
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
  Data File : BG025386.D                                          
  Acq On    : 22 Dec 2016  12:48
  Operator  : UM/SJ
  Sample    : H6199-02
  Misc      :  
  ALS Vial  : 21   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-BG122116.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   5.271   409  414  427 rVB   114163    193194   3.28%   0.780%
  2   5.753   489  496  507 rBV   394015    712551  12.08%   2.878%
  3   7.374   765  772  785 rBV   261602    511786   8.68%   2.067%
  4   7.744   826  835  847 rBV   788685   1453682  24.64%   5.872%
  5   8.214   908  915  921 rBV2  188901    344696   5.84%   1.392%
 
  6   8.538   959  970  978 rVB   693145   1274385  21.60%   5.147%
  7   9.395  1107 1116 1126 rBV   672012   1288745  21.85%   5.205%
  8   9.513  1128 1136 1145 rVB6   47977    112022   1.90%   0.452%
  9  10.206  1247 1254 1260 rBV3   87620    183969   3.12%   0.743%
 10  11.041  1388 1396 1407 rBV   263088    505099   8.56%   2.040%
 
 11  12.022  1556 1563 1572 rBV2   96598    184077   3.12%   0.744%
 12  13.461  1799 1808 1814 rBV  1837799   2988117  50.65%  12.070%
 13  14.184  1923 1931 1941 rBV6   78107    194456   3.30%   0.785%
 14  14.278  1941 1947 1951 rVV2  123294    185157   3.14%   0.748%
 15  14.836  2034 2042 2049 rBV   475984    804666  13.64%   3.250%
 
 16  15.277  2113 2117 2124 rBV8   42977     75122   1.27%   0.303%
 17  15.441  2136 2145 2151 rVB8   52060    135612   2.30%   0.548%
 18  15.576  2164 2168 2172 rVB4   77051    112683   1.91%   0.455%
 19  16.182  2266 2271 2279 rVB6   64343    123651   2.10%   0.499%
 20  16.328  2288 2296 2307 rVB  2050382   3131676  53.09%  12.649%
 
 21  16.493  2319 2324 2331 rBV10   77345    143581   2.43%   0.580%
 22  17.586  2504 2510 2518 rVB   593996    934989  15.85%   3.777%
 23  17.915  2562 2566 2574 rVB3   72767    129293   2.19%   0.522%
 24  18.420  2648 2652 2657 rBV5   80059    120399   2.04%   0.486%
 25  19.677  2863 2866 2869 rBV4   46259     60582   1.03%   0.245%
 
 26  19.795  2883 2886 2892 rVB2   53354     98898   1.68%   0.399%
 27  20.165  2943 2949 2955 rVB  4524236   5898966 100.00%  23.827%
 28  21.875  3234 3240 3249 rVB   829372   1431109  24.26%   5.781%
 29  25.283  3810 3820 3834 rVB2  467975   1424362  24.15%   5.753%
 
 
                        Sum of corrected areas:    24757525
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
  Data File : BG025386.D                                          
  Acq On    : 22 Dec 2016  12:48
  Operator  : UM/SJ
  Sample    : H6199-02
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\Methods\8270-BG122116.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_G\DATA\BG122216\
  Data File : BG025386.D                                          
  Acq On    : 22 Dec 2016  12:48
  Operator  : UM/SJ
  Sample    : H6199-02
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\Methods\8270-BG122116.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.27   11.21 ng         193194   1,4-Dichlorobenzene-d4      8.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 Hydrazine, 1,1-bis(1-methylethyl)-  116 C6H16N2        000921-14-2 37
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 27
 5 Ethanol, pentamethyl-               116 C7H16O         000594-83-2 25

0 50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 414 (5.271 min): BG025386.D (-409) (-)
43.0

