
                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   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-BF113017.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   4.704   441  445  449 rBB    53503     54519   5.06%   0.617%
  2   5.069   504  507  515 rBV    44376     53607   4.98%   0.607%
  3   5.469   570  575  578 rBV   934810    895732  83.18%  10.139%
  4   5.681   605  611  622 rBB    19838     24991   2.32%   0.283%
  5   6.481   742  747  755 rBV   986442    932913  86.63%  10.560%
 
  6   6.616   766  770  773 rBV  1103740    946765  87.92%  10.717%
  7   6.845   806  809  813 rBV   340811    271215  25.19%   3.070%
  8   7.004   832  836  839 rBV   935754    756990  70.30%   8.569%
  9   7.410   901  905  908 rBV   634101    549437  51.02%   6.219%
 10   8.128  1023 1027 1031 rBV   429100    338876  31.47%   3.836%
 
 11   9.204  1206 1210 1213 rBV  1378821   1076868 100.00%  12.190%
 12   9.592  1274 1276 1280 rBV    46673     37716   3.50%   0.427%
 13   9.886  1322 1326 1330 rVB   386721    336081  31.21%   3.804%
 14  10.674  1456 1460 1463 rBV   504649    415322  38.57%   4.701%
 15  11.374  1575 1579 1582 rBV   322408    276751  25.70%   3.133%
 
 16  11.892  1663 1667 1672 rBV2   24657     26442   2.46%   0.299%
 17  12.674  1796 1800 1804 rBV2   21167     24411   2.27%   0.276%
 18  12.957  1844 1848 1851 rBV   908743    735689  68.32%   8.328%
 19  13.639  1958 1964 1967 rBV3    9260     14065   1.31%   0.159%
 20  13.810  1990 1993 1996 rBV    16372     16587   1.54%   0.188%
 
 21  13.839  1996 1998 2003 rVV    91636     98185   9.12%   1.111%
 22  13.980  2018 2022 2024 rBV4   17410     22315   2.07%   0.253%
 23  14.015  2024 2028 2032 rVB   355342    301117  27.96%   3.409%
 24  14.180  2051 2056 2059 rBV6   11237     16293   1.51%   0.184%
 25  14.468  2103 2105 2110 rBV3   21164     29094   2.70%   0.329%
 
 26  14.845  2167 2169 2175 rVB    33235     36822   3.42%   0.417%
 27  15.109  2211 2214 2217 rVB    20937     21746   2.02%   0.246%
 28  15.486  2273 2278 2283 rVB   209115    261955  24.33%   2.965%
 29  15.921  2348 2352 2356 rVB2   24764     31562   2.93%   0.357%
 30  15.980  2357 2362 2368 rBV10   23244     45352   4.21%   0.513%
 
 31  17.015  2533 2538 2547 rVB4   23478     49954   4.64%   0.565%
 32  17.109  2549 2554 2563 rBV10   26141     58433   5.43%   0.661%
 33  17.527  2621 2625 2629 rVB6   17675     27999   2.60%   0.317%
 34  18.545  2794 2798 2807 rVB7   18544     48487   4.50%   0.549%
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                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   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-BF113017.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:     8834291
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                              LSC Report - Integrated Chromatogram

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Arsenous acid, tris(trimeth...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.70    4.02 ng          54519   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Arsenous acid, tris(trimethylsil... 342 C9H27AsO3Si3   055429-29-3 83
 2 Cyclotrisiloxane, hexamethyl-       222 C6H18O3Si3     000541-05-9 83
 3 Benzo[h]quinoline, 2,4-dimethyl-    207 C15H13N        000605-67-4 39
 4 1H-Indole, 1-methyl-2-phenyl-       207 C15H13N        003558-24-5 39
 5 5-Methyl-2-phenylindolizine         207 C15H13N        036944-99-7 39

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 444 (4.698 min): BF101070.D (-441) (-)
207.1

96.0 133.0 177.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #178799: Arsenous acid, tris(trimethylsilyl) ester
207.0

133.0105.073.0
45.0 177.0 239.0 327.015.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #79619: Cyclotrisiloxane, hexamethyl-
207.0

96.0
133.0 177.061.028.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #67017: Benzo[h]quinoline, 2,4-dimethyl-
207.0

