
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011717\
  Data File : BF092328.D                                          
  Acq On    : 17 Jan 2017  20:58
  Operator  : UM/SJ
  Sample    : I1243-01
  Misc      :  
  ALS Vial  : 12   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-BF122116.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   4.667   249  252  265 rBV  1222277   2132979  41.23%   4.477%
  2   5.147   291  294  315 rBV  3565463   5051727  97.64%  10.603%
  3   6.222   385  388  390 rBV  4542428   5173960 100.00%  10.860%
  4   6.324   395  397  399 rBV  5003018   4725042  91.32%   9.918%
  5   6.553   415  417  419 rBV  1104477   1053479  20.36%   2.211%
 
  6   6.702   428  430  433 rBV  2822750   3714992  71.80%   7.798%
  7   7.124   465  467  470 rBV  2836373   2908165  56.21%   6.104%
  8   7.845   527  530  532 rBV  1076920   1400471  27.07%   2.940%
  9   8.919   621  624  627 rBV  5062054   5130123  99.15%  10.768%
 10   9.319   657  659  662 rBV   569106    511344   9.88%   1.073%
 
 11   9.582   680  682  685 rBV  1591570   1643985  31.77%   3.451%
 12  10.039   720  722  723 rVB   114334    107665   2.08%   0.226%
 13  10.256   738  741  744 rBV    47095     73829   1.43%   0.155%
 14  10.382   749  752  754 rBV2 2355197   3342687  64.61%   7.016%
 15  10.508   761  763  767 rVB   182833    215447   4.16%   0.452%
 
 16  10.953   800  802  803 rBV   187543    164198   3.17%   0.345%
 17  11.056   809  811  814 rBV  1175326   1618268  31.28%   3.397%
 18  11.376   837  839  842 rVB   144173    125748   2.43%   0.264%
 19  11.616   858  860  864 rBV2   80470    116679   2.26%   0.245%
 20  12.645   947  950  953 rBV  3480706   5095851  98.49%  10.696%
 
 21  12.896   969  972  974 rBV    62669     66898   1.29%   0.140%
 22  13.239   999 1002 1003 rBV    57883     64072   1.24%   0.134%
 23  13.571  1028 1031 1039 rBV2  105343    336574   6.51%   0.706%
 24  13.685  1039 1041 1044 rBV  1217082   1337234  25.85%   2.807%
 25  13.879  1055 1058 1060 rBV    72950     71174   1.38%   0.149%
 
 26  14.177  1083 1084 1087 rBV    43551     58897   1.14%   0.124%
 27  14.474  1108 1110 1113 rVB    59774     54140   1.05%   0.114%
 28  14.542  1113 1116 1118 rBV    88043    118390   2.29%   0.248%
 29  14.760  1133 1135 1139 rVB    49753     65263   1.26%   0.137%
 30  15.045  1157 1160 1162 rBV   709832    987555  19.09%   2.073%
 
 31  15.434  1192 1194 1197 rBV    42981     59710   1.15%   0.125%
 32  15.845  1227 1230 1233 rVB    36442     59316   1.15%   0.125%
 33  16.325  1268 1272 1278 rVB    25174     56238   1.09%   0.118%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011717\
  Data File : BF092328.D                                          
  Acq On    : 17 Jan 2017  20:58
  Operator  : UM/SJ
  Sample    : I1243-01
  Misc      :  
  ALS Vial  : 12   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-BF122116.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
                        Sum of corrected areas:    47642100
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011717\
  Data File : BF092328.D                                          
  Acq On    : 17 Jan 2017  20:58
  Operator  : UM/SJ
  Sample    : I1243-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
0