101.0
235.9 357.1 454.9152.6 302.6 513.5

0 50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

101.0

0 50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

101.0

0 50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0

101.0

5.00 5.20 5.40 5.60

m/z  43.05  100.00%

5.00 5.20 5.40 5.60

m/z  59.10   58.72%

5.00 5.20 5.40 5.60

m/z 101.00   16.55%

5.00 5.20 5.40 5.60

m/z  58.10   11.27%

5.00 5.20 5.40 5.60

m/z  41.10    6.74%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
  Data File : BG025386.D                                          
  Acq On    : 22 Dec 2016  12:48
  Operator  : UM/SJ
  Sample    : H6199-02
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\Methods\8270-BG122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.74                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.74   84.35 ng        1453680   1,4-Dichlorobenzene-d4      8.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 14
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 14
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 14
 4 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 10
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 10

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 834 (7.739 min): BG025386.D (-826) (-)
132.0

68.1

232.8 285.9322.8 472.4415.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0

70.0
31.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

63.0
27.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

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

33.0
70.0

7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.40 7.60 7.80 8.00

m/z  68.10   54.87%

7.40 7.60 7.80 8.00

m/z  66.10   41.89%

7.40 7.60 7.80 8.00

m/z 134.10   31.73%

7.40 7.60 7.80 8.00

m/z  69.10   26.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
  Data File : BG025386.D                                          
  Acq On    : 22 Dec 2016  12:48
  Operator  : UM/SJ
  Sample    : H6199-02
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\Methods\8270-BG122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Sulfurous acid, cyclohexylm...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.51    6.50 ng         112022   1,4-Dichlorobenzene-d4      8.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, cyclohexylmethyl... 206 C9H18O3S       1000309-21-2 59
 2 3-Dodecylcyclohexanone              266 C18H34O        138695-42-8 42
 3 Cyclohexane, 1,5-diisopropyl-2,3... 196 C14H28         1000149-58-8 38
 4 2-Fluoropyridine                     97 C5H4FN         000372-48-5 32
 5 Cyclopentanecarboxylic acid, 4-h... 338 C22H42O2       1000282-77-5 28

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 1136 (9.513 min): BG025386.D (-1128) (-)
97.1

43.1

535.3224.2163.9 354.9271.3

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #66497: Sulfurous acid, cyclohexylmethyl ethyl ester
97.055.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #115869: 3-Dodecylcyclohexanone
97.0

55.0

223.0 266.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #58325: Cyclohexane, 1,5-diisopropyl-2,3-dimethyl-
97.0

55.0

153.0

196.0

9.20 9.40 9.60 9.80

m/z  97.10  100.00%

9.20 9.40 9.60 9.80

m/z  83.05   57.92%

9.20 9.40 9.60 9.80

m/z  98.10   33.67%

9.20 9.40 9.60 9.80

m/z  43.10   32.90%

9.20 9.40 9.60 9.80

m/z  41.05   22.88%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
  Data File : BG025386.D                                          
  Acq On    : 22 Dec 2016  12:48
  Operator  : UM/SJ
  Sample    : H6199-02
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\Methods\8270-BG122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Aminocyclopropanecarboxyl...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.02    7.29 ng         184077   Naphthalene-d8             11.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Aminocyclopropanecarboxylic ac... 156 C7H12N2O2      1000375-50-8 53
 2 4-Amino-6-hydroxypyrimidine         111 C4H5N3O        001193-22-2 52
 3 2-Aminopyrimidine-1-oxide           111 C4H5N3O        035034-15-2 50
 4 2,4-Diamino-1,3,5-triazine          111 C3H5N5         000504-08-5 50
 5 Thiophene-2-carboxylic acid, 2-a... 246 C13H10O3S      077708-28-2 50

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance Scan 1563 (12.022 min): BG025386.D (-1556) (-)
111.043.1

154.1 321.7 544.6264.5207.1 389.1

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #28706: 1-Aminocyclopropanecarboxylic acid, N-dimethylamin...
111.0

42.0

156.0

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #6053: 4-Amino-6-hydroxypyrimidine
111.0

68.0

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #6051: 2-Aminopyrimidine-1-oxide
111.0

