
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
  Data File : BF097150.D                                          
  Acq On    : 28 Jul 2017  13:15
  Operator  : SJ/JU
  Sample    : I4397-04
  Misc      :  
  ALS Vial  : 10   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-BF072517.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   2.646   127  129  141 rBV   130490    279718   9.72%   1.149%
  2   4.634   463  467  480 rBV   177654    287368   9.99%   1.180%
  3   5.087   540  544  561 rBV  2360599   2790651  97.01%  11.458%
  4   6.151   720  725  739 rBV  2394209   2876531 100.00%  11.811%
  5   6.263   739  744  747 rBV  2638069   2542643  88.39%  10.440%
 
  6   6.487   779  782  787 rBV   826236    693148  24.10%   2.846%
  7   6.645   804  809  812 rBV  1970131   1877361  65.26%   7.708%
  8   7.057   874  879  882 rBV  1884228   1798087  62.51%   7.383%
  9   7.198   898  903  912 rVB    77155     93391   3.25%   0.383%
 10   7.692   984  987  996 rBV    56949     67377   2.34%   0.277%
 
 11   7.769   996 1000 1004 rVV  1123017    959830  33.37%   3.941%
 12   7.804  1004 1006 1009 rVB    41890     33120   1.15%   0.136%
 13   8.851  1178 1184 1187 rBV  2598447   2400785  83.46%   9.858%
 14   9.245  1247 1251 1257 rBV   586679    471950  16.41%   1.938%
 15   9.516  1292 1297 1301 rBV  1008751    894220  31.09%   3.672%
 
 16   9.969  1371 1374 1377 rBV    95729     74798   2.60%   0.307%
 17  10.186  1406 1411 1414 rBV2   28743     41746   1.45%   0.171%
 18  10.298  1427 1430 1434 rBV  1237661   1248830  43.41%   5.128%
 19  10.439  1451 1454 1461 rBV   140592    156827   5.45%   0.644%
 20  10.886  1526 1530 1532 rBV    73077     59690   2.08%   0.245%
 
 21  10.986  1543 1547 1550 rBV   793685    692807  24.08%   2.845%
 22  11.010  1550 1551 1556 rVB   104171     60783   2.11%   0.250%
 23  11.545  1639 1642 1644 rBV    94720     78756   2.74%   0.323%
 24  12.192  1748 1752 1757 rBV   155122    131117   4.56%   0.538%
 25  12.321  1771 1774 1784 rBV2   46911     74171   2.58%   0.305%
 
 26  12.416  1786 1790 1794 rVV   234353    211795   7.36%   0.870%
 27  12.574  1812 1817 1820 rBV  1490977   1478760  51.41%   6.072%
 28  13.051  1890 1898 1904 rBV9   17293     46891   1.63%   0.193%
 29  13.116  1906 1909 1912 rBV    59569     55247   1.92%   0.227%
 30  13.480  1965 1971 1978 rBV2  151882    212873   7.40%   0.874%
 
 31  13.610  1986 1993 1996 rBV   663774    676416  23.51%   2.777%
 32  13.715  2008 2011 2014 rBV4   23987     35495   1.23%   0.146%
 33  14.604  2158 2162 2169 rBV    81870    149157   5.19%   0.612%
 34  14.857  2202 2205 2209 rVB    45023     53445   1.86%   0.219%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
  Data File : BF097150.D                                          
  Acq On    : 28 Jul 2017  13:15
  Operator  : SJ/JU
  Sample    : I4397-04
  Misc      :  
  ALS Vial  : 10   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-BF072517.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  14.904  2210 2213 2218 rBV    64850     76536   2.66%   0.314%
 
 36  14.957  2218 2222 2229 rBV   457600    587576  20.43%   2.413%
 37  15.186  2259 2261 2267 rBV6   23067     40699   1.41%   0.167%
 38  16.586  2497 2499 2503 rBV5   27345     44278   1.54%   0.182%
 
