
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081518\
  Data File : BF108187.D                                          
  Acq On    : 16 Aug 2018   1:13
  Operator  : JU/SJ
  Sample    : J4440-02
  Misc      :  
  ALS Vial  : 20   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-BF080818.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   2.366     3    5   14 rVB  1343010   1420691  20.26%   3.475%
  2   5.248   492  495  501 rVB    72380     71961   1.03%   0.176%
  3   5.637   557  561  564 rBV  2103655   1775929  25.33%   4.344%
  4   6.625   725  729  732 rBV  1459091   1165056  16.62%   2.850%
  5   6.784   751  756  759 rBV  3824173   3405405  48.57%   8.330%
 
  6   7.013   791  795  799 rBV  1405622   1221409  17.42%   2.988%
  7   7.172   817  822  826 rBV  4833285   4709357  67.17%  11.519%
  8   7.578   885  891  894 rBV  3619531   4145196  59.12%  10.139%
  9   8.301  1009 1014 1017 rBV  1606902   1531253  21.84%   3.746%
 10   9.378  1190 1197 1200 rBV  6866415   7011012 100.00%  17.149%
 
 11   9.760  1258 1262 1267 rBV   536953    448699   6.40%   1.098%
 12  10.060  1309 1313 1320 rVB  1917776   1684560  24.03%   4.121%
 13  10.719  1422 1425 1428 rBV   274550    202850   2.89%   0.496%
 14  10.854  1443 1448 1460 rBV  2467059   2358363  33.64%   5.769%
 15  10.942  1460 1463 1470 rVB2   72029     93308   1.33%   0.228%
 
 16  11.554  1563 1567 1571 rBV  1704630   1504557  21.46%   3.680%
 17  12.942  1800 1803 1806 rVB   498601    371875   5.30%   0.910%
 18  13.142  1833 1837 1841 rBV  4562638   4544802  64.82%  11.117%
 19  13.648  1920 1923 1927 rBV   305977    253964   3.62%   0.621%
 20  14.207  2014 2018 2022 rBV  1220468   1173292  16.73%   2.870%
 
 21  14.648  2090 2093 2098 rBV2   77220     78573   1.12%   0.192%
 22  14.977  2145 2149 2154 rVB    96704     96670   1.38%   0.236%
 23  15.342  2207 2211 2217 rVB   102049    115851   1.65%   0.283%
 24  15.771  2277 2284 2291 rBV   855543   1261257  17.99%   3.085%
 25  16.236  2359 2363 2369 rVB    79012    120886   1.72%   0.296%
 
 26  16.795  2453 2458 2469 rVB    61482    115310   1.64%   0.282%
 
 
                        Sum of corrected areas:    40882086
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081518\
  Data File : BF108187.D                                          
  Acq On    : 16 Aug 2018   1:13
  Operator  : JU/SJ
  Sample    : J4440-02
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

6000000

Time-->

Abundance TIC: BF108187.D

  2.37

  5.25

  5.64

  6.62

  6.78

  7.01

  7.17

  7.58

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

1000000

2000000

3000000

4000000

5000000

6000000

Time-->

Abundance TIC: BF108187.D

  8.30

  9.38

  9.76

 10.06

 10.72

 10.85

 10.94

 11.55

 12.94

 13.14

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
0

1000000

2000000

3000000

4000000

5000000

6000000

Time-->

Abundance TIC: BF108187.D

 13.65

 14.21

 14.65  14.98  15.34

 15.77

 16.24  16.79

8270-BF080818.M Thu Aug 16 11:09:23 2018                                              Page: 2

Instrument :
BNA_F
ClientSampleId :
080918-TIPC-F-D-S



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081518\
  Data File : BF108187.D                                          
  Acq On    : 16 Aug 2018   1:13
  Operator  : JU/SJ
  Sample    : J4440-02
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.37   23.26 ng        1420690   1,4-Dichlorobenzene-d4      7.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 53
 2 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 32
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 25
 4 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 5 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 9 
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0
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m/z-->

Abundance Scan 6 (2.372 min): BF108187.D (-3) (-)
73.1

43.1
87.1

55.1
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m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

43.0 55.0 87.0
29.0
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m/z-->

Abundance #1995: Silane, tetramethyl-
73.0

43.029.015.0 53.0 88.065.02.0
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0

5000

m/z-->

Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0

43.0

58.0
87.029.0

2.40 2.50 2.60 2.70 2.80

m/z  73.10  100.00%

2.40 2.50 2.60 2.70 2.80

m/z  43.10   43.48%

2.40 2.50 2.60 2.70 2.80

m/z  87.10   34.65%

2.40 2.50 2.60 2.70 2.80

m/z  55.10   26.71%

2.40 2.50 2.60 2.70 2.80

m/z  71.10   11.91%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081518\
  Data File : BF108187.D                                          
  Acq On    : 16 Aug 2018   1:13
  Operator  : JU/SJ
  Sample    : J4440-02
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.78                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.78   55.76 ng        3405410   1,4-Dichlorobenzene-d4      7.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 4 Xenon                               132 Xe             007440-63-3 9 
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
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m/z-->