1000000

2000000

3000000

4000000

5000000

Time-->

Abundance TIC: BF092328.D

  4.67

  5.15

  6.22
  6.32

  6.55

  6.70   7.12

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
0

1000000

2000000

3000000

4000000

5000000

Time-->

Abundance TIC: BF092328.D

  7.84

  8.92

  9.32

  9.58

 10.04 10.26

 10.38

 10.51  10.95

 11.06

 11.38 11.62

 12.65

 12.90  13.24  13.57

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
0

1000000

2000000

3000000

4000000

5000000

Time-->

Abundance TIC: BF092328.D

 13.69

 13.88  14.18  14.47 14.54 14.76

 15.05

 15.43  15.85  16.33

8270-BF122116.M Wed Jan 18 06:33:07 2017                                              Page: 3

Instrument :
BNA_F
ClientSampleId :
PHOENIX-BPM



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011717\
  Data File : BF092328.D                                          
  Acq On    : 17 Jan 2017  20:58
  Operator  : UM/SJ
  Sample    : I1243-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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.
---------------------------------------------------------------------
  4.67   40.49 ng        2132980   1,4-Dichlorobenzene-d4      6.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 72
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 28
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

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

5000

m/z-->

Abundance Scan 252 (4.667 min): BF092328.D (-249) (-)
43.0

59.1

101.0

83.169.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8164: 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 #8114: 3-Hexanol, 4-methyl-
59.0

41.0
31.0

69.0 87.0
98.015.0 50.0

4.40 4.60 4.80 5.00

m/z  43.00  100.00%

4.40 4.60 4.80 5.00

m/z  59.10   58.52%

4.40 4.60 4.80 5.00

m/z 101.00   19.44%

4.40 4.60 4.80 5.00

m/z  58.10   14.93%

4.40 4.60 4.80 5.00

m/z  41.10    9.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011717\
  Data File : BF092328.D                                          
  Acq On    : 17 Jan 2017  20:58
  Operator  : UM/SJ
  Sample    : I1243-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.32                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.32   89.70 ng        4725040   1,4-Dichlorobenzene-d4      6.55

 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 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 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 397 (6.324 min): BF092328.D (-395) (-)
132.0

68.0

96.0
40.0

115.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

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

6.00 6.20 6.40 6.60

m/z 132.00  100.00%

6.00 6.20 6.40 6.60

m/z  68.05   45.56%

6.00 6.20 6.40 6.60

m/z 134.00   33.48%

6.00 6.20 6.40 6.60

m/z  66.05   28.11%

6.00 6.20 6.40 6.60

m/z  69.05   18.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011717\
  Data File : BF092328.D                                          
  Acq On    : 17 Jan 2017  20:58
  Operator  : UM/SJ
  Sample    : I1243-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Eicosane                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.51    2.66 ng         215447   Phenanthrene-d10           11.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 91
 2 Hexadecane                          226 C16H34         000544-76-3 90
 3 Octacosane                          394 C28H58         000630-02-4 90
 4 Pentadecane                         212 C15H32         000629-62-9 90
 5 Nonadecane                          268 C19H40         000629-92-5 90

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 763 (10.508 min): BF092328.D (-761) (-)
57.1

99.1
140.1169.0 329.8

50 100 150 200 250 300 350

5000

m/z-->

Abundance #107652: Eicosane
57.0

99.027.0 141.0 282.0

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

10.20 10.40 10.60 10.80

m/z  57.10  100.00%

10.20 10.40 10.60 10.80

m/z  43.10   67.35%

10.20 10.40 10.60 10.80

m/z  71.10   66.29%

10.20 10.40 10.60 10.80

m/z  85.10   41.94%

10.20 10.40 10.60 10.80

m/z  41.10   30.28%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011717\
  Data File : BF092328.D                                          
  Acq On    : 17 Jan 2017  20:58
  Operator  : UM/SJ
  Sample    : I1243-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heneicosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.95    2.03 ng         164198   Phenanthrene-d10           11.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 90
 2 Hexadecane                          226 C16H34         000544-76-3 90
 3 Nonadecane                          268 C19H40         000629-92-5 87
 4 Tetradecane                         198 C14H30         000629-59-4 87
 5 Heptadecane                         240 C17H36         000629-78-7 87

