
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096607.D                                          
  Acq On    : 10 Jul 2017  18:07
  Operator  : SJ/JU
  Sample    : I4101-02
  Misc      :  
  ALS Vial  : 5   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-BF070117.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   4.875   469  474  486 rVB   370843    534050  20.58%   2.240%
  2   5.298   541  546  549 rBV  2561052   2451413  94.45%  10.282%
  3   6.322   715  720  723 rBV  2402367   2525432  97.30%  10.593%
  4   6.451   737  742  745 rBV  2547288   2464045  94.93%  10.335%
  5   6.681   777  781  785 rBV   806905    658628  25.38%   2.763%
 
  6   6.840   804  808  811 rBV  2137881   1882137  72.51%   7.894%
  7   7.239   871  876  880 rBV  1515115   1600812  61.67%   6.714%
  8   7.963   994  999 1003 rBV  1005026    897471  34.58%   3.764%
  9   9.039  1177 1182 1185 rBV  2503709   2595569 100.00%  10.887%
 10   9.433  1245 1249 1252 rBV   310982    248437   9.57%   1.042%
 
 11   9.622  1272 1281 1285 rBV4   17146     33549   1.29%   0.141%
 12   9.716  1291 1297 1300 rBV   916002    937182  36.11%   3.931%
 13  10.163  1369 1373 1376 rVB    46137     39001   1.50%   0.164%
 14  10.380  1404 1410 1413 rBV2   17892     27812   1.07%   0.117%
 15  10.498  1425 1430 1438 rBV  1455688   1406734  54.20%   5.900%
 
 16  10.633  1449 1453 1462 rBV    63034     72382   2.79%   0.304%
 17  11.080  1524 1529 1531 rBV2   40428     37698   1.45%   0.158%
 18  11.192  1543 1548 1551 rBV  1002050    883397  34.03%   3.705%
 19  12.621  1785 1791 1796 rVB    25265     26644   1.03%   0.112%
 20  12.780  1812 1818 1821 rBV  2083677   2172050  83.68%   9.110%
 
 21  13.474  1931 1936 1940 rBV    86443     72987   2.81%   0.306%
 22  13.657  1964 1967 1968 rBV    64975     54681   2.11%   0.229%
 23  13.680  1968 1971 1978 rVV   233668    261423  10.07%   1.097%
 24  13.733  1978 1980 1984 rVB    66841     63520   2.45%   0.266%
 25  13.816  1990 1994 1998 rBV   785322    732318  28.21%   3.072%
 
 26  13.968  2011 2020 2023 rBV5   28851     60205   2.32%   0.253%
 27  14.127  2042 2047 2053 rVB4   26558     29798   1.15%   0.125%
 28  14.316  2075 2079 2085 rBV3   71750    147249   5.67%   0.618%
 29  14.674  2136 2140 2143 rVB    27165     29977   1.15%   0.126%
 30  14.915  2177 2181 2183 rBV    27893     34767   1.34%   0.146%
 
 31  14.939  2183 2185 2191 rVB3   34578     50395   1.94%   0.211%
 32  15.210  2227 2231 2238 rBV   451345    553166  21.31%   2.320%
 33  15.710  2311 2316 2323 rVB4   32372     56562   2.18%   0.237%
 34  17.092  2546 2551 2560 rBV4   18907     41723   1.61%   0.175%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096607.D                                          
  Acq On    : 10 Jul 2017  18:07
  Operator  : SJ/JU
  Sample    : I4101-02
  Misc      :  
  ALS Vial  : 5   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-BF070117.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  17.174  2560 2565 2573 rVB9   13828     41144   1.59%   0.173%
 
 36  17.598  2630 2637 2645 rBV9   37543     84150   3.24%   0.353%
 37  18.956  2861 2868 2876 rVB9   12768     32906   1.27%   0.138%
 
