
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.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   5.248   491  495  504 rVB   108070    128895   3.77%   0.445%
  2   5.442   525  528  538 rVB    32765     38055   1.11%   0.132%
  3   5.631   555  560  563 rBV  2996403   2743479  80.18%   9.482%
  4   6.625   724  729  732 rBV  2971673   2916729  85.25%  10.081%
  5   6.772   749  754  757 rBV  3283120   2938743  85.89%  10.157%
 
  6   7.001   789  793  796 rBV   894627    802696  23.46%   2.774%
  7   7.154   815  819  823 rBV  2629185   2319074  67.78%   8.015%
  8   7.560   883  888  896 rBV  1870055   2002835  58.54%   6.922%
  9   8.283  1007 1011 1014 rBV  1188585   1000911  29.25%   3.459%
 10   9.354  1187 1193 1197 rBV  3657104   3421547 100.00%  11.826%
 
 11   9.742  1256 1259 1265 rBV   215275    190012   5.55%   0.657%
 12   9.936  1289 1292 1298 rBV    60679     55316   1.62%   0.191%
 13  10.042  1306 1310 1318 rBV2 1307647   1156828  33.81%   3.998%
 14  10.836  1441 1445 1453 rBV  2130302   1955515  57.15%   6.759%
 15  11.542  1561 1565 1568 rBV  1121188   1064525  31.11%   3.679%
 
 16  12.042  1647 1650 1655 rBV    62643     55278   1.62%   0.191%
 17  13.124  1830 1834 1837 rBV  2781564   2370835  69.29%   8.194%
 18  13.671  1924 1927 1930 rBV2   39937     37038   1.08%   0.128%
 19  14.001  1980 1983 1985 rBV    57232     47922   1.40%   0.166%
 20  14.036  1985 1989 2001 rVB3   78153    179208   5.24%   0.619%
 
 21  14.189  2011 2015 2019 rBV   847593    811357  23.71%   2.804%
 22  14.318  2034 2037 2040 rVB    59957     48111   1.41%   0.166%
 23  14.624  2086 2089 2093 rBV    93156     85166   2.49%   0.294%
 24  14.954  2139 2145 2153 rVB    93886    162134   4.74%   0.560%
 25  15.036  2156 2159 2163 rVB    35965     38913   1.14%   0.134%
 
 26  15.112  2168 2172 2177 rVB   101460    108947   3.18%   0.377%
 27  15.312  2202 2206 2212 rVB   161239    180426   5.27%   0.624%
 28  15.401  2215 2221 2233 rVV6   42720    139943   4.09%   0.484%
 29  15.748  2272 2280 2287 rBV   558476    799568  23.37%   2.764%
 30  15.948  2310 2314 2321 rVB3   48864     72699   2.12%   0.251%
 
 31  16.195  2350 2356 2364 rVB   218285    342894  10.02%   1.185%
 32  16.330  2375 2379 2386 rBV9   21519     58197   1.70%   0.201%
 33  16.571  2417 2420 2426 rVB4   33332     54791   1.60%   0.189%
 34  16.748  2445 2450 2455 rBV2   34041     61898   1.81%   0.214%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  17.071  2500 2505 2513 rVB4   41078     81635   2.39%   0.282%
 
 36  17.395  2554 2560 2571 rBV2   55483    143823   4.20%   0.497%
 37  17.700  2607 2612 2620 rVB8   44698    103492   3.02%   0.358%
 38  18.036  2661 2669 2672 rBV8   43188    114042   3.33%   0.394%
 39  18.524  2746 2752 2760 rBV8   37228     99332   2.90%   0.343%
 
 
                        Sum of corrected areas:    28932809
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.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  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.25    3.21 ng         128895   1,4-Dichlorobenzene-d4      7.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
 4 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 9 
 5 3-Hexanol                           102 C6H14O         000623-37-0 9 

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance Scan 495 (5.248 min): BF108516.D (-491) (-)
43.0