39.0 165.0139.074.0 113.0

4.40 4.60 4.80 5.00

m/z 207.10  100.00%

4.40 4.60 4.80 5.00

m/z 208.00   21.15%

4.40 4.60 4.80 5.00

m/z 209.10   11.03%

4.40 4.60 4.80 5.00

m/z 191.00   10.85%

4.40 4.60 4.80 5.00

m/z  96.00    7.94%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.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.
---------------------------------------------------------------------
  5.07    3.95 ng          53607   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetone                              58 C3H6O          000067-64-1 9 
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 9 
 4 Propane, 2-ethoxy-2-methyl-         102 C6H14O         000637-92-3 9 
 5 2-Propanone, 1-(1-methylethoxy)-    116 C6H12O2        042781-12-4 9 

0 10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 507 (5.069 min): BF101070.D (-504) (-)
43.0

59.1

101.1
83.0

0 10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0

0 10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #214: Acetone
43.0

15.0
58.0

27.0
2.0

0 10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #8344: 3-Hexanol, 4-methyl-
59.0

41.0
31.0

69.0 87.0
98.015.0 50.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   52.24%

4.80 5.00 5.20 5.40

m/z 101.10   16.78%

4.80 5.00 5.20 5.40

m/z  58.00   16.32%

4.80 5.00 5.20 5.40

m/z  41.00    6.69%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.62                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.62   69.82 ng         946765   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 5 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 771 (6.622 min): BF101070.D (-766) (-)
132.0

68.1

96.140.1

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

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

105.033.0
70.051.0 86.0

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   32.20%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   32.02%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   20.25%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   13.30%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.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-Heneicosanol                  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.84    6.52 ng          98185   Chrysene-d12               14.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 94
 2 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91
 3 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 91
 4 Behenic alcohol                     326 C22H46O        000661-19-8 91
 5 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 90

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 1998 (13.839 min): BF101070.D (-1996) (-)
55.1

83.0

111.1

139.1165.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0 83.0

111.0

29.0
139.0 167.0 266.0196.0 294.0238.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57.0 83.0

111.0

29.0 139.0
167.0 308.0195.0 336.0222.0 250.0 280.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57.0

97.0

125.029.0
196.0 269.0154.0 224.0 320.0

13.60 13.80 14.00 14.20

m/z  55.10  100.00%

13.60 13.80 14.00 14.20

m/z  57.10   90.81%

13.60 13.80 14.00 14.20

m/z  43.05   88.61%

13.60 13.80 14.00 14.20

m/z  83.00   78.80%

13.60 13.80 14.00 14.20

m/z  97.05   76.78%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Supraene                        Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.84    2.81 ng          36822   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Supraene                            410 C30H50         007683-64-9 80
 2 Squalene                            410 C30H50         000111-02-4 72
 3 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H34O        007614-21-3 72
 4 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H36O        056882-09-8 72
 5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H26O        004602-84-0 64

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2168 (14.839 min): BF101070.D (-2167) (-)
69.1

122.1
171.1 205.1 281.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215928: Supraene
69.0

137.0
29.0 105.0 191.0 341.0 410.0231.0 273.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215929: Squalene
69.0

137.0
341.029.0 410.0191.0105.0 273.0231.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetram...
69.0

107.029.0 161.0 204.0 272.0

14.60 14.80 15.00 15.20

m/z  69.10  100.00%

14.60 14.80 15.00 15.20

m/z  81.05   59.02%

14.60 14.80 15.00 15.20

m/z 122.10   27.87%

14.60 14.80 15.00 15.20

m/z 136.10   25.82%

14.60 14.80 15.00 15.20

m/z  77.00   24.48%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Tetracosane                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.92    2.41 ng          31562   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetracosane                         338 C24H50         000646-31-1 80
 2 Heptadecane                         240 C17H36         000629-78-7 76
 3 Tetratetracontane                   619 C44H90         007098-22-8 64
 4 Octacosane                          394 C28H58         000630-02-4 64
 5 Hentriacontane                      437 C31H64         000630-04-6 64

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance Scan 2352 (15.921 min): BF101070.D (-2348) (-)
57.0

113.0 183.1 240.1

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #175555: Tetracosane
57.0

113.0
169.0 225.0 338.0281.0

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #94344: Heptadecane
57.0

113.0 240.0169.0

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #241526: Tetratetracontane
57.0

