
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017497.D                                          
  Acq On    :  6 Jun 2015   7:19
  Operator  : TP/IZ
  Sample    : G2504-06
  Misc      :  
  ALS Vial  : 23   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_G\METHODS\8270-BG060315.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   2.777     9   15   22 rBV   142553    259368  15.82%   2.902%
  2   4.728   343  347  355 rVB2   26178     39617   2.42%   0.443%
  3   5.227   426  432  440 rBV   268690    402432  24.55%   4.503%
  4   6.843   700  707  716 rBV   189343    311832  19.02%   3.489%
  5   7.172   756  763  772 rBV   409487    650385  39.68%   7.277%
 
  6   7.624   833  840  846 rVB   115685    176474  10.77%   1.975%
  7   7.942   888  894  903 rVB   347848    553109  33.74%   6.189%
  8   8.788  1030 1038 1051 rBV   298172    493447  30.10%   5.521%
  9  10.421  1309 1316 1328 rVB2  128362    235930  14.39%   2.640%
 10  11.696  1527 1533 1539 rBV2   12153     19758   1.21%   0.221%
 
 11  12.906  1732 1739 1749 rBV   765957   1081808  65.99%  12.104%
 12  14.293  1968 1975 1986 rBV2  212421    319237  19.47%   3.572%
 13  15.791  2224 2230 2243 rBV   672383    949684  57.93%  10.626%
 14  17.043  2438 2443 2449 rBV   270542    384393  23.45%   4.301%
 15  17.953  2593 2598 2612 rBV   122913    216963  13.24%   2.428%
 
 16  19.240  2810 2817 2824 rBV   116463    184803  11.27%   2.068%
 17  19.687  2887 2893 2900 rBV  1411269   1639233 100.00%  18.342%
 18  20.956  3106 3109 3118 rBV7   32245     55217   3.37%   0.618%
 19  21.161  3140 3144 3147 rBV2   23566     29133   1.78%   0.326%
 20  21.238  3153 3157 3163 rBV   362698    467463  28.52%   5.230%
 
 21  23.194  3486 3490 3496 rVB9   14353     27948   1.70%   0.313%
 22  23.482  3533 3539 3546 rVB2  234695    439039  26.78%   4.912%
 
 
                        Sum of corrected areas:     8937273
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017497.D                                          
  Acq On    :  6 Jun 2015   7:19
  Operator  : TP/IZ
  Sample    : G2504-06
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
0

200000

400000

600000

800000

1000000

1200000

1400000

Time-->

Abundance TIC: BG017497.D

  2.78

  4.73

  5.23
  6.84

  7.17

  7.62

  7.94
  8.79

 10.42

12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
0

200000

400000

600000

800000

1000000

1200000

1400000

Time-->

Abundance TIC: BG017497.D

 11.70

 12.91

 14.29

 15.79

 17.04

 17.95  19.24

 19.69

21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
0

200000

400000

600000

800000

1000000

1200000

1400000

Time-->

Abundance TIC: BG017497.D

 20.96 21.16

 21.24

 23.19

 23.48

8270-BG060315.M Mon Jun 08 12:42:43 2015                                              Page: 2

Instrument :
BNA_G
ClientSampleId :
MW-6



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017497.D                                          
  Acq On    :  6 Jun 2015   7:19
  Operator  : TP/IZ
  Sample    : G2504-06
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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.
---------------------------------------------------------------------
  2.78   29.39 ng         259368   1,4-Dichlorobenzene-d4      7.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 3 Silane, ethyltrimethyl-             102 C5H14Si        003439-38-1 33
 4 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 17
 5 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 

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

5000

m/z-->

Abundance Scan 16 (2.783 min): BG017497.D (-9) (-)
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m/z-->

Abundance #4386: Butane, 2-methoxy-2-methyl-
73

43 87
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m/z-->

Abundance #13286: 2,2,4-Trimethyl-3-pentanol
73

8741 55

27
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5000

m/z-->

Abundance #4305: Silane, ethyltrimethyl-
73

59
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43

10229

2.80 2.90 3.00 3.10 3.20

m/z  73.05  100.00%

2.80 2.90 3.00 3.10 3.20

m/z  43.00   46.61%

2.80 2.90 3.00 3.10 3.20

m/z  55.00   29.76%

2.80 2.90 3.00 3.10 3.20

m/z  87.00   27.09%

2.80 2.90 3.00 3.10 3.20

m/z  41.00   14.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017497.D                                          
  Acq On    :  6 Jun 2015   7:19
  Operator  : TP/IZ
  Sample    : G2504-06
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.73    4.49 ng          39617   1,4-Dichlorobenzene-d4      7.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 17
 3 Thiocyanic acid, propyl ester       101 C4H7NS         004251-16-5 9 
 4 Hydrazine, 1,1-bis(1-methylethyl)-  116 C6H16N2        000921-14-2 9 
 5 Propane, 2-methoxy-                  74 C4H10O         000598-53-8 9 
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m/z-->

Abundance Scan 347 (4.728 min): BG017497.D (-343) (-)
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Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #4387: Propane, 1-ethoxy-2-methyl-
5931

