
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121218\
  Data File : BF111336.D                                          
  Acq On    : 12 Dec 2018  22:01
  Operator  : JU/SJ
  Sample    : J6214-27 2X
  Misc      :  
  ALS Vial  : 16   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218.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   4.981   485  492  499 rBV   155066    185771   6.59%   0.591%
  2   5.404   560  564  581 rVB  2928653   2584628  91.66%   8.220%
  3   6.422   733  737  748 rBV  3016311   2819850 100.00%   8.968%
  4   6.563   757  761  764 rBV  2844645   2625576  93.11%   8.351%
  5   6.622   769  771  776 rVB2   58167     59270   2.10%   0.189%
 
  6   6.792   796  800  804 rBV  1973694   1582719  56.13%   5.034%
  7   6.951   823  827  830 rBV  2338702   2029063  71.96%   6.453%
  8   7.345   889  894  898 rBV  1669217   1533625  54.39%   4.878%
  9   8.075  1014 1018 1021 rBV  2363489   1879036  66.64%   5.976%
 10   9.151  1197 1201 1204 rBV  3182112   2429828  86.17%   7.728%
 
 11   9.245  1213 1217 1222 rBV5   35235     60889   2.16%   0.194%
 12   9.539  1264 1267 1270 rBV   234731    208269   7.39%   0.662%
 13   9.651  1282 1286 1290 rBV4   47806     59376   2.11%   0.189%
 14   9.828  1311 1316 1320 rBV  2002713   1727540  61.26%   5.494%
 15  10.033  1348 1351 1358 rVB8   58039     61792   2.19%   0.197%
 
 16  10.245  1383 1387 1390 rBV    94828    104876   3.72%   0.334%
 17  10.422  1414 1417 1422 rBV   139117    138000   4.89%   0.439%
 18  10.504  1426 1431 1435 rBV   372138    342543  12.15%   1.089%
 19  10.610  1446 1449 1453 rBV  1327075   1171570  41.55%   3.726%
 20  10.757  1469 1474 1478 rBV   144312    157020   5.57%   0.499%
 
 21  11.063  1523 1526 1531 rBV   120655    111678   3.96%   0.355%
 22  11.222  1550 1553 1556 rVB   200227    175608   6.23%   0.559%
 23  11.310  1565 1568 1571 rBV  1759002   1514030  53.69%   4.815%
 24  11.333  1571 1572 1575 rVB   227589    128649   4.56%   0.409%
 25  11.845  1656 1659 1662 rBV2  640197    638697  22.65%   2.031%
 
 26  11.880  1662 1665 1668 rVB   231207    236418   8.38%   0.752%
 27  12.521  1771 1774 1777 rBV   720224    744186  26.39%   2.367%
 28  12.633  1791 1793 1796 rBV2  365216    403739  14.32%   1.284%
 29  12.898  1835 1838 1842 rBV  2338548   2242731  79.53%   7.133%
 30  13.951  2015 2017 2024 rVB  1175170   1571528  55.73%   4.998%
 
 31  14.592  2124 2126 2132 rVB  1757367   1913221  67.85%   6.085%
 
 
                        Sum of corrected areas:    31441726
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121218\
  Data File : BF111336.D                                          
  Acq On    : 12 Dec 2018  22:01
  Operator  : JU/SJ
  Sample    : J6214-27 2X
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218.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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121218\
  Data File : BF111336.D                                          
  Acq On    : 12 Dec 2018  22:01
  Operator  : JU/SJ
  Sample    : J6214-27 2X
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.98    2.35 ng         185771   1,4-Dichlorobenzene-d4      6.79

 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 38
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 4 1,2-Butanediol                       90 C4H10O2        000584-03-2 28
 5 3-Pentanol                           88 C5H12O         000584-02-1 28

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

5000

m/z-->

Abundance Scan 492 (4.981 min): BF111336.D (-485) (-)
43.0

59.1

101.1
83.173.0

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

5000

m/z-->

Abundance #8185: 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
0

5000

m/z-->

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

101.0
41.031.0 83.069.015.0 50.0

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

5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0

4.60 4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   50.84%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   15.69%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   12.37%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    8.23%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121218\
  Data File : BF111336.D                                          
  Acq On    : 12 Dec 2018  22:01
  Operator  : JU/SJ
  Sample    : J6214-27 2X
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.56                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.56   33.18 ng        2625580   1,4-Dichlorobenzene-d4      6.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 16
 4 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 760 (6.557 min): BF111336.D (-757) (-)
132.0

