
                                     LSC Area Percent Report
 
  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   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_F\METHODS\8270-BF010918.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   4.928   473  483  490 rBV   179408    270590   7.80%   0.845%
  2   5.334   546  552  555 rVB  3326666   3373265  97.23%  10.538%
  3   5.993   660  664  666 rBV    38553     35895   1.03%   0.112%
  4   6.363   721  727  731 rBV  2886192   3469256 100.00%  10.837%
  5   6.493   744  749  752 rBV  3546446   3456170  99.62%  10.796%
 
  6   6.545   756  758  764 rVB2   34640     37553   1.08%   0.117%
  7   6.716   784  787  791 rBV  1000871    889392  25.64%   2.778%
  8   6.875   810  814  817 rBV  2804587   2468082  71.14%   7.710%
  9   7.287   876  884  887 rBV  2270244   2099531  60.52%   6.559%
 10   7.998  1001 1005 1011 rBV  1302468   1213386  34.98%   3.790%
 
 11   8.516  1089 1093 1097 rBV   524040    460416  13.27%   1.438%
 12   8.557  1097 1100 1104 rBV   252706    191802   5.53%   0.599%
 13   8.845  1145 1149 1157 rBV2  171686    203520   5.87%   0.636%
 14   9.081  1183 1189 1192 rBV  3228859   2826669  81.48%   8.830%
 15   9.434  1246 1249 1252 rBV   751794    648418  18.69%   2.026%
 
 16   9.475  1252 1256 1259 rVB   411662    359524  10.36%   1.123%
 17   9.751  1300 1303 1307 rVB  1313430   1115752  32.16%   3.485%
 18  10.245  1384 1387 1390 rBV   163071    131765   3.80%   0.412%
 19  10.469  1421 1425 1428 rBV   842387    675211  19.46%   2.109%
 20  10.539  1433 1437 1441 rBV  1868743   1749773  50.44%   5.466%
 
 21  10.657  1454 1457 1461 rBV3   47226     59564   1.72%   0.186%
 22  10.904  1496 1499 1502 rVB    67112     56177   1.62%   0.175%
 23  11.104  1530 1533 1536 rBV2   41146     35944   1.04%   0.112%
 24  11.233  1551 1555 1558 rBV  1100106    890781  25.68%   2.783%
 25  11.775  1642 1647 1653 rBV   492408    517139  14.91%   1.615%
 
 26  12.551  1776 1779 1784 rBV    88647    103289   2.98%   0.323%
 27  12.822  1820 1825 1828 rBV  1710786   1681984  48.48%   5.254%
 28  13.716  1974 1977 1981 rBV   281356    275510   7.94%   0.861%
 29  13.857  1997 2001 2006 rBV2  881102   1287574  37.11%   4.022%
 30  14.963  2186 2189 2192 rVB   146965    142776   4.12%   0.446%
 
 31  15.286  2240 2244 2247 rBV   593905    874937  25.22%   2.733%
 32  15.945  2353 2356 2367 rVB2  226344    410348  11.83%   1.282%
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                                     LSC Area Percent Report
 
  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   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_F\METHODS\8270-BF010918.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:    32011993
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                              LSC Report - Integrated Chromatogram

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.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 : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.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  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.93    6.08 ng         270590   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 72
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 17
 4 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance Scan 483 (4.928 min): BF102159.D (-473) (-)
43.0

59.0

101.0

83.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140

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 90 100 110 120 130 140

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59.0

43.0
31.0

87.015.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   56.95%

4.60 4.80 5.00 5.20

m/z 101.00   19.43%

4.60 4.80 5.00 5.20

m/z  58.00   14.70%

4.60 4.80 5.00 5.20

m/z  41.10   10.34%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.49                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.49   77.72 ng        3456170   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance Scan 749 (6.493 min): BF102159.D (-744) (-)
132.0

68.1

96.1
40.0 54.0 85.0 107.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

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

67.0

41.0 97.0
53.0 117.0

79.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

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   38.08%

6.20 6.40 6.60 6.80

m/z 134.00   34.01%

6.20 6.40 6.60 6.80

m/z  66.00   24.04%

6.20 6.40 6.60 6.80

m/z  69.05   15.25%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Cyclohexasiloxane, dodecame...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.52    7.59 ng         460416   Naphthalene-d8              8.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexasiloxane, dodecamethyl-    444 C12H36O6Si6    000540-97-6 90
 2 1,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H40O5Si6    038147-00-1 37
 3 17-Epi-trenbolone, trimethylsily... 342 C21H30O2Si     1000293-11-0 22
 4 2H-1,4-Benzodiazepin-2-one, 7-ch... 342 C18H19ClN2OSi  055299-24-6 22
 5 Guaifenesin di-tms derivative       342 C16H30O4Si2    107966-19-8 17