113.0
169.0 253.0 309.0 618.0379.0 477.0 533.0

15.60 15.80 16.00 16.20

m/z  57.00  100.00%

15.60 15.80 16.00 16.20

m/z  71.10   77.29%

15.60 15.80 16.00 16.20

m/z  43.00   60.75%

15.60 15.80 16.00 16.20

m/z  85.10   51.04%

15.60 15.80 16.00 16.20

m/z  55.05   31.41%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Fumaric acid, 2-methylallyl...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.98    3.46 ng          45352   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Fumaric acid, 2-methylallyl tetr... 366 C22H38O4       1000330-55-3 58
 2 Dodecane, 1-cyclopentyl-4-(3-cyc... 348 C25H48         007225-68-5 50
 3 Undecane, 3-cyclohexyl-             238 C17H34         013151-78-5 46
 4 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30         000645-10-3 46
 5 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 45

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2362 (15.980 min): BF101070.D (-2357) (-)
57.0

97.1

125.1 176.1 221.1 265.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194370: Fumaric acid, 2-methylallyl tetradecyl ester
55.0 83.0

111.0

171.0

139.0 225.027.0 295.0322.0265.0 366.0198.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #183013: Dodecane, 1-cyclopentyl-4-(3-cyclopentylpropyl)-
83.041.0

111.0

139.0 236.0
167.0 208.0 263.0291.0 347.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #92576: Undecane, 3-cyclohexyl-
57.0

97.0 125.0
29.0 154.0 209.0

238.0

15.60 15.80 16.00 16.20

m/z  57.05  100.00%

15.60 15.80 16.00 16.20

m/z  83.10   91.15%

15.60 15.80 16.00 16.20

m/z  43.10   83.89%

15.60 15.80 16.00 16.20

m/z  69.05   75.70%

15.60 15.80 16.00 16.20

m/z  55.00   72.48%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Pentacosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.02    3.81 ng          49954   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentacosane                         352 C25H52         000629-99-2 50
 2 Octacosane                          394 C28H58         000630-02-4 50
 3 Sulfurous acid, butyl tridecyl e... 320 C17H36O3S      1000309-18-0 47
 4 Sulfurous acid, butyl tetradecyl... 334 C18H38O3S      1000309-18-1 47
 5 Pentatriacontane                    493 C35H72         000630-07-9 47

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2539 (17.021 min): BF101070.D (-2533) (-)
71.1

193.1113.141.0 151.2 252.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185533: Pentacosane
57.0

99.0
141.0 183.0 225.0 352.0267.027.0 309.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209565: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 337.0 394.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #161090: Sulfurous acid, butyl tridecyl ester
57.0

97.0 183.0127.027.0 235.0

16.80 17.00 17.20 17.40

m/z  71.10  100.00%

16.80 17.00 17.20 17.40

m/z  57.05   96.34%

16.80 17.00 17.20 17.40

m/z  85.10   72.67%

16.80 17.00 17.20 17.40

m/z  43.05   57.51%

16.80 17.00 17.20 17.40

m/z  84.00   29.94%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown17.11                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.11    4.46 ng          58433   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Oxaspiro[2.2]pentane, 5-isopro... 166 C11H18O        015448-69-8 38
 2 Formic acid, undecyl ester          200 C12H24O2       1000368-25-0 27
 3 1-Dodecanol                         186 C12H26O        000112-53-8 27
 4 n-Tridecan-1-ol                     200 C13H28O        000112-70-9 27
 5 1-Dodecanethiol                     202 C12H26S        000112-55-0 27

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

5000

m/z-->

Abundance Scan 2554 (17.109 min): BF101070.D (-2549) (-)
55.1

95.1
133.1

163.1
221.0 271.1187.1

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

5000

m/z-->

Abundance #35119: 1-Oxaspiro[2.2]pentane, 5-isopropylidene-2,2,4,4-t...
69.041.0

133.0

95.0
166.0

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

5000

m/z-->

Abundance #61141: Formic acid, undecyl ester
83.055.0

111.0

29.0 154.0

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

5000

m/z-->

Abundance #50315: 1-Dodecanol
55.0

83.0

29.0
111.0

140.0
168.0

16.80 17.00 17.20 17.40

m/z  55.10  100.00%

16.80 17.00 17.20 17.40

m/z  69.00   76.88%

16.80 17.00 17.20 17.40

m/z  95.10   57.92%

16.80 17.00 17.20 17.40

m/z  43.10   57.44%

16.80 17.00 17.20 17.40

m/z  83.00   57.12%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown17.53                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.53    2.14 ng          27999   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phosphoramidic acid, phenyl-, di... 229 C10H16NO3P     001445-38-1 9 
 2 Carbamic acid, 4-bromophenyl-, m... 229 C8H8BrNO2      1000314-75-2 9 
 3 Benzenamine, 2,3,5,6-tetrachloro-   229 C6H3Cl4N       003481-20-7 9 
 4 Benzenamine, 2,3,4,5-tetrachloro-   229 C6H3Cl4N       000634-83-3 9 
 5 Fumaric acid, monoamide, N-(2-et... 303 C18H25NO3      1000345-43-2 9 