68.0

11.80 12.00 12.20 12.40

m/z 110.95  100.00%

11.80 12.00 12.20 12.40

m/z  43.10   90.55%

11.80 12.00 12.20 12.40

m/z  55.05   16.02%

11.80 12.00 12.20 12.40

m/z  85.10   13.50%

11.80 12.00 12.20 12.40

m/z  83.00   13.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
  Data File : BG025386.D                                          
  Acq On    : 22 Dec 2016  12:48
  Operator  : UM/SJ
  Sample    : H6199-02
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\Methods\8270-BG122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1(2H)-Naphthalenone, 3,4-di...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.18    4.83 ng         194456   Acenaphthene-d10           14.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H12O        001590-08-5 74
 2 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H12O        014944-23-1 72
 3 Homophthalimide                     161 C9H7NO2        004456-77-3 58
 4 1(2H)-Naphthalenone, 3,4-dihydro-   146 C10H10O        000529-34-0 52
 5 4-Methylphthalic anhydride          162 C9H6O3         019438-61-0 50
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0
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m/z-->

Abundance Scan 1930 (14.178 min): BG025386.D (-1923) (-)
90.1

160.1

51.0
426.8281.0222.0 353.8 514.4
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Abundance #30847: 1(2H)-Naphthalenone, 3,4-dihydro-2-methyl-
118.0

160.0

39.0 77.0
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m/z-->

Abundance #30853: 1(2H)-Naphthalenone, 3,4-dihydro-3-methyl-
118.0

160.0

63.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #31846: Homophthalimide
118.0 161.0

63.0

13.80 14.00 14.20 14.40

m/z  90.10  100.00%

13.80 14.00 14.20 14.40

m/z 118.10   99.31%

13.80 14.00 14.20 14.40

m/z 160.10   62.70%

13.80 14.00 14.20 14.40

m/z 144.95   54.04%

13.80 14.00 14.20 14.40

m/z  89.10   47.67%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
  Data File : BG025386.D                                          
  Acq On    : 22 Dec 2016  12:48
  Operator  : UM/SJ
  Sample    : H6199-02
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\Methods\8270-BG122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1H-Inden-1-one, 2,3-dihydro...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.44    3.37 ng         135612   Acenaphthene-d10           14.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Inden-1-one, 2,3-dihydro-3,4,... 174 C12H14O        035322-84-0 50
 2 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18         030316-17-7 46
 3 5',6',7',8'-Tetrahydro-2'-aceton... 174 C12H14O        000774-55-0 45
 4 Tranylcypromine                     133 C9H11N         000155-09-9 38
 5 Silane, diisothiocyanatodimethyl-   174 C4H6N2S2Si     013125-51-4 38

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance Scan 2145 (15.441 min): BG025386.D (-2136) (-)
132.1174.1

81.2

39.0

274.6 360.2 545.7

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #41114: 1H-Inden-1-one, 2,3-dihydro-3,4,7-trimethyl-
159.0

115.0
39.0

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #41178: Naphthalene, 1,2,3,4-tetrahydro-2,5,8-trimethyl-
159.0

115.0
39.0

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #41108: 5',6',7',8'-Tetrahydro-2'-acetonaphthone
159.0

91.0
43.0

15.20 15.40 15.60 15.80

m/z 132.10  100.00%

15.20 15.40 15.60 15.80

m/z 174.10   85.63%

15.20 15.40 15.60 15.80

m/z 159.05   81.04%

15.20 15.40 15.60 15.80

m/z 175.05   58.24%

15.20 15.40 15.60 15.80

m/z 133.00   58.06%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
  Data File : BG025386.D                                          
  Acq On    : 22 Dec 2016  12:48
  Operator  : UM/SJ
  Sample    : H6199-02
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\Methods\8270-BG122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Naphthalene, 2-ethoxy-          Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.58    2.80 ng         112683   Acenaphthene-d10           14.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 2-ethoxy-              172 C12H12O        000093-18-5 50
 2 1H-Pyrazole-3-carboxaldehyde, 5-... 172 C10H8N2O       057204-65-6 46
 3 Naphthalene, 1-ethoxy-              172 C12H12O        005328-01-8 45
 4 1-Naphthalenecarboxaldehyde, 2-h... 172 C11H8O2        000708-06-5 43
 5 2-Naphthalenol                      144 C10H8O         000135-19-3 42

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 2169 (15.582 min): BG025386.D (-2164) (-)
144.1