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1094 (8.522 min): BF102159.D (-1089) (-)
73.0

341.0

147.1 429.2

207.1 251.0 295.0 397.0104.939.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #225657: Cyclohexasiloxane, dodecamethyl-
73.0

341.0

429.0

147.0
207.0 267.0 397.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #225661: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy...
73.0

147.0
267.0

355.0 429.0
207.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #178628: 17-Epi-trenbolone, trimethylsilyl ether
73.0 342.0211.0

252.0129.0
166.0

8.20 8.40 8.60 8.80

m/z  73.00  100.00%

8.20 8.40 8.60 8.80

m/z 341.00   69.40%

8.20 8.40 8.60 8.80

m/z 147.10   25.51%

8.20 8.40 8.60 8.80

m/z 429.20   24.39%

8.20 8.40 8.60 8.80

m/z 342.00   22.33%

8270-BF010918.M Thu Jan 18 12:10:55 2018                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
GR-1



                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  2-Hydroxy-iso-butyrophenone     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.56    3.16 ng         191802   Naphthalene-d8              8.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Hydroxy-iso-butyrophenone         164 C10H12O2       007473-98-5 90
 2 Ethanol, 1-methoxy-, benzoate       180 C10H12O3       051835-44-0 50
 3 2-Furanmethanol, tetrahydro-.alp... 238 C15H26O2       026184-88-3 28
 4 Ethanone, 2-amino-1-phenyl-         135 C8H9NO         000613-89-8 10
 5 Guanidine                            59 CH5N3          000113-00-8 9 

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

5000

m/z-->

Abundance Scan 1100 (8.557 min): BF102159.D (-1097) (-)
59.0

105.077.0

41.0
207.0133.0

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

5000

m/z-->

Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0

77.0 105.0
31.0

122.0 149.0

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

5000

m/z-->

Abundance #45156: Ethanol, 1-methoxy-, benzoate
59.0

105.0
77.0

180.0149.0

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

5000

m/z-->

Abundance #92415: 2-Furanmethanol, tetrahydro-.alpha.,.alpha.,5-trim...
59.0

41.0

81.0 143.0
105.0

125.0 161.0179.0 220.0 238.0

8.20 8.40 8.60 8.80

m/z  59.05  100.00%

8.20 8.40 8.60 8.80

m/z 105.00   26.76%

8.20 8.40 8.60 8.80

m/z  77.00   26.25%

8.20 8.40 8.60 8.80

m/z  50.95   15.98%

8.20 8.40 8.60 8.80

m/z 106.00   14.60%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown8.85                     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.85    3.35 ng         203520   Naphthalene-d8              8.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H44O6Si7    019095-23-9 47
 2 Propiophenone, 2'-(trimethylsilo... 222 C12H18O2Si     033342-87-9 43
 3 Thieno[2,3-c]furan-3-carbonitril... 222 C11H14N2OS     447412-24-0 30
 4 1,4-Bis(trimethylsilyl)benzene      222 C12H22Si2      013183-70-5 27
 5 Propanamide, N-(4-methoxyphenyl)... 207 C12H17NO2      056619-94-4 27

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance Scan 1150 (8.851 min): BF102159.D (-1145) (-)
73.0

207.1

147.1

281.0 341.1 415.1 475.2 549.1

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #235668: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-te...
73.0

207.0

355.0133.0 281.0
429.028.0 489.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #78900: Propiophenone, 2'-(trimethylsiloxy)-
207.0

75.0
151.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #78747: Thieno[2,3-c]furan-3-carbonitrile, 2-amino-4,6-dih...
207.0

165.043.0
86.0

8.60 8.80 9.00 9.20

m/z  73.00  100.00%

8.60 8.80 9.00 9.20

m/z 207.05   63.94%

8.60 8.80 9.00 9.20

m/z 193.00   41.28%

8.60 8.80 9.00 9.20

m/z 147.10   36.87%

8.60 8.80 9.00 9.20

m/z 221.10   26.86%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown10.25                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.25    2.36 ng         131765   Acenaphthene-d10            9.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentasiloxane, decamethyl-     370 C10H30O5Si5    000541-02-6 27
 2 3-Amino-2-phenazinol ditms          355 C18H25N3OSi2   1000332-15-5 27
 3 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H36O4Si5    003555-47-3 27
 4 Mercaptoacetic acid, bis(trimeth... 236 C8H20O2SSi2    006398-62-5 25
 5 N-(Trifluoroacetyl)-N,O,O',O''-t... 553 C22H42F3NO4Si4 1000072-26-7 22