Abundance Scan 755 (6.778 min): BF108187.D (-751) (-)
132.0

68.1

96.140.0 54.0
115.082.1
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0

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0

20 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

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0

92.0
65.0

39.0 106.0

6.40 6.60 6.80 7.00 7.20

m/z 132.00  100.00%

6.40 6.60 6.80 7.00 7.20

m/z  68.10   48.74%

6.40 6.60 6.80 7.00 7.20

m/z 134.00   32.67%

6.40 6.60 6.80 7.00 7.20

m/z  66.10   32.38%

6.40 6.60 6.80 7.00 7.20

m/z  69.10   19.90%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081518\
  Data File : BF108187.D                                          
  Acq On    : 16 Aug 2018   1:13
  Operator  : JU/SJ
  Sample    : J4440-02
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.72    2.41 ng         202850   Acenaphthene-d10           10.06

 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 45
 3 Quinoline, 4,8-dimethyl-            157 C11H11N        013362-80-6 40
 4 4-Fluoro-2-nitrophenol              157 C6H4FNO3       000394-33-2 36
 5 Piperazine-1-carboxylic acid, 4-... 362 C14H19ClN2O5S  1000303-80-2 36
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m/z-->

Abundance Scan 1425 (10.719 min): BF108187.D (-1422) (-)
157.1

115.0

43.1
203.187.0
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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
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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 #29207: Quinoline, 4,8-dimethyl-
157.0

77.0 128.0102.0

10.40 10.60 10.80 11.00

m/z 157.05  100.00%

10.40 10.60 10.80 11.00

m/z 115.00   36.07%

10.40 10.60 10.80 11.00

m/z  43.10   19.16%

10.40 10.60 10.80 11.00

m/z 111.00    9.31%

10.40 10.60 10.80 11.00

m/z 203.10    8.80%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081518\
  Data File : BF108187.D                                          
  Acq On    : 16 Aug 2018   1:13
  Operator  : JU/SJ
  Sample    : J4440-02
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Hexadecanoic acid, butyl ester  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.94    6.34 ng         371875   Chrysene-d12               14.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 91
 2 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2       037910-65-9 43
 3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 38
 4 Cyclopentanamine                     85 C5H11N         001003-03-8 35
 5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2       040482-05-1 32

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

5000

m/z-->

Abundance Scan 1803 (12.942 min): BF108187.D (-1800) (-)
56.1

257.3
129.183.1 213.2185.1157.1 312.4

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

5000

m/z-->

Abundance #154930: Hexadecanoic acid, butyl ester
56.0

257.0
29.0 129.0

83.0 312.0213.0185.0157.0 283.0

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

5000

m/z-->

Abundance #12890: Cyclopentanecarboxylic acid, 2-amino-, cis-
56.0

30.0 129.0100.0

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

5000

m/z-->

Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0

29.0

129.083.0 257.0185.0 213.0 312.0157.0 281.0

12.60 12.80 13.00 13.20

m/z  56.10  100.00%

12.60 12.80 13.00 13.20

m/z  57.10   47.22%

12.60 12.80 13.00 13.20

m/z  43.10   43.40%

12.60 12.80 13.00 13.20

m/z  41.10   40.35%

12.60 12.80 13.00 13.20

m/z  55.10   31.38%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081518\
  Data File : BF108187.D                                          
  Acq On    : 16 Aug 2018   1:13
  Operator  : JU/SJ
  Sample    : J4440-02
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octadecanoic acid, butyl ester  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.65    4.33 ng         253964   Chrysene-d12               14.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 91
 2 Butyl myristate                     284 C18H36O2       000110-36-1 72
 3 Octadecanoic acid, 2-methylpropy... 340 C22H44O2       000646-13-9 38
 4 2-Methyl-n-1-tridecene              196 C14H28         018094-01-4 38
 5 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30         041977-39-3 38
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Abundance Scan 1923 (13.648 min): BF108187.D (-1920) (-)
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Abundance #177148: Octadecanoic acid, butyl ester
56.0

285.0 340.0
129.0

83.0 185.0 241.0
157.0 213.0 311.0
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5000

m/z-->

Abundance #131257: Butyl myristate
56.0

229.0

129.0 284.0185.083.0
157.0 255.0

50 100 150 200 250 300
0

5000

m/z-->

Abundance #177166: Octadecanoic acid, 2-methylpropyl ester
57.0

29.0 285.0
83.0 129.0 340.0185.0 241.0157.0 213.0

13.40 13.60 13.80 14.00

m/z  56.05  100.00%

13.40 13.60 13.80 14.00

m/z  57.10   62.19%

13.40 13.60 13.80 14.00

m/z  43.05   48.62%

13.40 13.60 13.80 14.00

m/z  41.05   41.90%

13.40 13.60 13.80 14.00

m/z  55.05   34.94%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081518\
  Data File : BF108187.D                                          
  Acq On    : 16 Aug 2018   1:13
  Operator  : JU/SJ
  Sample    : J4440-02
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.37    23.3 ng    1420690  1   7.01 1221410  20.0
unknown6.78            6.78    55.8 ng    3405410  1   7.01 1221410  20.0
Triethyl citrate      10.72     2.4 ng     202850  3  10.06 1684560  20.0
Hexadecanoic acid...  12.94     6.3 ng     371875  5  14.21 1173290  20.0
Octadecanoic acid...  13.65     4.3 ng     253964  5  14.21 1173290  20.0
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