
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
  Data File : BG017507.D                                          
  Acq On    :  6 Jun 2015  21:14
  Operator  : TP/IZ
  Sample    : G2550-03
  Misc      :  
  ALS Vial  : 5   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   2.763     9   13   18 rBV    56138     72798   3.97%   0.785%
  2   2.804    18   20   28 rVB    14729     21456   1.17%   0.231%
  3   4.719   341  346  355 rVB    44100     65842   3.59%   0.710%
  4   5.219   425  431  441 rBV   454356    652558  35.55%   7.037%
  5   6.141   583  588  595 rBV2   15615     25721   1.40%   0.277%
 
  6   6.834   698  706  718 rBV   463405    750466  40.89%   8.093%
  7   7.163   754  762  772 rBV   473615    735940  40.10%   7.937%
  8   7.622   831  840  845 rBV    71369    110708   6.03%   1.194%
  9   7.939   885  894  903 rBV   332926    513636  27.98%   5.539%
 10   8.785  1030 1038 1047 rBV   278971    461748  25.16%   4.980%
 
 11  10.419  1309 1316 1325 rBV2   88685    153443   8.36%   1.655%
 12  12.910  1733 1740 1748 rBV   705036   1039890  56.65%  11.215%
 13  13.756  1877 1884 1894 rBV    91640    145468   7.93%   1.569%
 14  14.290  1968 1975 1983 rBV3  153712    233001  12.69%   2.513%
 15  15.795  2224 2231 2240 rBV   755855   1099079  59.88%  11.853%
 
 16  17.046  2435 2444 2453 rBV   214309    312239  17.01%   3.367%
 17  17.957  2594 2599 2604 rBV3   41289     62703   3.42%   0.676%
 18  19.684  2887 2893 2899 rBV  1516204   1835479 100.00%  19.795%
 19  20.953  3105 3109 3118 rBV    73447    104142   5.67%   1.123%
 20  21.241  3153 3158 3168 rBV   282635    372868  20.31%   4.021%
 
 21  22.410  3350 3357 3363 rBV   107287    139698   7.61%   1.507%
 22  23.480  3532 3539 3547 rVB   186336    344840  18.79%   3.719%
 23  25.771  3922 3929 3930 rBV7   10198     18869   1.03%   0.203%
 
 
                        Sum of corrected areas:     9272592
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
  Data File : BG017507.D                                          
  Acq On    :  6 Jun 2015  21:14
  Operator  : TP/IZ
  Sample    : G2550-03
  Misc      :  
  ALS Vial  : 5   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
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
  Data File : BG017507.D                                          
  Acq On    :  6 Jun 2015  21:14
  Operator  : TP/IZ
  Sample    : G2550-03
  Misc      :  
  ALS Vial  : 5   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.
---------------------------------------------------------------------
  2.76   13.15 ng          72798   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 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 16
 4 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 5 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 
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m/z-->

Abundance Scan 13 (2.763 min): BG017507.D (-9) (-)
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m/z-->

Abundance #4386: Butane, 2-methoxy-2-methyl-
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m/z-->

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

41

15 97
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m/z-->

Abundance #7316: 2-Methyl-5-hexen-3-ol
73

43

15

2.80 2.90 3.00 3.10 3.20

m/z  73.10  100.00%

2.80 2.90 3.00 3.10 3.20

m/z  43.00   42.72%

2.80 2.90 3.00 3.10 3.20

m/z  55.10   27.77%

2.80 2.90 3.00 3.10 3.20

m/z  87.05   24.45%

2.80 2.90 3.00 3.10 3.20

m/z  41.00   17.42%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
  Data File : BG017507.D                                          
  Acq On    :  6 Jun 2015  21:14
  Operator  : TP/IZ
  Sample    : G2550-03
  Misc      :  
  ALS Vial  : 5   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  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.72   11.89 ng          65842   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 64
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 16
 4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 5 Methanecarbothiolic acid             76 C2H4OS         000507-09-5 9 
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Abundance Scan 346 (4.719 min): BG017507.D (-341) (-)
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m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 83 93
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m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
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10129
15 73 83
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m/z-->