 
                        Sum of corrected areas:    23841414
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096607.D                                          
  Acq On    : 10 Jul 2017  18:07
  Operator  : SJ/JU
  Sample    : I4101-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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\BF071017\
  Data File : BF096607.D                                          
  Acq On    : 10 Jul 2017  18:07
  Operator  : SJ/JU
  Sample    : I4101-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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.
---------------------------------------------------------------------
  4.87   16.22 ng         534050   1,4-Dichlorobenzene-d4      6.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 9 
 5 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 473 (4.869 min): BF096607.D (-469) (-)
43.0

59.0

101.1
83.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

59.0

101.031.0 83.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   52.60%

4.60 4.80 5.00 5.20

m/z 101.10   14.02%

4.60 4.80 5.00 5.20

m/z  58.00   12.95%

4.60 4.80 5.00 5.20

m/z  41.00    8.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096607.D                                          
  Acq On    : 10 Jul 2017  18:07
  Operator  : SJ/JU
  Sample    : I4101-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.45                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.45   74.82 ng        2464050   1,4-Dichlorobenzene-d4      6.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 1-Aminoindan                        133 C9H11N         034698-41-4 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 742 (6.451 min): BF096607.D (-737) (-)
132.0

68.1

96.040.1
114.9

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

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

69.0
104.0

51.031.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   40.14%

6.20 6.40 6.60 6.80

m/z 134.00   32.39%

6.20 6.40 6.60 6.80

m/z  66.00   25.97%

6.20 6.40 6.60 6.80

m/z  69.10   15.71%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096607.D                                          
  Acq On    : 10 Jul 2017  18:07
  Operator  : SJ/JU
  Sample    : I4101-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Trifluoroacetoxy hexadecane     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.68    7.14 ng         261423   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 93
 2 1-Nonadecene                        266 C19H38         018435-45-5 91
 3 1-Docosene                          308 C22H44         001599-67-3 91
 4 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 91
 5 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 91

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 1971 (13.680 min): BF096607.D (-1968) (-)
57.0

83.1

111.1

139.1 167.2 207.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57.0

97.0

125.029.0
196.0 269.0154.0 224.0 320.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #115905: 1-Nonadecene
41.0

83.0

111.0

139.0 266.0168.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #151538: 1-Docosene
55.0

97.0

29.0
125.0

153.0 308.0181.0

13.40 13.60 13.80 14.00

m/z  57.00  100.00%

13.40 13.60 13.80 14.00

m/z  43.00   88.33%

13.40 13.60 13.80 14.00

m/z  55.00   86.37%

13.40 13.60 13.80 14.00

m/z  83.10   70.43%

13.40 13.60 13.80 14.00

m/z  97.05   65.58%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096607.D                                          
  Acq On    : 10 Jul 2017  18:07
  Operator  : SJ/JU
  Sample    : I4101-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Heptacosanol                  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.32    4.02 ng         147249   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heptacosanol                      396 C27H56O        002004-39-9 93
 2 1-Hexadecanesulfonyl chloride       324 C16H33ClO2S    038775-38-1 91
 3 Carbonic acid, isobutyl pentadec... 328 C20H40O3       1000314-61-2 90
 4 Carbonic acid, heptadecyl isobut... 356 C22H44O3       1000314-61-4 90
 5 Carbonic acid, isobutyl octadecy... 370 C23H46O3       1000314-61-5 90

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2080 (14.321 min): BF096607.D (-2075) (-)
57.0 97.0

125.0
191.0

281.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #210517: 1-Heptacosanol
57.0 97.0

125.0

29.0 153.0181.0 378.0350.0209.0237.0 278.0306.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #164026: 1-Hexadecanesulfonyl chloride
57.0

97.0

125.029.0
224.0153.0 196.0 271.0 307.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #167796: Carbonic acid, isobutyl pentadecyl ester
57.0