59.1

101.0
83.0

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.051.0 69.0 91.0

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

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

57.0

101.029.0
15.0 73.0 83.0

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
59.0

101.0
41.031.0 83.069.015.0 51.0

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   51.08%

5.00 5.20 5.40 5.60

m/z 101.00   15.51%

5.00 5.20 5.40 5.60

m/z  58.10   13.87%

5.00 5.20 5.40 5.60

m/z  41.10    8.72%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.77                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.77   73.22 ng        2938740   1,4-Dichlorobenzene-d4      7.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 754 (6.772 min): BF108516.D (-749) (-)
132.0

68.1

96.140.0 54.0 78.0 106.0 117.0

20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

69.0
104.0

51.031.0
79.0

20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

105.033.0 44.0
70.060.0 80.0 115.0

20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0

92.0
65.0 105.039.0 77.051.027.0 117.0

6.40 6.60 6.80 7.00 7.20

m/z 132.00  100.00%

6.40 6.60 6.80 7.00 7.20

m/z  68.10   46.59%

6.40 6.60 6.80 7.00 7.20

m/z 134.00   33.57%

6.40 6.60 6.80 7.00 7.20

m/z  66.10   30.55%

6.40 6.60 6.80 7.00 7.20

m/z  69.10   18.57%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  1-Heneicosanol                  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.04    4.42 ng         179208   Chrysene-d12               14.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 2 n-Nonadecanol-1                     284 C19H40O        001454-84-8 93
 3 1-Hexadecanol                       242 C16H34O        036653-82-4 87
 4 1-Docosene                          308 C22H44         001599-67-3 87
 5 Behenic alcohol                     326 C22H46O        000661-19-8 87

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

5000

m/z-->

Abundance Scan 1990 (14.042 min): BF108516.D (-1985) (-)
55.1 83.1

111.1

139.1 176.8

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

5000

m/z-->

Abundance #131391: n-Nonadecanol-1
83.055.0

111.0

29.0
139.0 238.0168.0 266.0196.0

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

5000

m/z-->

Abundance #95987: 1-Hexadecanol
55.0 83.0

111.0

140.0 196.0168.0 224.0

13.80 14.00 14.20 14.40

m/z  55.10  100.00%

13.80 14.00 14.20 14.40

m/z  83.10   82.04%

13.80 14.00 14.20 14.40

m/z  57.10   80.95%

13.80 14.00 14.20 14.40

m/z  43.10   77.67%

13.80 14.00 14.20 14.40

m/z  97.10   77.04%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octacosane                      Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.62    2.10 ng          85166   Chrysene-d12               14.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 91
 2 Pentacosane                         352 C25H52         000629-99-2 91
 3 Heptacosane                         380 C27H56         000593-49-7 91
 4 Tetracosane                         338 C24H50         000646-31-1 91
 5 Hexacosane                          366 C26H54         000630-01-3 90

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2088 (14.618 min): BF108516.D (-2086) (-)
57.1

99.0
141.1 183.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

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 #202662: Heptacosane
57.0

99.0 141.027.0 183.0 225.0 267.0 380.0323.0

14.40 14.60 14.80 15.00

m/z  57.10  100.00%

14.40 14.60 14.80 15.00

m/z  43.10   64.53%

14.40 14.60 14.80 15.00

m/z  71.05   57.32%

14.40 14.60 14.80 15.00

m/z  85.10   35.33%

14.40 14.60 14.80 15.00

m/z  41.10   23.42%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heneicosane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.95    4.00 ng         162134   Chrysene-d12               14.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 94
 2 Heptadecane                         240 C17H36         000629-78-7 87
 3 Heneicosane                         296 C21H44         000629-94-7 83
 4 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 83
 5 Tetracosane                         338 C24H50         000646-31-1 83