 
                        Sum of corrected areas:    24354873
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
  Data File : BF097150.D                                          
  Acq On    : 28 Jul 2017  13:15
  Operator  : SJ/JU
  Sample    : I4397-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.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\BF072817\
  Data File : BF097150.D                                          
  Acq On    : 28 Jul 2017  13:15
  Operator  : SJ/JU
  Sample    : I4397-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Propane, 2-methyl-2-(1-meth...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.63    8.29 ng         287368   1,4-Dichlorobenzene-d4      6.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 53
 2 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 466 (4.628 min): BF097150.D (-463) (-)
43.0

59.0

101.1
83.050.9 69.1

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0 93.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8358: 2-Hexanol, 2-methyl-
59.0

43.0 101.031.0 83.069.015.0 51.0

4.20 4.40 4.60 4.80 5.00

m/z  43.00  100.00%

4.20 4.40 4.60 4.80 5.00

m/z  59.00   51.42%

4.20 4.40 4.60 4.80 5.00

m/z 101.10   13.77%

4.20 4.40 4.60 4.80 5.00

m/z  58.00   13.64%

4.20 4.40 4.60 4.80 5.00

m/z  41.10    8.33%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
  Data File : BF097150.D                                          
  Acq On    : 28 Jul 2017  13:15
  Operator  : SJ/JU
  Sample    : I4397-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.26                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.26   73.37 ng        2542640   1,4-Dichlorobenzene-d4      6.49

 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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

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

5000

m/z-->

Abundance Scan 743 (6.257 min): BF097150.D (-739) (-)
132.0

68.1

96.140.1 54.0
85.0 115.0

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

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
132.0

67.0

41.0 97.0
53.0 117.0

79.0

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.00 6.20 6.40 6.60

m/z 132.00  100.00%

6.00 6.20 6.40 6.60

m/z  68.10   43.19%

6.00 6.20 6.40 6.60

m/z 134.10   31.89%

6.00 6.20 6.40 6.60

m/z  65.95   28.05%

6.00 6.20 6.40 6.60

m/z  69.05   17.05%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
  Data File : BF097150.D                                          
  Acq On    : 28 Jul 2017  13:15
  Operator  : SJ/JU
  Sample    : I4397-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Tridecane                       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.44    4.53 ng         156827   Phenanthrene-d10           10.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane                           184 C13H28         000629-50-5 90
 2 Hexadecane                          226 C16H34         000544-76-3 87
 3 Pentadecane                         212 C15H32         000629-62-9 86
 4 Eicosane                            282 C20H42         000112-95-8 86
 5 Nonadecane                          268 C19H40         000629-92-5 80

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 1454 (10.439 min): BF097150.D (-1451) (-)
57.1

85.0

113.239.0 141.2

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #48835: Tridecane
57.0

85.0
29.0

113.0 184.0141.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #83025: Hexadecane
57.0

85.0
29.0

113.0 141.0 169.0 226.0197.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #71393: Pentadecane
57.0

85.0

29.0
113.0 141.0 212.0169.0

10.20 10.40 10.60 10.80

m/z  57.10  100.00%

10.20 10.40 10.60 10.80

m/z  43.05   71.33%

10.20 10.40 10.60 10.80

m/z  71.05   46.41%

10.20 10.40 10.60 10.80

m/z  85.05   31.29%

10.20 10.40 10.60 10.80

m/z  41.00   27.88%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
  Data File : BF097150.D                                          
  Acq On    : 28 Jul 2017  13:15
  Operator  : SJ/JU
  Sample    : I4397-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.55    2.27 ng          78756   Phenanthrene-d10           10.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 83
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 59
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 53

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

5000

m/z-->

Abundance Scan 1643 (11.551 min): BF097150.D (-1639) (-)
60.0

129.1
83.1

213.2157.0 185.139.0

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

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

5000

m/z-->

Abundance #84452: Tetradecanoic acid
73.0

43.0

129.0

185.0
97.0 228.0

157.0 209.015.0

11.20 11.40 11.60 11.80

m/z  60.00  100.00%

11.20 11.40 11.60 11.80

m/z  43.00   97.70%

11.20 11.40 11.60 11.80

m/z  57.00   96.71%

11.20 11.40 11.60 11.80

m/z  73.00   88.58%

11.20 11.40 11.60 11.80

m/z  55.05   82.46%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
  Data File : BF097150.D                                          
  Acq On    : 28 Jul 2017  13:15
  Operator  : SJ/JU
  Sample    : I4397-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown12.32                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.32    2.19 ng          74171   Chrysene-d12               13.61