41
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m/z-->

Abundance #3975: Thiocyanic acid, propyl ester
43

27 101

59 72 86

4.40 4.60 4.80 5.00

m/z  43.00  100.00%

4.40 4.60 4.80 5.00

m/z  59.00   53.05%

4.40 4.60 4.80 5.00

m/z 101.10   17.00%

4.40 4.60 4.80 5.00

m/z  58.00   16.61%

4.40 4.60 4.80 5.00

m/z  41.00   10.38%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017497.D                                          
  Acq On    :  6 Jun 2015   7:19
  Operator  : TP/IZ
  Sample    : G2504-06
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.17                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.17   73.71 ng         650385   1,4-Dichlorobenzene-d4      7.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 16
 4 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 12
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5000

m/z-->

Abundance Scan 763 (7.172 min): BG017497.D (-756) (-)
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m/z-->

Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
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Abundance #14013: 1H-Benzimidazole, 2-methyl-
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Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methyl-
132
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6.80 7.00 7.20 7.40 7.60

m/z 132.00  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  68.10   42.07%

6.80 7.00 7.20 7.40 7.60

m/z  66.00   34.35%

6.80 7.00 7.20 7.40 7.60

m/z 134.00   32.48%

6.80 7.00 7.20 7.40 7.60

m/z  69.10   20.59%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017497.D                                          
  Acq On    :  6 Jun 2015   7:19
  Operator  : TP/IZ
  Sample    : G2504-06
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.95   11.29 ng         216963   Phenanthrene-d10           17.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 95
 2 n-Decanoic acid                     172 C10H20O2       000334-48-5 60
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 58
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 47
 5 11-Bromoundecanoic acid             264 C11H21BrO2     002834-05-1 43
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5000

m/z-->

Abundance Scan 2597 (17.947 min): BG017497.D (-2593) (-)
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m/z-->

Abundance #92228: n-Hexadecanoic acid
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256
129

21397
157 185

236

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #37193: n-Decanoic acid
60
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29 87
172107
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5000

m/z-->

Abundance #75070: Tetradecanoic acid
7343

129

185
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15718

17.60 17.80 18.00 18.20

m/z  43.10  100.00%

17.60 17.80 18.00 18.20

m/z  73.00   78.21%

17.60 17.80 18.00 18.20

m/z  41.00   77.56%

17.60 17.80 18.00 18.20

m/z  60.00   64.66%

17.60 17.80 18.00 18.20

m/z  55.00   61.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017497.D                                          
  Acq On    :  6 Jun 2015   7:19
  Operator  : TP/IZ
  Sample    : G2504-06
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octadecanoic acid               Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.24    7.91 ng         184803   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 94
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 53
 3 n-Decanoic acid                     172 C10H20O2       000334-48-5 46
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 38
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 30
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m/z-->

Abundance Scan 2817 (19.240 min): BG017497.D (-2810) (-)
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Abundance #108843: Octadecanoic acid
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Abundance #65565: Tridecanoic acid
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Abundance #37192: n-Decanoic acid
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19.00 19.20 19.40 19.60

m/z  41.00  100.00%

19.00 19.20 19.40 19.60

m/z  43.05   89.13%

19.00 19.20 19.40 19.60

m/z  73.00   84.75%

19.00 19.20 19.40 19.60

m/z  55.10   68.56%

19.00 19.20 19.40 19.60

m/z  59.95   68.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017497.D                                          
  Acq On    :  6 Jun 2015   7:19
  Operator  : TP/IZ
  Sample    : G2504-06
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  9-Octadecenoic acid, (E)-       Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.96    2.36 ng          55217   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenoic acid, (E)-           282 C18H34O2       000112-79-8 70
 2 1-Eicosene                          280 C20H40         003452-07-1 64
 3 E-15-Heptadecenal                   252 C17H32O        1000130-97-9 60
 4 6-Octadecenoic acid, (Z)-           282 C18H34O2       000593-39-5 58
 5 Acetic acid, octadecyl ester        312 C20H40O2       000822-23-1 58

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3110 (20.962 min): BG017497.D (-3106) (-)
43
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153 208 285182 355239 325264
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5000

m/z-->

Abundance #107527: 9-Octadecenoic acid, (E)-
55
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264
11129

282
138 222180 246161 199
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5000

m/z-->

Abundance #106394: 1-Eicosene
9757

125
280

15329 182 25221079

50 100 150 200 250 300 350

5000

m/z-->

Abundance #89757: E-15-Heptadecenal
43

83

111

252139 22416865 196

20.60 20.80 21.00 21.20

m/z  43.05  100.00%

20.60 20.80 21.00 21.20

m/z  55.00   95.46%

20.60 20.80 21.00 21.20

m/z  57.05   59.28%

20.60 20.80 21.00 21.20

m/z  97.00   57.12%

20.60 20.80 21.00 21.20

m/z  83.10   46.37%

8270-BG060315.M Mon Jun 08 12:42:48 2015                                              Page: 8

Instrument :
BNA_G
ClientSampleId :
MW-6



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
  Data File : BG017497.D                                          
  Acq On    :  6 Jun 2015   7:19
  Operator  : TP/IZ
  Sample    : G2504-06
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.78    29.4 ng     259368  1   7.62  176474  20.0
2-Pentanone, 4-hy...   4.73     4.5 ng      39617  1   7.62  176474  20.0
unknown7.17            7.17    73.7 ng     650385  1   7.62  176474  20.0
n-Hexadecanoic acid   17.95    11.3 ng     216963  4  17.05  384393  20.0
Octadecanoic acid     19.24     7.9 ng     184803  5  21.24  467463  20.0
9-Octadecenoic ac...  20.96     2.4 ng      55217  5  21.24  467463  20.0
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