Abundance #3955: 2,3-Butanedione, monooxime
43

101
5815 31 51 8669

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   48.52%

4.40 4.60 4.80 5.00

m/z 101.00   18.64%

4.40 4.60 4.80 5.00

m/z  41.00   12.27%

4.40 4.60 4.80 5.00

m/z  58.10    9.13%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
  Data File : BG017507.D                                          
  Acq On    :  6 Jun 2015  21:14
  Operator  : TP/IZ
  Sample    : G2550-03
  Misc      :  
  ALS Vial  : 5   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  4  Ethanol, 2-(2-methoxyethoxy)-   Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.14    4.65 ng          25721   1,4-Dichlorobenzene-d4      7.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-(2-methoxyethoxy)-       120 C5H12O3        000111-77-3 64
 2 2-Propanol, 1-(1-methylethoxy)-     118 C6H14O2        003944-36-3 59
 3 Carbonic acid, dimethyl ester        90 C3H6O3         000616-38-6 38
 4 Ethene, (2-methoxyethoxy)-          102 C5H10O2        001663-35-0 36
 5 Ethanol, 2,2'-[oxybis(2,1-ethane... 194 C8H18O5        000112-60-7 28
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5000

m/z-->

Abundance Scan 588 (6.141 min): BG017507.D (-583) (-)
45
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8975 256
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m/z-->

Abundance #8973: Ethanol, 2-(2-methoxyethoxy)-
45

31 59

8975
102
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Abundance #8589: 2-Propanol, 1-(1-methylethoxy)-
45
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10388
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Abundance #2229: Carbonic acid, dimethyl ester
15

45
29

59

9075

5.80 6.00 6.20 6.40

m/z  45.00  100.00%

5.80 6.00 6.20 6.40

m/z  59.00   42.34%

5.80 6.00 6.20 6.40

m/z  58.00   28.67%

5.80 6.00 6.20 6.40

m/z  42.95   14.13%

5.80 6.00 6.20 6.40

m/z  89.00   11.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
  Data File : BG017507.D                                          
  Acq On    :  6 Jun 2015  21:14
  Operator  : TP/IZ
  Sample    : G2550-03
  Misc      :  
  ALS Vial  : 5   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  unknown7.16                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.16  132.95 ng         735940   1,4-Dichlorobenzene-d4      7.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 27
 2 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 22
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 22
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12

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

5000

m/z-->

Abundance Scan 761 (7.158 min): BG017507.D (-754) (-)
132

68

40 96
240207 312

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

5000

m/z-->

Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
13256

27 76 99

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

5000

m/z-->

Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methyl-
132

104
63

39 88

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

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
13257

74
116

98

189158

6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.80 7.00 7.20 7.40

m/z  68.00   42.95%

6.80 7.00 7.20 7.40

m/z  66.00   36.27%

6.80 7.00 7.20 7.40

m/z 134.00   30.84%

6.80 7.00 7.20 7.40

m/z  69.10   24.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
  Data File : BG017507.D                                          
  Acq On    :  6 Jun 2015  21:14
  Operator  : TP/IZ
  Sample    : G2550-03
  Misc      :  
  ALS Vial  : 5   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  n-Hexadecanoic acid             Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.96    4.02 ng          62703   Phenanthrene-d10           17.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 58
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 52
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 47
 4 .alpha.-D-Galactopyranoside, met... 334 C17H34O6       1000157-55-9 47
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 46
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5000

m/z-->

Abundance Scan 2600 (17.963 min): BG017507.D (-2594) (-)
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Abundance #92228: n-Hexadecanoic acid
43 7360