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1388 (10.251 min): BF102159.D (-1384) (-)
73.0

355.1
147.1 221.1

281.1
401.0

43.0 189.1106.9

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #196317: Cyclopentasiloxane, decamethyl-
73.0

355.0
267.0

193.0 323.0154.028.0 108.0 235.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #187185: 3-Amino-2-phenazinol ditms
73.0

355.0

268.0237.0
43.0 324.0126.0 181.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #204095: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trim...
73.0 147.0

281.0

369.0
207.0 249.027.0 115.0 338.0

10.00 10.20 10.40 10.60

m/z  73.05  100.00%

10.00 10.20 10.40 10.60

m/z 355.10   65.86%

10.00 10.20 10.40 10.60

m/z 147.05   50.08%

10.00 10.20 10.40 10.60

m/z 221.10   48.09%

10.00 10.20 10.40 10.60

m/z 281.10   35.51%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Benzophenone                    Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.47   12.10 ng         675211   Acenaphthene-d10            9.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzophenone                        182 C13H10O        000119-61-9 97
 2 Azobenzene                          182 C12H10N2       000103-33-3 72
 3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H8O3         015206-55-0 49
 4 1,2-Propanedione, 1-phenyl-         148 C9H8O2         000579-07-7 47
 5 Vinyl benzoate                      148 C9H8O2         000769-78-8 47

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 1425 (10.469 min): BF102159.D (-1421) (-)
105.0

77.0
182.1

51.0

152.1126.191.037.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #47241: Benzophenone
105.0

77.0

182.0
51.0

152.027.0 126.091.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #47125: Azobenzene
77.0

182.0

105.051.0
152.0128.027.0 91.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #34281: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0

77.0

51.0
15.0 136.029.0 164.091.0 121.0

10.20 10.40 10.60 10.80

m/z 105.00  100.00%

10.20 10.40 10.60 10.80

m/z  77.00   60.82%

10.20 10.40 10.60 10.80

m/z 182.10   49.21%

10.20 10.40 10.60 10.80

m/z  51.00   24.77%

10.20 10.40 10.60 10.80

m/z 181.10    8.15%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.77   11.61 ng         517139   Phenanthrene-d10           11.23

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 94
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 93
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 90
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 68

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

5000

m/z-->

Abundance Scan 1646 (11.769 min): BF102159.D (-1642) (-)
43.0 73.0

129.1
97.1 213.2171.1 256.2152.0 191.1

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

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

5000

m/z-->

Abundance #84452: Tetradecanoic acid
73.0

43.0

129.0

185.0
97.0 228.0

157.0 209.015.0

11.40 11.60 11.80 12.00

m/z  43.05  100.00%

11.40 11.60 11.80 12.00

m/z  73.00   96.03%

11.40 11.60 11.80 12.00

m/z  59.95   80.55%

11.40 11.60 11.80 12.00

m/z  57.05   76.74%

11.40 11.60 11.80 12.00

m/z  55.05   72.69%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Octadecanoic acid               Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.55    2.32 ng         103289   Phenanthrene-d10           11.23

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 91
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 83
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 72
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 45
 5 Trehalose                           342 C12H22O11      000099-20-7 43

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

5000

m/z-->

Abundance Scan 1779 (12.551 min): BF102159.D (-1776) (-)
43.0 73.0

129.1

97.1
185.1 241.2 284.3219.0158.1

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

5000

m/z-->

Abundance #131261: Octadecanoic acid
73.043.0

129.0

97.0
185.0 241.0 284.0

207.0157.0

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

107.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0

12.20 12.40 12.60 12.80

m/z  43.05  100.00%

12.20 12.40 12.60 12.80

m/z  73.00   85.93%

12.20 12.40 12.60 12.80

m/z  57.05   84.81%

12.20 12.40 12.60 12.80

m/z  55.00   79.12%

12.20 12.40 12.60 12.80

m/z  59.95   75.17%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Trifluoroacetoxy hexadecane     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.72    4.28 ng         275510   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
 2 10-Heneicosene (c,t)                294 C21H42         095008-11-0 92
 3 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 91
 4 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 91
 5 1-Heneicosyl formate                340 C22H44O2       077899-03-7 90

