078  1210 1214 1219 rBV   515313    453059  16.23%   1.940%
 
 11   9.389  1260 1267 1272 rBV   850102    874218  31.31%   3.743%
 12   9.983  1364 1368 1372 rVB    55710     54853   1.96%   0.235%
 13  10.260  1408 1415 1418 rBV2   19284     31133   1.12%   0.133%
 14  10.366  1428 1433 1438 rBV  1234458   1410757  50.53%   6.040%
 15  10.566  1464 1467 1470 rBV    70788     84297   3.02%   0.361%
 
 16  10.807  1505 1508 1511 rBV2   24452     31287   1.12%   0.134%
 17  11.125  1558 1562 1565 rBV    62323     62521   2.24%   0.268%
 18  11.160  1565 1568 1572 rVV2   26073     32612   1.17%   0.140%
 19  11.207  1572 1576 1579 rVV   828460    797033  28.55%   3.413%
 20  11.236  1579 1581 1584 rVB    38796     36802   1.32%   0.158%
 
 21  11.648  1648 1651 1654 rVB    54264     50730   1.82%   0.217%
 22  11.942  1698 1701 1708 rBV3   63659     98988   3.55%   0.424%
 23  12.154  1734 1737 1740 rVB    36857     36652   1.31%   0.157%
 24  12.695  1826 1829 1832 rVB    59071     53823   1.93%   0.230%
 25  12.971  1872 1876 1880 rVB    59171     66651   2.39%   0.285%
 
 26  13.183  1907 1912 1916 rBV  1994689   2315794  82.95%   9.915%
 27  14.354  2107 2111 2118 rBV4   58342    100991   3.62%   0.432%
 28  14.454  2123 2128 2132 rBV   680179    760340  27.24%   3.255%
 29  15.136  2240 2244 2249 rBV4   32748     46856   1.68%   0.201%
 30  15.677  2333 2336 2339 rBV    31019     42604   1.53%   0.182%
 
 31  15.848  2362 2365 2369 rBV2   58988     72059   2.58%   0.309%
 32  16.018  2391 2394 2397 rBV    30051     35233   1.26%   0.151%
 33  16.077  2400 2404 2413 rVV   673408    770689  27.61%   3.300%
 34  16.571  2484 2488 2492 rBV2   63997     85838   3.07%   0.368%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF042117\
  Data File : BF094573.D                                          
  Acq On    : 21 Apr 2017  20:09
  Operator  : SJ/MA
  Sample    : I2786-04
  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-BF041717.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  17.495  2642 2645 2651 rVB5   38616     65773   2.36%   0.282%
 
 
 
                        Sum of corrected areas:    23355944

8270-BF041717.M Mon Apr 24 01:53:13 2017                                              Page: 2

Instrument :
BNA_F
ClientSampleId :
BL-2(3)

Instrument :
BNA_F
ClientSampleId :
BL-2(3)



                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF042117\
  Data File : BF094573.D                                          
  Acq On    : 21 Apr 2017  20:09
  Operator  : SJ/MA
  Sample    : I2786-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.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\BF042117\
  Data File : BF094573.D                                          
  Acq On    : 21 Apr 2017  20:09
  Operator  : SJ/MA
  Sample    : I2786-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.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.
---------------------------------------------------------------------
  3.91    9.58 ng         284370   1,4-Dichlorobenzene-d4      5.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 335 (3.907 min): BF094573.D (-332) (-)
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 #8206: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 51 7337 83 95

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43

101
5815 31 51 86693725

3.60 3.80 4.00 4.20

m/z  42.95  100.00%

3.60 3.80 4.00 4.20

m/z  59.00   56.63%

3.60 3.80 4.00 4.20

m/z 101.10   20.04%

3.60 3.80 4.00 4.20

m/z  58.10   14.15%

3.60 3.80 4.00 4.20

m/z  41.00    8.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF042117\
  Data File : BF094573.D                                          
  Acq On    : 21 Apr 2017  20:09
  Operator  : SJ/MA
  Sample    : I2786-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown5.51                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.51   80.81 ng        2398760   1,4-Dichlorobenzene-d4      5.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 4 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 
 5 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 9 

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

5000

m/z-->

Abundance Scan 607 (5.507 min): BF094573.D (-604) (-)
132

68

96
40 75 1045447 61 87 115

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

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

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

5000

m/z-->

Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methyl-
132

104
63

7739 51 90 117

5.20 5.40 5.60 5.80

m/z 132.00  100.00%

5.20 5.40 5.60 5.80

m/z  68.10   41.29%

5.20 5.40 5.60 5.80

m/z 134.00   31.02%

5.20 5.40 5.60 5.80

m/z  66.00   24.96%

5.20 5.40 5.60 5.80

m/z  69.10   16.65%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF042117\
  Data File : BF094573.D                                          
  Acq On    : 21 Apr 2017  20:09
  Operator  : SJ/MA
  Sample    : I2786-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Heptacosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.57    2.12 ng          84297   Phenanthrene-d10           11.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane                         380 C27H56         000593-49-7 90
 2 Tetracosane                         338 C24H50         000646-31-1 87
 3 Hexadecane                          226 C16H34         000544-76-3 86
 4 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 86
 5 Tritetracontane                     605 C43H88         007098-21-7 86

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1468 (10.572 min): BF094573.D (-1464) (-)
57