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

5000

m/z-->

Abundance Scan 2144 (14.948 min): BF108516.D (-2139) (-)
57.1

85.1

127.1 207.1155.1 282.1249.1

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

5000

m/z-->

Abundance #129491: Eicosane
57.0

85.0

29.0

113.0 282.0141.0 169.0 197.0 225.0 253.0

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

5000

m/z-->

Abundance #94346: Heptadecane
57.0

85.0

29.0
113.0 141.0 240.0169.0 197.0

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

5000

m/z-->

Abundance #141426: Heneicosane
57.0

85.0

29.0 113.0 141.0 169.0 296.0197.0 225.0 253.0

14.60 14.80 15.00 15.20

m/z  57.10  100.00%

14.60 14.80 15.00 15.20

m/z  43.10   78.84%

14.60 14.80 15.00 15.20

m/z  71.10   58.43%

14.60 14.80 15.00 15.20

m/z  85.10   40.91%

14.60 14.80 15.00 15.20

m/z  55.05   30.63%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Octadecanal                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.11    2.73 ng         108947   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanal                         268 C18H36O        000638-66-4 90
 2 Hexadecanal                         240 C16H32O        000629-80-1 90
 3 1,19-Eicosadiene                    278 C20H38         014811-95-1 81
 4 Oxirane, heptadecyl-                282 C19H38O        067860-04-2 81
 5 Tetradecanal                        212 C14H28O        000124-25-4 72

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

5000

m/z-->

Abundance Scan 2172 (15.112 min): BF108516.D (-2168) (-)
43.1 82.1

110.1
138.1 221.1177.1 282.1

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

5000

m/z-->

Abundance #117605: Octadecanal
43.0 82.0

110.0
250.0138.0 222.0194.0166.0

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

5000

m/z-->

Abundance #94314: Hexadecanal
43.0 82.0

110.0
196.0137.0 222.0166.0

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

5000

m/z-->

Abundance #126192: 1,19-Eicosadiene
55.0

82.0

109.029.0
137.0 166.0 194.0 250.0 278.0222.0

14.80 15.00 15.20 15.40

m/z  43.10  100.00%

14.80 15.00 15.20 15.40

m/z  57.10   99.73%

14.80 15.00 15.20 15.40

m/z  82.10   84.70%

14.80 15.00 15.20 15.40

m/z  55.05   72.10%

14.80 15.00 15.20 15.40

m/z  96.05   59.22%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Hexacosane                      Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.31    4.51 ng         180426   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 91
 2 Octacosane                          394 C28H58         000630-02-4 90
 3 Heneicosane                         296 C21H44         000629-94-7 90
 4 Tetracosane                         338 C24H50         000646-31-1 90
 5 Eicosane                            282 C20H42         000112-95-8 87

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2206 (15.312 min): BF108516.D (-2202) (-)
57.0

99.1
141.1 183.1 267.1

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141425: Heneicosane
57.0

99.0
27.0 141.0 183.0 296.0225.0 266.0

15.00 15.20 15.40 15.60

m/z  57.05  100.00%

15.00 15.20 15.40 15.60

m/z  43.10   63.54%

15.00 15.20 15.40 15.60

m/z  71.10   58.25%

15.00 15.20 15.40 15.60

m/z  85.05   43.47%

15.00 15.20 15.40 15.60

m/z  55.05   23.25%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.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-Tetracosanol-1                Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.40    3.50 ng         139943   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Tetracosanol-1                    354 C24H50O        000506-51-4 93
 2 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 90
 3 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 90
 4 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     959218-78-1 87
 5 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 87

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2221 (15.401 min): BF108516.D (-2215) (-)
43.0

83.0

125.1 179.0 265.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57.0 97.0

139.0
181.0 308.0222.0 264.019.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #227400: Heptadecyl heptafluorobutyrate
57.0

97.0

169.0 238.0 283.0137.0 434.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57.0

97.0

250.0139.0 297.0182.0 360.0

15.00 15.20 15.40 15.60 15.80

m/z  43.05  100.00%

15.00 15.20 15.40 15.60 15.80

m/z  57.10   92.93%

15.00 15.20 15.40 15.60 15.80

m/z  83.05   80.54%

15.00 15.20 15.40 15.60 15.80

m/z  55.00   71.92%

15.00 15.20 15.40 15.60 15.80

m/z  97.05   68.37%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Eicosane                        Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.19    8.58 ng         342894   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 95
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 Tetracosane                         338 C24H50         000646-31-1 91
 4 Hentriacontane                      437 C31H64         000630-04-6 91
 5 Heptacosane                         380 C27H56         000593-49-7 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2355 (16.189 min): BF108516.D (-2350) (-)
57.1