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

5000

m/z-->

Abundance Scan 1978 (13.721 min): BF102159.D (-1974) (-)
57.1

97.1

125.1 239.3 282.1153.2 208.1177.2 307.1

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

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57.0

97.0

125.029.0
196.0 269.0154.0 224.0 320.0

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

5000

m/z-->

Abundance #139793: 10-Heneicosene (c,t)
55.0

83.0

29.0 111.0

139.0 294.0167.0

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

5000

m/z-->

Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0

83.0

111.0

29.0
140.0 182.0 210.0 255.0 306.0

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  43.10   94.10%

13.40 13.60 13.80 14.00

m/z  55.00   80.87%

13.40 13.60 13.80 14.00

m/z  69.10   70.13%

13.40 13.60 13.80 14.00

m/z  97.10   68.57%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Heptadecane, 2,6,10,15-tetr...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.96    3.26 ng         142776   Perylene-d12               15.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 93
 2 Decane, 3,8-dimethyl-               170 C12H26         017312-55-9 93
 3 Pentadecane                         212 C15H32         000629-62-9 90
 4 Dodecane, 2-methyl-                 184 C13H28         001560-97-0 90
 5 Eicosane                            282 C20H42         000112-95-8 90

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2189 (14.963 min): BF102159.D (-2186) (-)
57.1

99.1
141.1 197.1 261.1 306.1 367.2 399.4337.3231.2

50 100 150 200 250 300 350 400

5000

m/z-->

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

99.0
141.0 183.0 296.0239.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #38349: Decane, 3,8-dimethyl-
57.0

99.0 141.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #71394: Pentadecane
57.0

99.027.0 141.0 212.0182.0

14.60 14.80 15.00 15.20

m/z  57.10  100.00%

14.60 14.80 15.00 15.20

m/z  71.10   65.53%

14.60 14.80 15.00 15.20

m/z  43.10   58.92%

14.60 14.80 15.00 15.20

m/z  85.05   50.03%

14.60 14.80 15.00 15.20

m/z  55.10   24.08%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  28-Nor-17.alpha.(H)-hopane      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.94    9.38 ng         410348   Perylene-d12               15.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 28-Nor-17.alpha.(H)-hopane          398 C29H50         053584-60-4 83
 2 28-Nor-17.beta.(H)-hopane           398 C29H50         036728-72-0 45
 3 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H22O        000127-43-5 38
 4 9-Undecylanthracene                 332 C25H32         132034-75-4 27
 5 Terephthalic acid, 4-chloro-3-me... 332 C18H17ClO4     1000323-69-7 22

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2355 (15.939 min): BF102159.D (-2353) (-)
191.2

81.1
123.1

41.0

241.1 383.3298.2 336.3 428.4157.1

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0

109.0
149.0

355.0 398.0260.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #211535: 28-Nor-17.beta.(H)-hopane
191.0

109.0
398.0

149.0 355.0260.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0

57.0

149.093.0
15.0

15.60 15.80 16.00 16.20

m/z 191.20  100.00%

15.60 15.80 16.00 16.20

m/z  81.10   59.96%

15.60 15.80 16.00 16.20

m/z  95.10   52.75%

15.60 15.80 16.00 16.20

m/z 123.10   50.23%

15.60 15.80 16.00 16.20

m/z 177.15   46.61%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102159.D                                          
  Acq On    : 17 Jan 2018  19:27
  Operator  : SJ/JU
  Sample    : J1144-13
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.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...   4.93     6.1 ng     270590  1   6.72  889392  20.0
unknown6.49            6.49    77.7 ng    3456170  1   6.72  889392  20.0
Cyclohexasiloxane...   8.52     7.6 ng     460416  2   8.00 1213390  20.0
2-Hydroxy-iso-but...   8.56     3.2 ng     191802  2   8.00 1213390  20.0
unknown8.85            8.85     3.4 ng     203520  2   8.00 1213390  20.0
unknown10.25          10.25     2.4 ng     131765  3   9.75 1115750  20.0
Benzophenone          10.47    12.1 ng     675211  3   9.75 1115750  20.0
n-Hexadecanoic acid   11.77    11.6 ng     517139  4  11.23  890781  20.0
Octadecanoic acid     12.55     2.3 ng     103289  4  11.23  890781  20.0
Trifluoroacetoxy ...  13.72     4.3 ng     275510  5  13.87 1287570  20.0
Heptadecane, 2,6,...  14.96     3.3 ng     142776  6  15.29  874937  20.0
28-Nor-17.alpha.(...  15.94     9.4 ng     410348  6  15.29  874937  20.0
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