
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122117\
  Data File : BF101646.D                                          
  Acq On    : 22 Dec 2017  10:16
  Operator  : SJ/JU
  Sample    : I7008-12
  Misc      :  
  ALS Vial  : 48   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-BF121417.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   5.010   494  497  507 rBV    60810    103165   2.94%   0.472%
  2   5.416   563  566  589 rBV   679360   1119357  31.89%   5.123%
  3   6.440   737  740  758 rBV2  415394    838639  23.89%   3.838%
  4   6.569   758  762  778 rVB  1934121   2070300  58.99%   9.475%
  5   6.798   797  801  810 rBV   806079    828729  23.61%   3.793%
 
  6   6.951   823  827  843 rBV  2848142   2696178  76.82%  12.339%
  7   7.369   894  898  919 rBV  2074273   2252615  64.18%  10.309%
  8   8.081  1015 1019 1036 rBV   944755   1071307  30.52%   4.903%
  9   9.151  1197 1201 1211 rBV  3637538   3509814 100.00%  16.063%
 10   9.834  1311 1317 1330 rVB   959362    961607  27.40%   4.401%
 
 11  10.628  1448 1452 1465 rBV   987045   1053881  30.03%   4.823%
 12  11.322  1567 1570 1579 rBV   737784    759859  21.65%   3.477%
 13  12.710  1802 1806 1809 rBV   154275    131634   3.75%   0.602%
 14  12.904  1835 1839 1842 rBV  2705991   2463943  70.20%  11.276%
 15  13.410  1922 1925 1929 rBV   117394    103958   2.96%   0.476%
 
 16  13.792  1985 1990 1998 rBV3   29762     62705   1.79%   0.287%
 17  13.969  2017 2020 2027 rBV   812557    846554  24.12%   3.874%
 18  14.704  2142 2145 2149 rBV    47182     48215   1.37%   0.221%
 19  15.027  2197 2200 2204 rVB    50289     51176   1.46%   0.234%
 20  15.398  2259 2263 2266 rBV    63179     80716   2.30%   0.369%
 
 21  15.439  2266 2270 2280 rVB   447041    630295  17.96%   2.885%
 22  15.815  2330 2334 2338 rVB    56689     77151   2.20%   0.353%
 23  16.304  2412 2417 2424 rBV3   53610     89004   2.54%   0.407%
 
 
                        Sum of corrected areas:    21850802
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122117\
  Data File : BF101646.D                                          
  Acq On    : 22 Dec 2017  10:16
  Operator  : SJ/JU
  Sample    : I7008-12
  Misc      :  
  ALS Vial  : 48   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.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\BF122117\
  Data File : BF101646.D                                          
  Acq On    : 22 Dec 2017  10:16
  Operator  : SJ/JU
  Sample    : I7008-12
  Misc      :  
  ALS Vial  : 48   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.01    2.49 ng         103165   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 3 Acetone                              58 C3H6O          000067-64-1 9 
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 4-Penten-2-one, 4-methyl-            98 C6H10O         003744-02-3 9 

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

5000

m/z-->

Abundance Scan 497 (5.010 min): BF101646.D (-494) (-)
43.0

59.0

101.0

83.0

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

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.069.0 92.0

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

5000

m/z-->

Abundance #4425: Butane, 1-ethoxy-
59.0

31.0

41.0

73.0
15.0 102.087.050.0

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

5000

m/z-->

Abundance #214: Acetone
43.0

15.0
58.0

27.0
2.0

4.60 4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.00   53.39%

4.60 4.80 5.00 5.20 5.40

m/z 101.00   18.70%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   15.74%

4.60 4.80 5.00 5.20 5.40

m/z  40.95    8.15%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122117\
  Data File : BF101646.D                                          
  Acq On    : 22 Dec 2017  10:16
  Operator  : SJ/JU
  Sample    : I7008-12
  Misc      :  
  ALS Vial  : 48   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.57                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.57   49.96 ng        2070300   1,4-Dichlorobenzene-d4      6.80

 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 16
 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 762 (6.569 min): BF101646.D (-758) (-)
132.0

68.1

96.140.0 54.0 85.0 107.0

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

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   40.81%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   33.23%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   25.99%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   15.57%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122117\
  Data File : BF101646.D                                          
  Acq On    : 22 Dec 2017  10:16
  Operator  : SJ/JU
  Sample    : I7008-12
  Misc      :  
  ALS Vial  : 48   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexadecanoic acid, butyl ester  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.71    3.11 ng         131634   Chrysene-d12               13.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 87
 2 Hexadecanoic acid, 2-methylpropy... 312 C20H40O2       000110-34-9 40
 3 Cyclobutane, 1,1-dimethyl-2-octyl-  196 C14H28         062338-30-1 35
 4 2,4-Dipropyl-5-ethyl-1,3-dioxane    200 C12H24O2       006413-83-8 32
 5 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 27