68.1

96.140.1 54.0 115.081.0

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

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
117.0

81.054.0

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   42.81%

6.20 6.40 6.60 6.80

m/z 134.00   32.37%

6.20 6.40 6.60 6.80

m/z  66.00   27.08%

6.20 6.40 6.60 6.80

m/z  69.05   16.43%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121218\
  Data File : BF111336.D                                          
  Acq On    : 12 Dec 2018  22:01
  Operator  : JU/SJ
  Sample    : J6214-27 2X
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Triethyl citrate                Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.50    3.97 ng         342543   Acenaphthene-d10            9.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Triethyl citrate                    276 C12H20O7       000077-93-0 90
 2 Ethylmalonic acid dipropyl ester    216 C11H20O4       001113-91-3 64
 3 Adipic acid, ethyl 4-methylpent-... 258 C14H26O4       1000353-49-9 47
 4 Hexanedioic acid, 3-ethyl-, bis(... 286 C16H30O4       057983-54-7 40
 5 N-(5-[3-(2-Oxo-benzooxazol-3-yl)... 318 C14H14N4O3S    1000300-11-5 38

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

5000

m/z-->

Abundance Scan 1430 (10.498 min): BF111336.D (-1426) (-)
157.1

115.0
43.1

69.1 203.1
93.0 179.1

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

5000

m/z-->

Abundance #123850: Triethyl citrate
157.0

29.0
115.0

203.0
87.060.0 231.0 277.0

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

5000

m/z-->

Abundance #73862: Ethylmalonic acid dipropyl ester
157.0

115.043.0

87.0
188.0

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

5000

m/z-->

Abundance #108919: Adipic acid, ethyl 4-methylpent-2-yl ester
157.0

111.0

43.0
85.0

213.0

10.20 10.40 10.60 10.80

m/z 157.05  100.00%

10.20 10.40 10.60 10.80

m/z 115.00   52.72%

10.20 10.40 10.60 10.80

m/z  43.10   38.15%

10.20 10.40 10.60 10.80

m/z  57.10   18.02%

10.20 10.40 10.60 10.80

m/z 111.00   12.41%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121218\
  Data File : BF111336.D                                          
  Acq On    : 12 Dec 2018  22:01
  Operator  : JU/SJ
  Sample    : J6214-27 2X
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Sulfurous acid, dodecyl 2-e...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.76    2.07 ng         157020   Phenanthrene-d10           11.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, dodecyl 2-ethylh... 362 C20H42O3S      1000309-19-5 74
 2 Tridecane, 7-methyl-                198 C14H30         026730-14-3 62
 3 Sulfurous acid, 2-ethylhexyl und... 348 C19H40O3S      1000309-19-4 59
 4 Sulfurous acid, 2-ethylhexyl hep... 432 C25H52O3S      1000309-20-0 53
 5 Pentadecane, 7-methyl-              226 C16H34         006165-40-8 53

20 40 60 80 100 120 140 160 180 200 220 240
0

5000

m/z-->

Abundance Scan 1475 (10.763 min): BF111336.D (-1469) (-)
57.1

85.0

113.1
141.139.0 203.2182.1 221.2163.1 246.2

20 40 60 80 100 120 140 160 180 200 220 240
0

5000

m/z-->

Abundance #191848: Sulfurous acid, dodecyl 2-ethylhexyl ester
57.0

113.085.029.0 169.0

20 40 60 80 100 120 140 160 180 200 220 240
0

5000

m/z-->

Abundance #59891: Tridecane, 7-methyl-
57.0

112.0

39.0 85.0 183.0155.0130.0 201.0

20 40 60 80 100 120 140 160 180 200 220 240
0

5000

m/z-->

Abundance #182581: Sulfurous acid, 2-ethylhexyl undecyl ester
57.0

113.085.0
29.0 155.0

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  71.05   68.29%

10.40 10.60 10.80 11.00

m/z  43.10   59.51%

10.40 10.60 10.80 11.00

m/z  85.05   29.61%

10.40 10.60 10.80 11.00

m/z  41.10   27.12%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121218\
  Data File : BF111336.D                                          
  Acq On    : 12 Dec 2018  22:01
  Operator  : JU/SJ
  Sample    : J6214-27 2X
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heptadecane, 2,6,10,15-tetr...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.22    2.32 ng         175608   Phenanthrene-d10           11.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 83
 2 Heptacosane                         380 C27H56         000593-49-7 83
 3 Hexadecane                          226 C16H34         000544-76-3 80
 4 Eicosane                            282 C20H42         000112-95-8 80
 5 Tridecane, 2-methyl-                198 C14H30         001560-96-9 74

