
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
  Data File : BF093050.D                                          
  Acq On    : 21 Feb 2017   1:17
  Operator  : SJ/MA
  Sample    : I1913-01
  Misc      :  
  ALS Vial  : 22   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-BF013017.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   2.144     4    5    9 rVB3   77876    123533   2.65%   0.278%
  2   2.247    11   14   16 rVV4   31683     53148   1.14%   0.119%
  3   2.316    16   20   22 rVB5   21690     60482   1.30%   0.136%
  4   2.830    61   65   67 rBV3   41602     48433   1.04%   0.109%
  5   3.104    86   89   91 rBV4   61055    109641   2.35%   0.246%
 
  6   5.013   253  256  262 rBV  1129336   1950489  41.84%   4.385%
  7   5.447   291  294  296 rBV  4092681   4321131  92.70%   9.715%
  8   6.487   382  385  387 rBV  3872611   4328498  92.86%   9.731%
  9   6.613   393  396  399 rBV  4130134   4030050  86.46%   9.060%
 10   6.842   414  416  419 rBV  1080249    941338  20.20%   2.116%
 
 11   7.002   428  430  432 rBV  3636394   3249070  69.70%   7.305%
 12   7.413   463  466  469 rBV  2527799   2578908  55.33%   5.798%
 13   7.516   472  475  482 rVB    54624     96085   2.06%   0.216%
 14   8.133   527  529  533 rVB  1399969   1252867  26.88%   2.817%
 15   9.219   621  624  626 rBV  4518014   4661228 100.00%  10.479%
 
 16   9.299   629  631  633 rVV2   37748     49956   1.07%   0.112%
 17   9.608   656  658  661 rBV  1006070   1310055  28.11%   2.945%
 18   9.825   673  677  679 rBV2  108846    110482   2.37%   0.248%
 19   9.893   680  683  685 rBV  1482080   1357551  29.12%   3.052%
 20  10.316   719  720  722 rVB    94116    126921   2.72%   0.285%
 
 21  10.545   737  740  743 rBV    52191     94371   2.02%   0.212%
 22  10.682   749  752  754 rBV  2417951   2492614  53.48%   5.604%
 23  10.796   760  762  768 rVB   146675    208623   4.48%   0.469%
 24  11.242   797  801  802 rBV    91413    113569   2.44%   0.255%
 25  11.265   802  803  806 rVB    50923     60569   1.30%   0.136%
 
 26  11.368   810  812  816 rBV2 1069907   1629746  34.96%   3.664%
 27  11.448   816  819  821 rVB   101646    109119   2.34%   0.245%
 28  11.608   830  833  836 rBV2   75957    137503   2.95%   0.309%
 29  11.665   836  838  840 rVB    72761     60040   1.29%   0.135%
 30  11.905   857  859  861 rVV2   73145     85671   1.84%   0.193%
 
 31  11.985   864  866  870 rVB2   92573    126233   2.71%   0.284%
 32  12.419   902  904  906 rBV    42530     52937   1.14%   0.119%
 33  12.454   906  907  910 rVB2   37563     48070   1.03%   0.108%
 34  12.579   916  918  920 rBV   626530    569100  12.21%   1.279%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
  Data File : BF093050.D                                          
  Acq On    : 21 Feb 2017   1:17
  Operator  : SJ/MA
  Sample    : I1913-01
  Misc      :  
  ALS Vial  : 22   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-BF013017.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  12.808   934  938  941 rBV   531931    567767  12.18%   1.276%
 
 36  12.957   948  951  953 rBV  3545907   3411370  73.19%   7.669%
 37  13.139   963  967  969 rBV    79850    106593   2.29%   0.240%
 38  13.242   974  976  980 rBV    49591     63370   1.36%   0.142%
 39  13.528   998 1001 1005 rBV4   25634     67247   1.44%   0.151%
 40  13.642  1008 1011 1013 rVV2   54676     62230   1.34%   0.140%
 
