
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096291.D                                          
  Acq On    : 29 Jun 2017  14:58
  Operator  : SJ/MA
  Sample    : I3949-07
  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-BF062717.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   4.975   486  491  499 rBV   618295    794658  19.95%   2.473%
  2   5.387   556  561  565 rVB  3655784   3940994  98.92%  12.266%
  3   6.404   728  734  737 rBV  3845404   3983890 100.00%  12.399%
  4   6.540   752  757  761 rBV  3754876   3705832  93.02%  11.534%
  5   6.769   792  796  800 rBV  1186790   1069332  26.84%   3.328%
 
  6   6.928   819  823  827 rVB  2912017   2565335  64.39%   7.984%
  7   7.328   886  891  894 rBV  2506520   2363657  59.33%   7.356%
  8   7.422   903  907  911 rVB    68245     70246   1.76%   0.219%
  9   7.757   958  964  966 rBV    76785     93671   2.35%   0.292%
 10   8.051  1010 1014 1020 rBV  1602894   1387710  34.83%   4.319%
 
 11   8.486  1084 1088 1092 rBV    44945     46011   1.15%   0.143%
 12   8.657  1113 1117 1120 rBV    56657     49034   1.23%   0.153%
 13   9.128  1192 1197 1201 rBV  3022532   2719450  68.26%   8.464%
 14   9.222  1210 1213 1217 rBV2   91430     78612   1.97%   0.245%
 15   9.522  1260 1264 1266 rBV   720381    606902  15.23%   1.889%
 
 16   9.751  1300 1303 1307 rVB   128940    105097   2.64%   0.327%
 17   9.804  1307 1312 1316 rBV  1386903   1181768  29.66%   3.678%
 18  10.010  1344 1347 1350 rVB    64238     50497   1.27%   0.157%
 19  10.251  1385 1388 1391 rVB   128154    106639   2.68%   0.332%
 20  10.469  1421 1425 1427 rBV2   37918     44672   1.12%   0.139%
 
 21  10.586  1441 1445 1449 rBV  1571946   1403339  35.23%   4.368%
 22  10.686  1458 1462 1465 rBV   153259    121421   3.05%   0.378%
 23  10.722  1465 1468 1474 rVV   133699    142692   3.58%   0.444%
 24  11.169  1541 1544 1547 rBV2   83009     61809   1.55%   0.192%
 25  11.286  1560 1564 1567 rBV  1070586    953615  23.94%   2.968%
 
 26  11.592  1613 1616 1619 rBV    46069     45502   1.14%   0.142%
 27  11.816  1651 1654 1659 rBV2  224169    229429   5.76%   0.714%
 28  11.892  1664 1667 1670 rBV2   40042     41451   1.04%   0.129%
 29  11.998  1682 1685 1694 rVB3   40233     60052   1.51%   0.187%
 30  12.080  1694 1699 1704 rBV3   35989     51771   1.30%   0.161%
 
 31  12.333  1739 1742 1745 rVB    48848     48462   1.22%   0.151%
 32  12.492  1766 1769 1773 rBV2   62152     67591   1.70%   0.210%
 33  12.604  1784 1788 1795 rBV7   47783     65173   1.64%   0.203%
 34  12.721  1802 1808 1810 rBV    48044     52583   1.32%   0.164%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096291.D                                          
  Acq On    : 29 Jun 2017  14:58
  Operator  : SJ/MA
  Sample    : I3949-07
  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-BF062717.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  12.868  1829 1833 1836 rBV  2029850   1747785  43.87%   5.440%
 
 36  13.427  1923 1928 1930 rBV5   27547     46285   1.16%   0.144%
 37  13.768  1983 1986 1995 rVB   285169    298400   7.49%   0.929%
 38  13.915  2007 2011 2014 rBV  1083152    979886  24.60%   3.050%
 39  14.404  2091 2094 2096 rBV4   45934     44341   1.11%   0.138%
 40  15.339  2249 2253 2260 rBV2  562176    704871  17.69%   2.194%
 
 
 
                        Sum of corrected areas:    32130465
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096291.D                                          
  Acq On    : 29 Jun 2017  14:58
  Operator  : SJ/MA
  Sample    : I3949-07
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.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\BF062917\
  Data File : BF096291.D                                          
  Acq On    : 29 Jun 2017  14:58
  Operator  : SJ/MA
  Sample    : I3949-07
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.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.
---------------------------------------------------------------------
  4.97   14.86 ng         794658   1,4-Dichlorobenzene-d4      6.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 

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

5000

m/z-->

Abundance Scan 490 (4.969 min): BF096291.D (-486) (-)
43.0

59.0

101.1
83.1

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

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

5000

m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
59.0

101.0
41.0

27.0 83.015.0 71.0

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

5000

m/z-->

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

41.0

126.073.0 142.0

4.60 4.80 5.00 5.20 5.40

m/z  42.95  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.00   52.26%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   14.41%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   13.39%

4.60 4.80 5.00 5.20 5.40

m/z  41.00    8.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096291.D                                          
  Acq On    : 29 Jun 2017  14:58
  Operator  : SJ/MA
  Sample    : I3949-07
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.54                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.54   69.31 ng        3705830   1,4-Dichlorobenzene-d4      6.77

 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 757 (6.540 min): BF096291.D (-752) (-)
132.0