29 256
129

21397 115 157171 185 227143 199 240
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Abundance #75072: Tetradecanoic acid
7360
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29 87 228115 143 171101 199157 21215
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5000

m/z-->

Abundance #65565: Tridecanoic acid
7360

43

129
29 17111587

214
185143 157101

17.60 17.80 18.00 18.20

m/z  43.05  100.00%

17.60 17.80 18.00 18.20

m/z  41.00   96.83%

17.60 17.80 18.00 18.20

m/z  55.10   93.35%

17.60 17.80 18.00 18.20

m/z  73.00   85.10%

17.60 17.80 18.00 18.20

m/z  57.10   70.82%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
  Data File : BG017507.D                                          
  Acq On    :  6 Jun 2015  21:14
  Operator  : TP/IZ
  Sample    : G2550-03
  Misc      :  
  ALS Vial  : 5   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  8  Bromoacetic acid, hexadecyl...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.95    5.59 ng         104142   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bromoacetic acid, hexadecyl ester   362 C18H35BrO2     005454-48-8 94
 2 1-Nonadecanol                       284 C19H40O        001454-84-8 94
 3 Acetic acid, chloro-, hexadecyl ... 318 C18H35ClO2     052132-58-8 94
 4 1-Eicosene                          280 C20H40         003452-07-1 93
 5 1-Eicosanol                         298 C20H42O        000629-96-9 92

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3108 (20.947 min): BG017507.D (-3105) (-)
57 83

111

39 281154 209 355308181133

50 100 150 200 250 300 350

5000

m/z-->

Abundance #145521: Bromoacetic acid, hexadecyl ester
43

69

97

123

141 196 222166 269

50 100 150 200 250 300 350

5000

m/z-->

Abundance #108955: 1-Nonadecanol
43 83

111

139 238168 2661966518 221

50 100 150 200 250 300 350

5000

m/z-->

Abundance #127051: Acetic acid, chloro-, hexadecyl ester
69

97
43

125
224154 196 269

20.60 20.80 21.00 21.20

m/z  57.10  100.00%

20.60 20.80 21.00 21.20

m/z  43.10   95.20%

20.60 20.80 21.00 21.20

m/z  55.10   94.86%

20.60 20.80 21.00 21.20

m/z  83.10   90.52%

20.60 20.80 21.00 21.20

m/z  69.10   64.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
  Data File : BG017507.D                                          
  Acq On    :  6 Jun 2015  21:14
  Operator  : TP/IZ
  Sample    : G2550-03
  Misc      :  
  ALS Vial  : 5   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  9  Squalene                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.41    8.10 ng         139698   Perylene-d12               23.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         007683-64-9 90
 2 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H36O        056882-09-8 78
 3 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50         000111-02-4 78
 4 2,6,10,14-Hexadecatetraenoic aci... 332 C22H36O2       024035-35-6 64
 5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H26O        004602-84-0 64

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3357 (22.410 min): BG017507.D (-3350) (-)
69

41
95 137

175 203 341265231115

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #158503: Squalene
69

41
13795

191 341163 410217 273 367299117 245

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal
69

41

93
137

192 247 316161 273113 219

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69

41
95 121 149 175 203 341231 367 410273 299

22.00 22.20 22.40 22.60 22.80

m/z  69.05  100.00%

22.00 22.20 22.40 22.60 22.80

m/z  81.10   44.76%

22.00 22.20 22.40 22.60 22.80

m/z  41.10   28.45%

22.00 22.20 22.40 22.60 22.80

m/z  67.10   13.64%

22.00 22.20 22.40 22.60 22.80

m/z  95.10   12.89%

8270-BG060315.M Mon Jun 08 17:30:32 2015                                              Page: 9

Instrument :
BNA_G
ClientSampleId :
FS-040

Instrument :
BNA_G
ClientSampleId :
FS-040



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
  Data File : BG017507.D                                          
  Acq On    :  6 Jun 2015  21:14
  Operator  : TP/IZ
  Sample    : G2550-03
  Misc      :  
  ALS Vial  : 5   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...   2.76    13.2 ng      72798  1   7.62  110708  20.0
2-Pentanone, 4-hy...   4.72    11.9 ng      65842  1   7.62  110708  20.0
Ethanol, 2-(2-met...   6.14     4.7 ng      25721  1   7.62  110708  20.0
unknown7.16            7.16   132.9 ng     735940  1   7.62  110708  20.0
n-Hexadecanoic acid   17.96     4.0 ng      62703  4  17.05  312239  20.0
Bromoacetic acid,...  20.95     5.6 ng     104142  5  21.24  372868  20.0
Squalene              22.41     8.1 ng     139698  6  23.48  344840  20.0
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