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 2626 (17.533 min): BF101070.D (-2621) (-)
93.0

185.1
120.055.0 146.1 215.1 329.3

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #84949: Phosphoramidic acid, phenyl-, diethyl ester
229.0173.0

93.0 201.0
66.0

39.0 120.0
149.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #85381: Carbamic acid, 4-bromophenyl-, methyl ester
229.0

199.0

91.0 172.059.0
145.0117.031.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #85319: Benzenamine, 2,3,5,6-tetrachloro-
231.0

158.0
115.0 194.061.0 89.037.0

17.20 17.40 17.60 17.80

m/z  93.00  100.00%

17.20 17.40 17.60 17.80

m/z 109.00   75.08%

17.20 17.40 17.60 17.80

m/z  82.10   73.73%

17.20 17.40 17.60 17.80

m/z 185.10   71.69%

17.20 17.40 17.60 17.80

m/z 120.00   61.19%

8270-BF113017.M Mon Dec 04 13:15:53 2017                                              Page: 13

Instrument :
BNA_F
ClientSampleId :
P004-S002-0001-01



                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown18.54                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.54    3.70 ng          48487   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, pentyl undecyl e... 306 C16H34O3S      1000309-14-4 10
 2 Heptafluorobutyric acid, 2-tetra... 298 C9H9F7O3       1000216-78-5 10
 3 8-Azabicyclo[3.2.1]octane, 3-chl... 159 C8H14ClN       051275-31-1 10
 4 4,5-Dimethyl-2-pyrimidone           124 C6H8N2O        034939-17-8 10
 5 Sulfurous acid, dodecyl pentyl e... 320 C17H36O3S      1000309-14-5 10

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

5000

m/z-->

Abundance Scan 2797 (18.539 min): BF101070.D (-2794) (-)
57.1

124.0
229.193.0 141.1 177.0

159.0 208.9

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

5000

m/z-->

Abundance #149370: Sulfurous acid, pentyl undecyl ester
71.0

43.0

99.0 155.0126.0 207.026.0 189.0

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

5000

m/z-->

Abundance #143324: Heptafluorobutyric acid, 2-tetrahydrofurylmethyl ...
71.043.0

169.0100.0 119.0 150.0 197.0

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

5000

m/z-->

Abundance #30629: 8-Azabicyclo[3.2.1]octane, 3-chloro-8-methyl-
124.0

42.0
67.0 96.0

159.0

18.20 18.40 18.60 18.80

m/z  57.10  100.00%

18.20 18.40 18.60 18.80

m/z  69.05   63.86%

18.20 18.40 18.60 18.80

m/z  55.05   62.76%

18.20 18.40 18.60 18.80

m/z 124.00   56.13%

18.20 18.40 18.60 18.80

m/z  71.10   55.89%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
  Data File : BF101070.D                                          
  Acq On    :  1 Dec 2017  18:24
  Operator  : SJ/JU
  Sample    : I6630-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.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|
----------------------------------------------------------------------------
Arsenous acid, tr...   4.70     4.0 ng      54519  1   6.85  271215  20.0
2-Pentanone, 4-hy...   5.07     4.0 ng      53607  1   6.85  271215  20.0
unknown6.62            6.62    69.8 ng     946765  1   6.85  271215  20.0
1-Heneicosanol        13.84     6.5 ng      98185  5  14.02  301117  20.0
Supraene              14.84     2.8 ng      36822  6  15.49  261955  20.0
Tetracosane           15.92     2.4 ng      31562  6  15.49  261955  20.0
Fumaric acid, 2-m...  15.98     3.5 ng      45352  6  15.49  261955  20.0
Pentacosane           17.02     3.8 ng      49954  6  15.49  261955  20.0
unknown17.11          17.11     4.5 ng      58433  6  15.49  261955  20.0
unknown17.53          17.53     2.1 ng      27999  6  15.49  261955  20.0
unknown18.54          18.54     3.7 ng      48487  6  15.49  261955  20.0

8270-BF113017.M Mon Dec 04 13:15:54 2017                                              Page: 15

Instrument :
BNA_F
ClientSampleId :
P004-S002-0001-01