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1553 (11.222 min): BF111336.D (-1550) (-)
57.1

85.1

127.1 223.1183.1 258.3

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0

99.0
141.0 183.0 296.0239.0267.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #202662: Heptacosane
57.0

99.0 141.027.0 169.0 211.0 253.0 380.0295.0 337.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #83023: Hexadecane
57.0

99.027.0 141.0 226.0169.0198.0

11.00 11.20 11.40 11.60

m/z  57.10  100.00%

11.00 11.20 11.40 11.60

m/z  71.10   65.51%

11.00 11.20 11.40 11.60

m/z  43.05   53.92%

11.00 11.20 11.40 11.60

m/z  85.10   43.04%

11.00 11.20 11.40 11.60

m/z  41.10   25.77%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121218\
  Data File : BF111336.D                                          
  Acq On    : 12 Dec 2018  22:01
  Operator  : JU/SJ
  Sample    : J6214-27 2X
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Octadecanoic acid               Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.63    5.33 ng         403739   Phenanthrene-d10           11.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 95
 2 n-Decanoic acid                     172 C10H20O2       000334-48-5 52
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 50
 4 Eicosane                            282 C20H42         000112-95-8 35
 5 Oxalic acid, allyl hexadecyl ester  354 C21H38O4       1000309-24-4 30

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

5000

m/z-->

Abundance Scan 1792 (12.627 min): BF111336.D (-1791) (-)
57.1

97.1

129.1
185.1 217.2161.1 267.3241.2 296.1 330.2

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

5000

m/z-->

Abundance #131262: Octadecanoic acid
73.0

43.0
129.0

284.0

241.0185.097.0

157.0 213.0

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

5000

m/z-->

Abundance #39472: n-Decanoic acid
60.0

29.0
129.0

87.0
172.0

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

85.0
213.0 256.0157.0 185.0

12.40 12.60 12.80 13.00

m/z  57.10  100.00%

12.40 12.60 12.80 13.00

m/z  43.10   96.99%

12.40 12.60 12.80 13.00

m/z  55.10   67.45%

12.40 12.60 12.80 13.00

m/z  73.00   50.23%

12.40 12.60 12.80 13.00

m/z  60.00   46.73%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121218\
  Data File : BF111336.D                                          
  Acq On    : 12 Dec 2018  22:01
  Operator  : JU/SJ
  Sample    : J6214-27 2X
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown14.59                    Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.59   24.35 ng        1913220   Chrysene-d12               13.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Di-n-octyl phthalate                390 C24H38O4       000117-84-0 42
 2 1,3-Benzenedicarboxylic acid, bi... 390 C24H38O4       000137-89-3 38
 3 5-Chloropentanoic acid, 2-ethylh... 248 C13H25ClO2     1000293-48-9 22
 4 9-(2',2'-Dimethylpropanoilhydraz... 576 C30H42Cl2N4O3  1000111-04-6 22
 5 Fumaric acid, 2-ethylhexyl hexyl... 312 C18H32O4       1000339-14-1 22

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 2126 (14.592 min): BF111336.D (-2124) (-)
70.1

149.1

261.2

368.2190.2 444.2 520.5316.2

50 100 150 200 250 300 350 400 450 500
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121218\
  Data File : BF111336.D                                          
  Acq On    : 12 Dec 2018  22:01
  Operator  : JU/SJ
  Sample    : J6214-27 2X
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218.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...   4.98     2.4 ng     185771  1   6.79 1582720  20.0
unknown6.56            6.56    33.2 ng    2625580  1   6.79 1582720  20.0
Triethyl citrate      10.50     4.0 ng     342543  3   9.83 1727540  20.0
Sulfurous acid, d...  10.76     2.1 ng     157020  4  11.31 1514030  20.0
Heptadecane, 2,6,...  11.22     2.3 ng     175608  4  11.31 1514030  20.0
Octadecanoic acid     12.63     5.3 ng     403739  4  11.31 1514030  20.0
unknown14.59          14.59    24.4 ng    1913220  5  13.96 1571530  20.0

8270-BF121218.M Thu Dec 13 11:46:03 2018                                              Page: 10

Instrument :
BNA_F
ClientSampleId :
SB-2(0-2)