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Propionyloxytridecane             256 C16H32O2       1000245-62-6 22
 2 Isoamyl nitrite                     117 C5H11NO2       000110-46-3 22
 3 1-Decanol, 2-hexyl-                 242 C16H34O        002425-77-6 11
 4 1-Octanol, 2-butyl-                 186 C12H26O        003913-02-8 11
 5 1-Decanol, 2-octyl-                 270 C18H38O        045235-48-1 11

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

5000

m/z-->

Abundance Scan 1774 (12.321 min): BF097150.D (-1771) (-)
43.0

73.0

129.0
95.2

185.1203.0 241.3

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

5000

m/z-->

Abundance #107566: 4-Propionyloxytridecane
57.0

129.039.0 83.0 182.0111.0 155.0 213.0

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

5000

m/z-->

Abundance #8482: Isoamyl nitrite
29.0

57.0

86.0 116.0

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

5000

m/z-->

Abundance #95992: 1-Decanol, 2-hexyl-
57.0

85.0
29.0 111.0

139.0 224.0196.0167.0 242.0

12.00 12.20 12.40 12.60

m/z  43.00  100.00%

12.00 12.20 12.40 12.60

m/z  57.10   94.59%

12.00 12.20 12.40 12.60

m/z  59.95   80.94%

12.00 12.20 12.40 12.60

m/z  41.05   64.62%

12.00 12.20 12.40 12.60

m/z  55.00   64.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
  Data File : BF097150.D                                          
  Acq On    : 28 Jul 2017  13:15
  Operator  : SJ/JU
  Sample    : I4397-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1-Docosene                      Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.48    6.29 ng         212873   Chrysene-d12               13.61

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Docosene                          308 C22H44         001599-67-3 94
 2 5-Eicosene, (E)-                    280 C20H40         074685-30-6 91
 3 1-Nonadecene                        266 C19H38         018435-45-5 91
 4 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 91
 5 Trichloroacetic acid, tetradecyl... 358 C16H29Cl3O2    074339-52-9 91

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

5000

m/z-->

Abundance Scan 1971 (13.480 min): BF097150.D (-1965) (-)
55.0

83.0

111.1

139.1 167.1 230.1193.2

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

5000

m/z-->

Abundance #151538: 1-Docosene
55.0

97.0

29.0
125.0

153.0 308.0181.0

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

5000

m/z-->

Abundance #127769: 5-Eicosene, (E)-
55.0

83.0

111.029.0

139.0 280.0167.0 196.0 252.0223.0

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

5000

m/z-->

Abundance #115905: 1-Nonadecene
41.0

83.0

111.0

139.0 266.0168.0

13.20 13.40 13.60 13.80

m/z  55.00  100.00%

13.20 13.40 13.60 13.80

m/z  43.05   93.50%

13.20 13.40 13.60 13.80

m/z  57.05   92.44%

13.20 13.40 13.60 13.80

m/z  83.05   72.70%

13.20 13.40 13.60 13.80

m/z  97.10   70.36%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
  Data File : BF097150.D                                          
  Acq On    : 28 Jul 2017  13:15
  Operator  : SJ/JU
  Sample    : I4397-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.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|
----------------------------------------------------------------------------
Propane, 2-methyl...   4.63     8.3 ng     287368  1   6.49  693148  20.0
unknown6.26            6.26    73.4 ng    2542640  1   6.49  693148  20.0
Tridecane             10.44     4.5 ng     156827  4  10.99  692807  20.0
n-Hexadecanoic acid   11.55     2.3 ng      78756  4  10.99  692807  20.0
unknown12.32          12.32     2.2 ng      74171  5  13.61  676416  20.0
1-Docosene            13.48     6.3 ng     212873  5  13.61  676416  20.0

8270-BF072517.M Mon Jul 31 16:55:16 2017                                              Page: 10

Instrument :
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T-1B-14.5-15.0-072117