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

5000

m/z-->

Abundance Scan 1806 (12.710 min): BF101646.D (-1802) (-)
56.0

257.2129.1
83.0

213.2185.1157.0

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

5000

m/z-->

Abundance #154932: Hexadecanoic acid, butyl ester
56.0

29.0
257.0129.083.0 185.0 213.0 312.0157.0 283.0

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

5000

m/z-->

Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester
57.0

239.0
29.0

129.085.0 213.0157.0 312.0185.0 282.0

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

5000

m/z-->

Abundance #58318: Cyclobutane, 1,1-dimethyl-2-octyl-
56.0

28.0

83.0 168.0111.0 140.0 196.0

12.40 12.60 12.80 13.00

m/z  56.00  100.00%

12.40 12.60 12.80 13.00

m/z  57.10   58.80%

12.40 12.60 12.80 13.00

m/z  43.05   44.29%

12.40 12.60 12.80 13.00

m/z  41.05   39.54%

12.40 12.60 12.80 13.00

m/z  55.00   33.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122117\
  Data File : BF101646.D                                          
  Acq On    : 22 Dec 2017  10:16
  Operator  : SJ/JU
  Sample    : I7008-12
  Misc      :  
  ALS Vial  : 48   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Butyl myristate                 Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.41    2.46 ng         103958   Chrysene-d12               13.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butyl myristate                     284 C18H36O2       000110-36-1 86
 2 2-Methyl-1-octadecene               266 C19H38         061868-20-0 43
 3 Cyclohexanol, 4-amino-, trans-      115 C6H13NO        027489-62-9 38
 4 Decane, 2,2,3-trimethyl-            184 C13H28         062338-09-4 38
 5 Cyclobutane, 1-hexyl-2,3-dimethyl-  168 C12H24         055170-84-8 38

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

5000

m/z-->

Abundance Scan 1925 (13.410 min): BF101646.D (-1922) (-)
56.1

129.083.0 285.2
185.1 241.2109.0 157.0 207.0

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

5000

m/z-->

Abundance #131257: Butyl myristate
56.0

229.0

129.0 284.0185.083.0
109.0 157.0 209.0 255.0

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

5000

m/z-->

Abundance #115908: 2-Methyl-1-octadecene
56.0

83.0
111.0 266.0238.0210.0139.0 182.0

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

5000

m/z-->

Abundance #7847: Cyclohexanol, 4-amino-, trans-
56.0

115.081.0

13.00 13.20 13.40 13.60 13.80

m/z  56.10  100.00%

13.00 13.20 13.40 13.60 13.80

m/z  57.05   60.43%

13.00 13.20 13.40 13.60 13.80

m/z  43.05   42.68%

13.00 13.20 13.40 13.60 13.80

m/z  41.00   40.90%

13.00 13.20 13.40 13.60 13.80

m/z  55.00   33.56%

8270-BF121417.M Fri Dec 22 17:43:45 2017                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
121817-TIFR-E-U-B



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122117\
  Data File : BF101646.D                                          
  Acq On    : 22 Dec 2017  10:16
  Operator  : SJ/JU
  Sample    : I7008-12
  Misc      :  
  ALS Vial  : 48   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heneicosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.82    2.45 ng          77151   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 87
 2 Tetracosane                         338 C24H50         000646-31-1 86
 3 Heptadecane                         240 C17H36         000629-78-7 86
 4 Hexacosane                          366 C26H54         000630-01-3 86
 5 Octadecane                          254 C18H38         000593-45-3 80

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance Scan 2335 (15.821 min): BF101646.D (-2330) (-)
57.0

85.0

113.1 183.0 225.1 282.9141.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #141426: Heneicosane
57.0

85.0

29.0 113.0 141.0 169.0 296.0197.0 225.0 253.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #175559: Tetracosane
57.0

85.0

29.0 113.0 141.0 169.0 338.0197.0 225.0 253.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #94346: Heptadecane
57.0

85.0

29.0
113.0 141.0 240.0169.0 197.0

15.60 15.80 16.00 16.20

m/z  57.05  100.00%

15.60 15.80 16.00 16.20

m/z  71.10   68.29%

15.60 15.80 16.00 16.20

m/z  43.10   55.30%

15.60 15.80 16.00 16.20

m/z  85.05   48.87%

15.60 15.80 16.00 16.20

m/z  99.00   19.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122117\
  Data File : BF101646.D                                          
  Acq On    : 22 Dec 2017  10:16
  Operator  : SJ/JU
  Sample    : I7008-12
  Misc      :  
  ALS Vial  : 48   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Octacosane                      Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.30    2.82 ng          89004   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 87
 2 Heptacosane                         380 C27H56         000593-49-7 83
 3 Hexacosane                          366 C26H54         000630-01-3 83
 4 Hentriacontane                      437 C31H64         000630-04-6 80
 5 Heneicosane                         296 C21H44         000629-94-7 80

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2416 (16.298 min): BF101646.D (-2412) (-)
57.0

99.0
281.1181.1211.1150.0 249.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #202662: 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 #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0

16.00 16.20 16.40 16.60

m/z  57.05  100.00%

16.00 16.20 16.40 16.60

m/z  71.10   68.01%

16.00 16.20 16.40 16.60

m/z  43.05   52.59%

16.00 16.20 16.40 16.60

m/z  85.05   41.02%

16.00 16.20 16.40 16.60

m/z  83.10   18.56%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122117\
  Data File : BF101646.D                                          
  Acq On    : 22 Dec 2017  10:16
  Operator  : SJ/JU
  Sample    : I7008-12
  Misc      :  
  ALS Vial  : 48   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.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...   5.01     2.5 ng     103165  1   6.80  828729  20.0
unknown6.57            6.57    50.0 ng    2070300  1   6.80  828729  20.0
Hexadecanoic acid...  12.71     3.1 ng     131634  5  13.97  846554  20.0
Butyl myristate       13.41     2.5 ng     103958  5  13.97  846554  20.0
Heneicosane           15.82     2.5 ng      77151  6  15.44  630295  20.0
Octacosane            16.30     2.8 ng      89004  6  15.44  630295  20.0
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