85

113 141 183 207

50 100 150 200 250 300 350

5000

m/z-->

Abundance #202662: Heptacosane
57

85

29 113 141 169 197 225 253 380281 323 351

50 100 150 200 250 300 350

5000

m/z-->

Abundance #175557: Tetracosane
57

85

29
113 141 169 197 338225 253 281 309

50 100 150 200 250 300 350

5000

m/z-->

Abundance #83023: Hexadecane
57

85

29
113 141 226169 197

10.20 10.40 10.60 10.80

m/z  57.05  100.00%

10.20 10.40 10.60 10.80

m/z  71.10   62.27%

10.20 10.40 10.60 10.80

m/z  43.10   58.66%

10.20 10.40 10.60 10.80

m/z  85.10   38.68%

10.20 10.40 10.60 10.80

m/z  41.05   32.13%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF042117\
  Data File : BF094573.D                                          
  Acq On    : 21 Apr 2017  20:09
  Operator  : SJ/MA
  Sample    : I2786-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.94    2.48 ng          98988   Phenanthrene-d10           11.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 93
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 58
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 53
 5 3,5-Difluorobenzaldehyde carbamo... 199 C8H7F2N3O      163893-49-0 25

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

5000

m/z-->

Abundance Scan 1701 (11.942 min): BF094573.D (-1698) (-)
735743

12985
21398 185111 157143 171 199 256227

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 171 185143 199 227 241

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

5000

m/z-->

Abundance #95855: Pentadecanoic acid
736043

129
29 87 242199143 185115 157 171101 213

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

11.60 11.80 12.00 12.20

m/z  73.10  100.00%

11.60 11.80 12.00 12.20

m/z  57.00   93.53%

11.60 11.80 12.00 12.20

m/z  43.05   83.66%

11.60 11.80 12.00 12.20

m/z  41.05   82.85%

11.60 11.80 12.00 12.20

m/z  60.10   80.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF042117\
  Data File : BF094573.D                                          
  Acq On    : 21 Apr 2017  20:09
  Operator  : SJ/MA
  Sample    : I2786-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Trichloroacetic acid, penta...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.35    2.66 ng         100991   Chrysene-d12               14.45

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 81
 2 Trichloroacetic acid, tetradecyl... 358 C16H29Cl3O2    074339-52-9 81
 3 Acetic acid, chloro-, hexadecyl ... 318 C18H35ClO2     052132-58-8 74
 4 17-Pentatriacontene                 491 C35H70         006971-40-0 74
 5 9-Eicosene, (E)-                    280 C20H40         074685-29-3 62

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

5000

m/z-->

Abundance Scan 2110 (14.348 min): BF094573.D (-2107) (-)
5743 83 97

111
70

125
234189153 175 202139

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

5000

m/z-->

Abundance #197885: Trichloroacetic acid, pentadecyl ester
43 57

83
97

70
111

29
125

139153 182 210167

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

5000

m/z-->

Abundance #189051: Trichloroacetic acid, tetradecyl ester
43 57

83

97
70

11129
125

139 168 196153 241

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

5000

m/z-->

Abundance #159656: Acetic acid, chloro-, hexadecyl ester
69 8355

97

41
111

125
140 224154 196168 183 269

14.00 14.20 14.40 14.60

m/z  57.00  100.00%

14.00 14.20 14.40 14.60

m/z  55.05   96.59%

14.00 14.20 14.40 14.60

m/z  43.10   90.17%

14.00 14.20 14.40 14.60

m/z  83.05   82.28%

14.00 14.20 14.40 14.60

m/z  97.10   78.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF042117\
  Data File : BF094573.D                                          
  Acq On    : 21 Apr 2017  20:09
  Operator  : SJ/MA
  Sample    : I2786-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Heneicosane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.57    2.23 ng          85838   Perylene-d12               16.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 87
 2 Hexacosane                          366 C26H54         000630-01-3 87
 3 Heptadecane                         240 C17H36         000629-78-7 86
 4 Tridecanol, 2-ethyl-2-methyl-       242 C16H34O        1000115-66-1 86
 5 Docosane                            310 C22H46         000629-97-0 86

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2488 (16.571 min): BF094573.D (-2484) (-)
57

85

113
264169 231141 202 326283

50 100 150 200 250 300 350

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

50 100 150 200 250 300 350

5000

m/z-->

Abundance #94346: Heptadecane
57

85

29
113 141 240169 197

16.20 16.40 16.60 16.80

m/z  57.10  100.00%

16.20 16.40 16.60 16.80

m/z  71.05   86.22%

16.20 16.40 16.60 16.80

m/z  43.05   55.43%

16.20 16.40 16.60 16.80

m/z  85.05   52.93%

16.20 16.40 16.60 16.80

m/z  55.05   23.72%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF042117\
  Data File : BF094573.D                                          
  Acq On    : 21 Apr 2017  20:09
  Operator  : SJ/MA
  Sample    : I2786-04
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.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...   3.91     9.6 ng     284370  1   5.76  593674  20.0
unknown5.51            5.51    80.8 ng    2398760  1   5.76  593674  20.0
Heptacosane           10.57     2.1 ng      84297  4  11.21  797033  20.0
n-Hexadecanoic acid   11.94     2.5 ng      98988  4  11.21  797033  20.0
Trichloroacetic a...  14.35     2.7 ng     100991  5  14.45  760340  20.0
Heneicosane           16.57     2.2 ng      85838  6  16.08  770689  20.0
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