 41  13.757  1018 1021 1022 rBV    35855     52958   1.14%   0.119%
 42  13.848  1027 1029 1039 rVB3  125195    182552   3.92%   0.410%
 43  14.008  1039 1043 1044 rBV2  740320   1139549  24.45%   2.562%
 44  14.477  1081 1084 1086 rBV3   36399     72486   1.56%   0.163%
 45  15.025  1129 1132 1136 rBV   145487    296410   6.36%   0.666%
 
 46  15.094  1136 1138 1140 rVV2   56601     77939   1.67%   0.175%
 47  15.311  1155 1157 1160 rVB    76973     93133   2.00%   0.209%
 48  15.368  1160 1162 1165 rVV   115293    146627   3.15%   0.330%
 49  15.437  1165 1168 1175 rVB   557238    919007  19.72%   2.066%
 50  15.860  1202 1205 1208 rBV    72957    121616   2.61%   0.273%
 
 51  16.340  1243 1247 1250 rBV    54982     97751   2.10%   0.220%
 52  16.831  1287 1290 1293 rBV2   59350    107809   2.31%   0.242%
 53  16.888  1293 1295 1301 rVB2   43135     98359   2.11%   0.221%
 54  17.254  1324 1327 1333 rBV    37880     89048   1.91%   0.200%
 55  17.551  1351 1353 1357 rVB2   32929     64671   1.39%   0.145%
 
 56  18.329  1417 1421 1431 rVB5   27430     93576   2.01%   0.210%
 
 
                        Sum of corrected areas:    44480099
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
  Data File : BF093050.D                                          
  Acq On    : 21 Feb 2017   1:17
  Operator  : SJ/MA
  Sample    : I1913-01
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
  Data File : BF093050.D                                          
  Acq On    : 21 Feb 2017   1:17
  Operator  : SJ/MA
  Sample    : I1913-01
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  unknown2.14                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.14    2.62 ng         123533   1,4-Dichlorobenzene-d4      6.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4,4'-(1-methylethylidene... 540 C15H12Br4O2    000079-94-7 10
 2 Spiro[isobenzofuran-1(3H),9'-[9H... 524 C34H20O6       055530-30-8 10
 3 Nickel, [2,8,12,18-tetraethyl-3,... 534 C32H36N4Ni     022925-21-9 9 
 4 Osmium hydride, (.eta.-5-cyclope... 534 C21H28OsP2     1000158-66-2 9 
 5 Cyclodisilazane, 2,2,4,4-tetrame... 538 C30H38N2Si4    021116-67-6 9 

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance Scan 5 (2.144 min): BF093050.D (-4) (-)
141.2 507.145.4 219.0 443.8285.6 328.6

97.5 402.4 549.4

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #170640: Phenol, 4,4'-(1-methylethylidene)bis[2,6-dibromo-
529.0

293.063.0
152.0 212.0112.0 449.0368.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #170018: Spiro[isobenzofuran-1(3H),9'-[9H]xanthen]-3-one, ...
524.0

255.0
480.0

300.0181.0 435.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #170420: Nickel, [2,8,12,18-tetraethyl-3,7,13,17-tetrameth...
534.0

267.0 489.0108.0 222.067.0 446.0

2.20 2.30 2.40 2.50 2.60

m/z 141.20  100.00%

2.20 2.30 2.40 2.50 2.60

m/z 507.10   99.61%

2.20 2.30 2.40 2.50 2.60

m/z  45.40   97.68%

2.20 2.30 2.40 2.50 2.60

m/z  58.70   92.84%

2.20 2.30 2.40 2.50 2.60

m/z 219.00   85.69%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
  Data File : BF093050.D                                          
  Acq On    : 21 Feb 2017   1:17
  Operator  : SJ/MA
  Sample    : I1913-01
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown3.10                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.10    2.33 ng         109641   1,4-Dichlorobenzene-d4      6.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Isothiazolo[5,4-b]pyridine, 3-ch... 170 C6H3ClN2S      1000294-14-7 18
 2 5-Bromo-2-chlorothiophene           196 C4H2BrClS      002873-18-9 18
 3 Cyclopropane, pentachloro-          212 C3HCl5         006262-51-7 14
 4 1,2-Propadiene, 1-bromo-            118 C3H3Br         010024-18-7 14
 5 4-Bromo-N'-(3-pyridylmethylene)-... 293 C10H8BrN5O     1000225-05-9 12