99.1
141.1 183.2 282.1239.3

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #129492: Eicosane
57.0

99.027.0 141.0 282.0183.0 225.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #175557: Tetracosane
57.0

99.0
27.0 141.0 183.0 338.0225.0 267.0 309.0

15.80 16.00 16.20 16.40 16.60

m/z  57.10  100.00%

15.80 16.00 16.20 16.40 16.60

m/z  43.10   66.02%

15.80 16.00 16.20 16.40 16.60
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m/z  85.10   44.30%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Oxirane, hexadecyl-             Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.07    2.04 ng          81635   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Oxirane, hexadecyl-                 268 C18H36O        007390-81-0 53
 2 Octadecanal                         268 C18H36O        000638-66-4 52
 3 Heptadecanal                        254 C17H34O        1000376-70-0 49
 4 17-Octadecenal                      266 C18H34O        056554-86-0 47
 5 Oxirane, heptadecyl-                282 C19H38O        067860-04-2 46

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

5000

m/z-->

Abundance Scan 2505 (17.071 min): BF108516.D (-2500) (-)
57.1

82.1

109.1
137.1 189.0 249.1 281.1

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

5000

m/z-->

Abundance #117616: Oxirane, hexadecyl-
82.055.0

109.029.0
137.0 166.0 194.0 222.0 250.0

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

5000

m/z-->

Abundance #117606: Octadecanal
43.0 82.0

109.0
250.0137.0 222.0194.0166.0

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

5000

m/z-->

Abundance #105849: Heptadecanal
43.0

82.0

109.0
137.0 208.0 236.0180.0158.0

16.80 17.00 17.20 17.40

m/z  57.10  100.00%

16.80 17.00 17.20 17.40

m/z  43.05   84.62%

16.80 17.00 17.20 17.40
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Pentacosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.39    3.60 ng         143823   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 90
 2 Octacosane                          394 C28H58         000630-02-4 87
 3 Pentacosane                         352 C25H52         000629-99-2 87
 4 Heptacosane                         380 C27H56         000593-49-7 87
 5 Heneicosane                         296 C21H44         000629-94-7 87

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2559 (17.389 min): BF108516.D (-2554) (-)
57.1

99.1
145.1 213.0183.1 281.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194494: Hexacosane
57.0

99.0
141.0 183.027.0 225.0 366.0267.0 309.0

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 #185533: Pentacosane
57.0

99.0
141.0 183.0 225.0 352.0267.027.0 309.0

17.00 17.20 17.40 17.60 17.80

m/z  57.10  100.00%

17.00 17.20 17.40 17.60 17.80

m/z  71.05   59.71%
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m/z  43.10   59.07%

17.00 17.20 17.40 17.60 17.80
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  1,3a-Ethano-3aH-indene, 1,2...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.70    2.59 ng         103492   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3a-Ethano-3aH-indene, 1,2,3,6,... 204 C15H24         004545-68-0 55
 2 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24         1000193-57-0 43
 3 2,10,10-Trimethyltricyclo[7.1.1.... 204 C14H20O        1000210-81-9 42
 4 Spiro[5.5]undec-2-ene, 3,7,7-tri... 204 C15H24         018431-82-8 38
 5 1-(4,5-Dimethyl-6H-thiopyran-2-y... 204 C9H10F2OS      1000318-25-0 38