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

5000

m/z-->

Abundance Scan 802 (10.953 min): BF092328.D (-800) (-)
57.1

85.0

113.1 192.1141.2 169.2

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

5000

m/z-->

Abundance #115570: Heneicosane
57.0

85.0

29.0 113.0 141.0 169.0 296.0197.0 225.0 253.0

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

5000

m/z-->

Abundance #73965: Hexadecane
57.0

85.0
29.0

113.0 141.0 169.0 226.0197.0

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

5000

m/z-->

Abundance #99476: Nonadecane
57.0

85.0

29.0
113.0 141.0 268.0169.0 197.0

10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.60 10.80 11.00 11.20

m/z  43.10   71.69%

10.60 10.80 11.00 11.20

m/z  71.10   65.40%

10.60 10.80 11.00 11.20

m/z  85.05   46.45%

10.60 10.80 11.00 11.20

m/z  41.10   29.40%

8270-BF122116.M Wed Jan 18 06:33:09 2017                                              Page: 7

Instrument :
BNA_F
ClientSampleId :
PHOENIX-BPM



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011717\
  Data File : BF092328.D                                          
  Acq On    : 17 Jan 2017  20:58
  Operator  : UM/SJ
  Sample    : I1243-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  17-Pentatriacontene             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.57    5.03 ng         336574   Chrysene-d12               13.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 17-Pentatriacontene                 491 C35H70         006971-40-0 87
 2 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 70
 3 1-Decanol, 2-hexyl-                 242 C16H34O        002425-77-6 68
 4 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 60
 5 3-Eicosene, (E)-                    280 C20H40         074685-33-9 46

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 1031 (13.571 min): BF092328.D (-1028) (-)
57.1

97.1

139.1 208.1

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #168066: 17-Pentatriacontene
43.0

83.0

125.0
167.0 210.0 267.0 490.0307.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
43.0

83.0

125.0
196.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #83804: 1-Decanol, 2-hexyl-
57.0

97.0

139.0 224.0

13.20 13.40 13.60 13.80

m/z  57.10  100.00%

13.20 13.40 13.60 13.80

m/z  43.10   76.95%

13.20 13.40 13.60 13.80

m/z  71.10   60.59%

13.20 13.40 13.60 13.80

m/z  55.05   59.88%

13.20 13.40 13.60 13.80

m/z  83.10   57.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011717\
  Data File : BF092328.D                                          
  Acq On    : 17 Jan 2017  20:58
  Operator  : UM/SJ
  Sample    : I1243-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Squalene                        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.54    2.40 ng         118390   Perylene-d12               15.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         007683-64-9 91
 2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50         000111-02-4 90
 3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24         062951-96-6 80
 4 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24         230646-72-7 72
 5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H24O        125529-10-4 64

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1116 (14.542 min): BF092328.D (-1113) (-)
69.1

137.1107.0 203.1 281.1

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #158504: Squalene
69.0

137.0107.0 191.0 341.0 410.0231.0 273.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0

137.0
107.0 341.029.0 410.0191.0 273.0231.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (Z)-
69.0

29.0 123.0
177.0

14.20 14.40 14.60 14.80

m/z  69.10  100.00%

14.20 14.40 14.60 14.80

m/z  81.10   53.67%

14.20 14.40 14.60 14.80

m/z  41.10   18.24%

14.20 14.40 14.60 14.80

m/z  95.00   13.44%

14.20 14.40 14.60 14.80

m/z  68.05   11.29%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011717\
  Data File : BF092328.D                                          
  Acq On    : 17 Jan 2017  20:58
  Operator  : UM/SJ
  Sample    : I1243-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.67    40.5 ng    2132980  1   6.55 1053480  20.0
unknown6.32            6.32    89.7 ng    4725040  1   6.55 1053480  20.0
Eicosane              10.51     2.7 ng     215447  4  11.07 1618270  20.0
Heneicosane           10.95     2.0 ng     164198  4  11.07 1618270  20.0
17-Pentatriacontene   13.57     5.0 ng     336574  5  13.69 1337230  20.0
Squalene              14.54     2.4 ng     118390  6  15.05  987555  20.0
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