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 89 (3.104 min): BF093050.D (-86) (-)
38.2

196.9161.6 316.3250.1129.199.2 349.2

66.5 285.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #36336: Isothiazolo[5,4-b]pyridine, 3-chloro-
37.0

170.0
76.0

108.0
138.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #53715: 5-Bromo-2-chlorothiophene
198.0

73.0

117.0
37.0

161.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #64622: Cyclopropane, pentachloro-
177.0

83.037.0

117.0

145.0

2.80 3.00 3.20 3.40

m/z  38.20  100.00%

2.80 3.00 3.20 3.40

m/z 196.90   81.28%

2.80 3.00 3.20 3.40

m/z 198.10   79.39%

2.80 3.00 3.20 3.40

m/z  57.10   77.36%

2.80 3.00 3.20 3.40

m/z  50.95   77.07%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
  Data File : BF093050.D                                          
  Acq On    : 21 Feb 2017   1:17
  Operator  : SJ/MA
  Sample    : I1913-01
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.01   41.44 ng        1950490   1,4-Dichlorobenzene-d4      6.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 256 (5.013 min): BF093050.D (-253) (-)
43.1

59.1

101.1
83.151.0 69.1

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.051.0 67.0 91.035.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8114: 3-Hexanol, 4-methyl-
59.0

41.0
31.0

69.0 87.0
98.015.0 51.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8116: 2-Hexanol, 2-methyl-
59.0

101.0
41.031.0 83.069.015.0 51.0

4.60 4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   55.98%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   16.10%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   15.92%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    8.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
  Data File : BF093050.D                                          
  Acq On    : 21 Feb 2017   1:17
  Operator  : SJ/MA
  Sample    : I1913-01
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  unknown6.61                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.61   85.62 ng        4030050   1,4-Dichlorobenzene-d4      6.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 5 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 396 (6.613 min): BF093050.D (-393) (-)
132.1

68.1

96.1
40.0

115.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14006: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.20 6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   43.92%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   33.09%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   27.93%

6.20 6.40 6.60 6.80 7.00

m/z  69.05   17.26%

8270-BF013017.M Tue Feb 21 17:06:00 2017                                              Page: 7

Instrument :
BNA_F
ClientSampleId :
SP-ABCD-COMP



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
  Data File : BF093050.D                                          
  Acq On    : 21 Feb 2017   1:17
  Operator  : SJ/MA
  Sample    : I1913-01
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Heptacosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.80    2.56 ng         208623   Phenanthrene-d10           11.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane                         380 C27H56         000593-49-7 91
 2 Hexadecane                          226 C16H34         000544-76-3 90
 3 Octacosane                          394 C28H58         000630-02-4 90
 4 Tetracosane                         338 C24H50         000646-31-1 90
 5 Tridecane                           184 C13H28         000629-50-5 87

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 762 (10.796 min): BF093050.D (-760) (-)
57.1

99.1
140.2169.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #151556: Heptacosane
57.0

99.0 141.027.0 183.0 225.0 267.0 380.0323.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #73965: Hexadecane
57.0

27.0 99.0 141.0 183.0 226.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #155178: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