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

5000

m/z-->

Abundance Scan 2612 (17.700 min): BF108516.D (-2607) (-)
189.1

95.0

135.167.1 231.2
159.144.9 283.2

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

5000

m/z-->

Abundance #64535: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...
189.0

161.0

105.0

41.0 133.0
69.0

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

5000

m/z-->

Abundance #64446: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...
189.0

107.0

41.0 161.081.0 133.0

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

5000

m/z-->

Abundance #64223: 2,10,10-Trimethyltricyclo[7.1.1.0(2,7)]undec-6-en-...
189.0

79.0
41.0

161.0
107.0 133.0

20.0

17.40 17.60 17.80 18.00

m/z 189.10  100.00%

17.40 17.60 17.80 18.00

m/z 204.20   53.45%

17.40 17.60 17.80 18.00

m/z 177.10   51.74%

17.40 17.60 17.80 18.00

m/z  95.00   46.73%

17.40 17.60 17.80 18.00

m/z 175.10   36.11%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Cholest-5-ene, 3-ethoxy-, (...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.04    2.85 ng         114042   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H50O        000986-19-6 38
 2 Anthranilic acid, N-(o-fluorophe... 231 C13H10FNO2     000054-58-0 10
 3 9,12-Octadecadienoic acid (Z,Z)-... 438 C25H42O6       055320-04-2 10
 4 1-Pentyne, 1-(trimethylsilyl)-4-... 270 C14H30OSi2     167390-04-7 10
 5 Stigmastan-3-en-6-ol                414 C29H50O        1000214-19-7 10

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2670 (18.042 min): BF108516.D (-2661) (-)
43.1

145.1

105.0 213.1

303.3
414.3255.1178.2 381.2

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0

368.081.0
145.0 329.0 414.0213.0 247.0115.0 177.0 283.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #86719: Anthranilic acid, N-(o-fluorophenyl)-
213.0

92.0

39.0 157.0
122.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #224227: 9,12-Octadecadienoic acid (Z,Z)-, 2,3-bis(acetylo...
43.0

155.0
83.0 117.0 329.0277.0213.0
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m/z  41.10   70.86%
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17.80 18.00 18.20 18.40

m/z  55.05   68.83%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  1,1,6-trimethyl-3-methylene...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.52    2.48 ng          99332   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56         1000373-94-5 38
 2 Longifolenaldehyde                  220 C15H24O        019890-84-7 25
 3 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H24O        1000144-09-7 22
 4 2-Cyclohexene-1-carboxaldehyde, ... 220 C15H24O        056772-07-7 22
 5 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H22O        1000188-72-8 15
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m/z-->

Abundance Scan 2751 (18.518 min): BF108516.D (-2746) (-)
55.0 137.195.1

229.2
268.2191.1

50 100 150 200 250 300 350 400 450
0

5000
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Abundance #227678: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrameth...
95.0

55.0

135.0
177.0

245.0 285.0 336.0 437.0379.0
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Abundance #77531: Longifolenaldehyde
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Abundance #77633: 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2-enyl...
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109.0

151.0 220.0
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m/z  55.00  100.00%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
  Data File : BF108516.D                                          
  Acq On    : 27 Aug 2018  17:48
  Operator  : JU/SJ
  Sample    : J4538-03
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.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...   5.25     3.2 ng     128895  1   7.00  802696  20.0
unknown6.77            6.77    73.2 ng    2938740  1   7.00  802696  20.0
1-Heneicosanol        14.04     4.4 ng     179208  5  14.19  811357  20.0
Octacosane            14.62     2.1 ng      85166  5  14.19  811357  20.0
Heneicosane           14.95     4.0 ng     162134  5  14.19  811357  20.0
Octadecanal           15.11     2.7 ng     108947  6  15.75  799568  20.0
Hexacosane            15.31     4.5 ng     180426  6  15.75  799568  20.0
n-Tetracosanol-1      15.40     3.5 ng     139943  6  15.75  799568  20.0
Eicosane              16.19     8.6 ng     342894  6  15.75  799568  20.0
Oxirane, hexadecyl-   17.07     2.0 ng      81635  6  15.75  799568  20.0
Pentacosane           17.39     3.6 ng     143823  6  15.75  799568  20.0
1,3a-Ethano-3aH-i...  17.70     2.6 ng     103492  6  15.75  799568  20.0
Cholest-5-ene, 3-...  18.04     2.9 ng     114042  6  15.75  799568  20.0
1,1,6-trimethyl-3...  18.52     2.5 ng      99332  6  15.75  799568  20.0
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