97.0

125.029.0 182.0210.0154.0

14.00 14.20 14.40 14.60

m/z  57.05  100.00%

14.00 14.20 14.40 14.60

m/z  43.00   91.52%

14.00 14.20 14.40 14.60

m/z  55.00   90.41%

14.00 14.20 14.40 14.60

m/z  97.05   82.39%

14.00 14.20 14.40 14.60

m/z  83.05   75.30%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096607.D                                          
  Acq On    : 10 Jul 2017  18:07
  Operator  : SJ/JU
  Sample    : I4101-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Triacontyl acetate              Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.71    2.05 ng          56562   Perylene-d12               15.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Triacontyl acetate                  480 C32H64O2       041755-58-2 86
 2 Heptacosyl acetate                  438 C29H58O2       1000351-78-2 72
 3 Octacosanol                         410 C28H58O        000557-61-9 72
 4 Octacosyl acetate                   452 C30H60O2       018206-97-8 64
 5 1-Heptacosanol                      396 C27H56O        002004-39-9 64

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 2316 (15.710 min): BF096607.D (-2311) (-)
43.0

83.0

125.1
191.1

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #232691: Triacontyl acetate
43.0

97.0

139.0
181.0 420.0222.0 264.0 306.0 348.0 462.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #224391: Heptacosyl acetate
43.0

97.0

139.0
181.0 378.0222.0 264.0 306.0 423.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #215904: Octacosanol
57.0

97.0

139.0
181.0 392.0222.0 292.0 334.0

15.40 15.60 15.80 16.00

m/z  43.00  100.00%

15.40 15.60 15.80 16.00

m/z  55.00   79.88%

15.40 15.60 15.80 16.00

m/z  57.05   76.26%

15.40 15.60 15.80 16.00

m/z  69.00   67.48%

15.40 15.60 15.80 16.00

m/z  83.05   58.42%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096607.D                                          
  Acq On    : 10 Jul 2017  18:07
  Operator  : SJ/JU
  Sample    : I4101-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown17.60                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.60    3.04 ng          84150   Perylene-d12               15.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I        1000195-85-9 46
 2 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H22O        077143-31-8 38
 3 Longipinane, (E)-                   206 C15H26         1000156-14-5 35
 4 4,7,7-Trimethylbicyclo[2.2.1]hep... 207 C13H21NO       1000210-89-8 18
 5 1,10-Dimethyl-2-methylene-trans-... 178 C13H22         1000103-97-8 14

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 2637 (17.598 min): BF096607.D (-2630) (-)
205.2109.055.0

149.1
79.0

174.9
313.2

281.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #170433: 6.beta.Bicyclo[4.3.0]nonane, 5.beta.-iodomethyl-1...
109.0

41.0
149.081.0

205.0

175.0
332.0276.0235.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #66156: 4-(1,3,3-Trimethyl-bicyclo[4.1.0]hept-2-yl)-but-3-...
109.0

43.0

81.0 149.0
191.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #66197: Longipinane, (E)-
109.0

41.0
81.0

135.0
163.0 206.0

17.20 17.40 17.60 17.80 18.00

m/z 205.20  100.00%

17.20 17.40 17.60 17.80 18.00

m/z 109.00   90.98%

17.20 17.40 17.60 17.80 18.00

m/z  95.00   89.87%

17.20 17.40 17.60 17.80 18.00

m/z  55.00   88.20%

17.20 17.40 17.60 17.80 18.00

m/z  41.05   78.63%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096607.D                                          
  Acq On    : 10 Jul 2017  18:07
  Operator  : SJ/JU
  Sample    : I4101-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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...   4.87    16.2 ng     534050  1   6.68  658628  20.0
unknown6.45            6.45    74.8 ng    2464050  1   6.68  658628  20.0
Trifluoroacetoxy ...  13.68     7.1 ng     261423  5  13.82  732318  20.0
1-Heptacosanol        14.32     4.0 ng     147249  5  13.82  732318  20.0
Triacontyl acetate    15.71     2.0 ng      56562  6  15.22  553166  20.0
unknown17.60          17.60     3.0 ng      84150  6  15.22  553166  20.0
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