43.1 77.0

222.0 318.3180.0 446.2

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #39835: Naphthalene, 2-ethoxy-
144.0

63.028.0 101.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #39738: 1H-Pyrazole-3-carboxaldehyde, 5-phenyl-
115.0

172.0

77.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #39834: Naphthalene, 1-ethoxy-
144.0

89.028.0

15.20 15.40 15.60 15.80

m/z 144.05  100.00%

15.20 15.40 15.60 15.80

m/z 115.10   87.83%

15.20 15.40 15.60 15.80

m/z 172.10   79.67%

15.20 15.40 15.60 15.80

m/z 129.10   43.72%

15.20 15.40 15.60 15.80

m/z 153.15   42.65%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
  Data File : BG025386.D                                          
  Acq On    : 22 Dec 2016  12:48
  Operator  : UM/SJ
  Sample    : H6199-02
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\Methods\8270-BG122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Cinnamic acid, .alpha.,.bet...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.18    3.07 ng         123651   Acenaphthene-d10           14.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cinnamic acid, .alpha.,.beta.-di... 176 C11H12O2       1000151-56-4 53
 2 3-(Hydroxyimino)-7-methylindolin... 176 C9H8N2O2       013208-96-3 43
 3 2-Benzofurancarboxylic acid, 3-m... 176 C10H8O3        024673-56-1 27
 4 1H-Indole, 1-methyl-                131 C9H9N          000603-76-9 27
 5 4-Aminoquinaldine                   158 C10H10N2       006628-04-2 25

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2271 (16.182 min): BG025386.D (-2266) (-)
131.1 176.1

77.0
39.0

220.2 354.9 424.8253.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #42373: Cinnamic acid, .alpha.,.beta.-dimethyl-
176.0

115.0

51.0

83.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #43087: 3-(Hydroxyimino)-7-methylindolin-2-one
176.0

131.0

89.050.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #42286: 2-Benzofurancarboxylic acid, 3-methyl-
176.0

131.0

77.0

39.0

15.80 16.00 16.20 16.40

m/z 131.10  100.00%

15.80 16.00 16.20 16.40

m/z 176.10   89.37%

15.80 16.00 16.20 16.40

m/z 130.05   53.27%

15.80 16.00 16.20 16.40

m/z 158.05   50.99%

15.80 16.00 16.20 16.40

m/z 115.00   36.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
  Data File : BG025386.D                                          
  Acq On    : 22 Dec 2016  12:48
  Operator  : UM/SJ
  Sample    : H6199-02
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\Methods\8270-BG122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  9H-Fluoren-9-one, 1,2,3,4,4...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.49    3.07 ng         143581   Phenanthrene-d10           17.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9H-Fluoren-9-one, 1,2,3,4,4a,9a-... 186 C13H14O        001203-67-4 68
 2 Cyclohept-2-ene-1-one, 2-phenyl-    186 C13H14O        065825-75-4 55
 3 Phenol, 3-phenoxy-                  186 C12H10O2       000713-68-8 50
 4 5-Thiazolecarboxylic acid, 2-ami... 186 C7H10N2O2S     007210-76-6 42
 5 [1,1'-Biphenyl]-4,4'-diol           186 C12H10O2       000092-88-6 42

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 2323 (16.487 min): BG025386.D (-2319) (-)
186.1

115.1
77.1

43.1

149.1 222.5 267.0 331.8 415.8450.1

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #50378: 9H-Fluoren-9-one, 1,2,3,4,4a,9a-hexahydro-
186.0

145.0
77.0

39.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #50367: Cyclohept-2-ene-1-one, 2-phenyl-
186.0

129.0

77.0
39.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #50207: Phenol, 3-phenoxy-
186.0