10.40 10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.40 10.60 10.80 11.00 11.20

m/z  43.10   62.24%

10.40 10.60 10.80 11.00 11.20

m/z  71.10   60.99%

10.40 10.60 10.80 11.00 11.20

m/z  85.10   36.82%

10.40 10.60 10.80 11.00 11.20

m/z  41.10   26.45%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
  Data File : BF093050.D                                          
  Acq On    : 21 Feb 2017   1:17
  Operator  : SJ/MA
  Sample    : I1913-01
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Heptafluorobutanoic acid, h...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.85    3.20 ng         182552   Chrysene-d12               14.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 91
 2 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 87
 3 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 83
 4 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 83
 5 1-Octadecanol                       270 C18H38O        000112-92-5 70

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1029 (13.848 min): BF093050.D (-1027) (-)
57.1

83.0

230.1111.1

200.1139.2 167.2 281.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

83.0

111.0

29.0 238.0169.0139.0 210.0 283.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57.0 83.0

111.0

29.0 250.0139.0 168.0 297.0222.0194.0 360.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0

83.0

111.0

29.0 139.0 238.0210.0168.0 283.0

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.10   86.13%

13.60 13.80 14.00 14.20

m/z  55.10   73.47%

13.60 13.80 14.00 14.20

m/z  83.05   64.51%

13.60 13.80 14.00 14.20

m/z  69.05   59.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
  Data File : BF093050.D                                          
  Acq On    : 21 Feb 2017   1:17
  Operator  : SJ/MA
  Sample    : I1913-01
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  Octacosane                      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.86    2.65 ng         121616   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 90
 2 Triacontane                         422 C30H62         000638-68-6 86
 3 Hentriacontane                      437 C31H64         000630-04-6 86
 4 Heptadecane                         240 C17H36         000629-78-7 83
 5 Hexadecane                          226 C16H34         000544-76-3 83

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1205 (15.860 min): BF093050.D (-1202) (-)
57.1

99.1
266.1141.1 225.1179.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #155178: Octacosane
57.0

99.0
141.0 183.0 225.0 281.0 394.0337.025.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #160628: Triacontane
57.0

99.0
141.0 183.0 422.0225.0 267.0 309.0 351.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #162744: Hentriacontane
57.0

99.0
141.0 183.0 225.0 267.0 309.0 351.0 436.0393.0

15.60 15.80 16.00 16.20

m/z  57.10  100.00%

15.60 15.80 16.00 16.20

m/z  71.10   64.40%

15.60 15.80 16.00 16.20

m/z  43.10   58.57%

15.60 15.80 16.00 16.20

m/z  85.05   43.49%

15.60 15.80 16.00 16.20

m/z  55.10   21.04%

8270-BF013017.M Tue Feb 21 17:06:02 2017                                              Page: 10

Instrument :
BNA_F
ClientSampleId :
SP-ABCD-COMP



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
  Data File : BF093050.D                                          
  Acq On    : 21 Feb 2017   1:17
  Operator  : SJ/MA
  Sample    : I1913-01
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  Eicosane                        Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.34    2.13 ng          97751   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 87
 2 Nonadecane, 2-methyl-               282 C20H42         001560-86-7 86
 3 Heptacosane                         380 C27H56         000593-49-7 83
 4 Nonacosane                          408 C29H60         000630-03-5 80
 5 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 80

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1247 (16.340 min): BF093050.D (-1243) (-)
57.1

85.1

113.1141.0 280.2197.1 239.2169.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #107651: 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 #107658: Nonadecane, 2-methyl-
43.0

71.0

99.0 239.0127.0155.0183.0 267.0211.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #151556: Heptacosane
57.0