68.1

96.140.0 54.0
85.0 107.1

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

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   40.80%

6.20 6.40 6.60 6.80

m/z 134.00   32.41%

6.20 6.40 6.60 6.80

m/z  66.00   26.84%

6.20 6.40 6.60 6.80

m/z  69.10   15.73%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096291.D                                          
  Acq On    : 29 Jun 2017  14:58
  Operator  : SJ/MA
  Sample    : I3949-07
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Benzenesulfonamide, N,4-dim...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.69    2.55 ng         121421   Phenanthrene-d10           11.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenesulfonamide, N,4-dimethyl-   185 C8H11NO2S      000640-61-9 91
 2 Toluene-4-sulfonic acid, 2-benzy... 366 C18H22O6S      118653-93-3 59
 3 4-Toluenesulfonylmethyl isocyanide  195 C9H9NO2S       036635-61-7 59
 4 (O-p-Tosylisonitroso)malononitrile  249 C10H7N3O3S     020893-01-0 59
 5 Toluene-4-sulfonic acid, 4-benzy... 354 C20H18O4S      1000295-51-0 47

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1463 (10.692 min): BF096291.D (-1458) (-)
91.0

155.0 185.1
121.139.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #49670: Benzenesulfonamide, N,4-dimethyl-
91.0

155.0
185.063.0 121.030.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194054: Toluene-4-sulfonic acid, 2-benzyloxy-3-hydroxy-1-...
91.0

155.0
39.0

215.0126.0 187.0 366.0255.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #57497: 4-Toluenesulfonylmethyl isocyanide
91.0

155.0

39.0 195.0121.0

10.40 10.60 10.80 11.00

m/z  91.00  100.00%

10.40 10.60 10.80 11.00

m/z  65.00   27.21%

10.40 10.60 10.80 11.00

m/z 155.00   23.21%

10.40 10.60 10.80 11.00

m/z 185.10   22.12%

10.40 10.60 10.80 11.00

m/z  92.05   16.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096291.D                                          
  Acq On    : 29 Jun 2017  14:58
  Operator  : SJ/MA
  Sample    : I3949-07
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heptacosane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.72    2.99 ng         142692   Phenanthrene-d10           11.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane                         380 C27H56         000593-49-7 87
 2 Eicosane                            282 C20H42         000112-95-8 87
 3 1-Iodo-2-methylundecane             296 C12H25I        073105-67-6 86
 4 Heptadecane                         240 C17H36         000629-78-7 86
 5 Tridecane, 7-hexyl-                 268 C19H40         007225-66-3 80

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1468 (10.722 min): BF096291.D (-1465) (-)
57.0

85.0

184.2113.1141.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #202662: Heptacosane
57.0

85.0

29.0 113.0141.0169.0197.0225.0253.0 380.0281.0 323.0351.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #129492: Eicosane
57.0

85.0

29.0
113.0141.0169.0 282.0197.0225.0253.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #140553: 1-Iodo-2-methylundecane
57.0

85.0
29.0

113.0 169.0 211.0 296.0

10.40 10.60 10.80 11.00

m/z  57.00  100.00%

10.40 10.60 10.80 11.00

m/z  43.05   70.54%

10.40 10.60 10.80 11.00

m/z  71.05   54.01%

10.40 10.60 10.80 11.00

m/z  85.05   35.97%

10.40 10.60 10.80 11.00

m/z  41.00   26.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096291.D                                          
  Acq On    : 29 Jun 2017  14:58
  Operator  : SJ/MA
  Sample    : I3949-07
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.82    4.81 ng         229429   Phenanthrene-d10           11.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Anthracene, 2-methyl-               192 C15H12         000613-12-7 60
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 58
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 58
 5 Anthracene, 9-methyl-               192 C15H12         000779-02-2 53

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

5000

m/z-->

Abundance Scan 1655 (11.822 min): BF096291.D (-1651) (-)
43.0 73.0

129.1

98.0 213.1157.1 192.1
256.3

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 #54734: Anthracene, 2-methyl-
192.0

96.0 165.0
63.0 139.0

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

11.60 11.80 12.00 12.20

m/z  43.05  100.00%

11.60 11.80 12.00 12.20

m/z  73.00   94.44%

11.60 11.80 12.00 12.20

m/z  60.00   92.75%

11.60 11.80 12.00 12.20

m/z  57.00   84.80%

11.60 11.80 12.00 12.20

m/z  55.00   69.27%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096291.D                                          
  Acq On    : 29 Jun 2017  14:58
  Operator  : SJ/MA
  Sample    : I3949-07
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Heptafluorobutyric acid, pe...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.77    6.09 ng         298400   Chrysene-d12               13.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 94
 2 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 94
 3 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 94
 4 1-Docosene                          308 C22H44         001599-67-3 94
 5 1-Heneicosanol                      312 C21H44O        015594-90-8 93

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1986 (13.768 min): BF096291.D (-1983) (-)
57.0

97.0

138.9 230.9181.9 276.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0

97.0

169.0 210.0138.0 255.0 406.026.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0

97.0

139.0 224.0 269.0 370.0182.026.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
57.0

97.0

139.0 283.0238.0182.0 334.026.0

13.40 13.60 13.80 14.00

m/z  57.00  100.00%

13.40 13.60 13.80 14.00
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096291.D                                          
  Acq On    : 29 Jun 2017  14:58
  Operator  : SJ/MA
  Sample    : I3949-07
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.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...   4.97    14.9 ng     794658  1   6.77 1069330  20.0
unknown6.54            6.54    69.3 ng    3705830  1   6.77 1069330  20.0
Benzenesulfonamid...  10.69     2.5 ng     121421  4  11.29  953615  20.0
Heptacosane           10.72     3.0 ng     142692  4  11.29  953615  20.0
n-Hexadecanoic acid   11.82     4.8 ng     229429  4  11.29  953615  20.0
Heptafluorobutyri...  13.77     6.1 ng     298400  5  13.92  979886  20.0
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