39.0
129.077.0

16.20 16.40 16.60 16.80

m/z 186.10  100.00%

16.20 16.40 16.60 16.80

m/z 115.10   73.88%

16.20 16.40 16.60 16.80

m/z 129.10   69.73%

16.20 16.40 16.60 16.80

m/z  77.10   61.43%

16.20 16.40 16.60 16.80

m/z 157.10   59.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
  Data File : BG025386.D                                          
  Acq On    : 22 Dec 2016  12:48
  Operator  : UM/SJ
  Sample    : H6199-02
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\Methods\8270-BG122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Ethanol, 2-[4-(1,1-dimethyl...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.91    2.77 ng         129293   Phenanthrene-d10           17.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-[4-(1,1-dimethylpropy... 208 C13H20O2       006382-07-6 64
 2 4,2-Cresotic acid, 6-methoxy-, b... 538 C29H30O10      019314-74-0 47
 3 1,8(2H,5H)-Isoquinolinedione, 6,... 179 C9H9NO3        037704-54-4 47
 4 4-Butylbenzoic acid, tetradecyl ... 374 C25H42O2       1000292-32-7 43
 5 2,4-Dimethoxyphenyl isocyanate      179 C9H9NO3        084370-87-6 43

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 2565 (17.909 min): BG025386.D (-2562) (-)
179.1

135.1

41.0
95.1 217.1 429.1264.3 342.7 489.8

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #67713: Ethanol, 2-[4-(1,1-dimethylpropyl)phenoxy]-
179.0

135.0

91.041.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #238334: 4,2-Cresotic acid, 6-methoxy-, bimol. ester, meth...
179.0

121.044.0 81.0 343.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #45086: 1,8(2H,5H)-Isoquinolinedione, 6,7-dihydro-3-hydroxy-
179.0

123.0
51.0

17.60 17.80 18.00 18.20

m/z 179.10  100.00%

17.60 17.80 18.00 18.20

m/z 135.05   44.60%

17.60 17.80 18.00 18.20

m/z  41.05   22.97%

17.60 17.80 18.00 18.20

m/z 109.10   21.76%

17.60 17.80 18.00 18.20

m/z 107.05   19.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
  Data File : BG025386.D                                          
  Acq On    : 22 Dec 2016  12:48
  Operator  : UM/SJ
  Sample    : H6199-02
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\Methods\8270-BG122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  n-Hexadecanoic acid             Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.42    2.58 ng         120399   Phenanthrene-d10           17.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 91
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 87
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 43
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 43
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 38

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2652 (18.420 min): BG025386.D (-2648) (-)
41.1

83.1

129.1 213.2

256.2173.9 362.4327.9 436.7

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

213.0 256.0171.0
95.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #84454: Tetradecanoic acid
73.0

228.0129.029.0

185.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #95854: Pentadecanoic acid
43.0

242.0129.083.0
199.0

164.0

18.20 18.40 18.60 18.80

m/z  41.10  100.00%

18.20 18.40 18.60 18.80

m/z  43.10   96.68%

18.20 18.40 18.60 18.80

m/z  60.10   95.89%

18.20 18.40 18.60 18.80

m/z  55.10   86.84%

18.20 18.40 18.60 18.80

m/z  57.10   84.01%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
  Data File : BG025386.D                                          
  Acq On    : 22 Dec 2016  12:48
  Operator  : UM/SJ
  Sample    : H6199-02
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\Methods\8270-BG122116.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...   5.27    11.2 ng     193194  1   8.21  344696  20.0
unknown7.74            7.74    84.3 ng    1453680  1   8.21  344696  20.0
Sulfurous acid, c...   9.51     6.5 ng     112022  1   8.21  344696  20.0
1-Aminocyclopropa...  12.02     7.3 ng     184077  2  11.04  505099  20.0
1(2H)-Naphthaleno...  14.18     4.8 ng     194456  3  14.84  804666  20.0
1H-Inden-1-one, 2...  15.44     3.4 ng     135612  3  14.84  804666  20.0
Naphthalene, 2-et...  15.58     2.8 ng     112683  3  14.84  804666  20.0
Cinnamic acid, .a...  16.18     3.1 ng     123651  3  14.84  804666  20.0
9H-Fluoren-9-one,...  16.49     3.1 ng     143581  4  17.59  934989  20.0
Ethanol, 2-[4-(1,...  17.91     2.8 ng     129293  4  17.59  934989  20.0
n-Hexadecanoic acid   18.42     2.6 ng     120399  4  17.59  934989  20.0
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