85.0

29.0 113.0141.0169.0197.0225.0253.0 380.0281.0 323.0351.0

16.00 16.20 16.40 16.60

m/z  57.10  100.00%

16.00 16.20 16.40 16.60

m/z  71.10   64.20%

16.00 16.20 16.40 16.60

m/z  43.10   56.94%

16.00 16.20 16.40 16.60

m/z  85.10   44.07%

16.00 16.20 16.40 16.60

m/z  99.10   18.26%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
  Data File : BF093050.D                                          
  Acq On    : 21 Feb 2017   1:17
  Operator  : SJ/MA
  Sample    : I1913-01
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  10-Methylnonadecane             Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.89    2.14 ng          98359   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 10-Methylnonadecane                 282 C20H42         056862-62-5 87
 2 Tetratriacontane                    479 C34H70         014167-59-0 86
 3 Pentacosane                         352 C25H52         000629-99-2 86
 4 Heptacosane                         380 C27H56         000593-49-7 83
 5 Nonahexacontanoic acid              999 C69H138O2      040710-32-5 80

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1295 (16.888 min): BF093050.D (-1293) (-)
57.1

99.2 141.2
225.2 267.0177.1

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #107656: 10-Methylnonadecane
57.0

154.099.0

267.0

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #167078: Tetratriacontane
57.0

99.0
141.0 183.0 225.0 311.0 410.0267.015.0 367.0

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #142112: Pentacosane
57.0

99.0
141.0 183.0 225.0 352.0267.0 309.0

16.60 16.80 17.00 17.20

m/z  57.10  100.00%

16.60 16.80 17.00 17.20

m/z  71.10   76.71%

16.60 16.80 17.00 17.20

m/z  43.10   66.91%

16.60 16.80 17.00 17.20

m/z  85.10   50.52%

16.60 16.80 17.00 17.20

m/z  55.10   19.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
  Data File : BF093050.D                                          
  Acq On    : 21 Feb 2017   1:17
  Operator  : SJ/MA
  Sample    : I1913-01
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 12  unknown18.33                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.33    2.04 ng          93576   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonacosane                          408 C29H60         000630-03-5 47
 2 Octacosane                          394 C28H58         000630-02-4 46
 3 Hexatriacontane                     507 C36H74         000630-06-8 43
 4 Heneicosane                         296 C21H44         000629-94-7 43
 5 Heptacosane                         380 C27H56         000593-49-7 43

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 1421 (18.329 min): BF093050.D (-1417) (-)
57.1

124.1

169.2 229.2

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #158130: Nonacosane
57.0

99.0
141.0 183.0 225.0 267.0 408.0309.0 351.0

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #155177: Octacosane
57.0

99.0
141.0 183.0 225.0 281.0 337.0 394.0

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #169088: Hexatriacontane
57.0

99.0
141.0 183.0 225.0 267.0 309.0 351.0 407.0 506.0449.0

18.00 18.20 18.40 18.60

m/z  57.10  100.00%

18.00 18.20 18.40 18.60

m/z  43.10   71.76%

18.00 18.20 18.40 18.60

m/z  71.10   51.62%

18.00 18.20 18.40 18.60

m/z  85.10   45.07%

18.00 18.20 18.40 18.60

m/z 124.10   32.86%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
  Data File : BF093050.D                                          
  Acq On    : 21 Feb 2017   1:17
  Operator  : SJ/MA
  Sample    : I1913-01
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
unknown2.14            2.14     2.6 ng     123533  1   6.84  941338  20.0
unknown3.10            3.10     2.3 ng     109641  1   6.84  941338  20.0
2-Pentanone, 4-hy...   5.01    41.4 ng    1950490  1   6.84  941338  20.0
unknown6.61            6.61    85.6 ng    4030050  1   6.84  941338  20.0
Heptacosane           10.80     2.6 ng     208623  4  11.37 1629750  20.0
Heptafluorobutano...  13.85     3.2 ng     182552  5  14.01 1139550  20.0
Octacosane            15.86     2.6 ng     121616  6  15.44  919007  20.0
Eicosane              16.34     2.1 ng      97751  6  15.44  919007  20.0
10-Methylnonadecane   16.89     2.1 ng      98359  6  15.44  919007  20.0
unknown18.33          18.33     2.0 ng      93576  6  15.44  919007  20.0
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