
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
  Data File : BF108847.D                                          
  Acq On    :  7 Sep 2018   2:08
  Operator  : JU/SJ
  Sample    : J4803-14
  Misc      :  
  ALS Vial  : 25   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-BF090518.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   4.931   438  441  450 rVB   125488    143062   4.17%   0.429%
  2   5.349   507  512  515 rBV  3140568   2987113  86.98%   8.964%
  3   6.366   680  685  688 rBV  3458448   3077736  89.62%   9.236%
  4   6.501   704  708  711 rBV  3579543   3146456  91.62%   9.442%
  5   6.566   716  719  725 rVB   108070     95299   2.78%   0.286%
 
  6   6.737   744  748  751 rBV  1429099   1168204  34.02%   3.506%
  7   6.890   770  774  778 rBV  2861698   2575338  74.99%   7.728%
  8   7.290   838  842  845 rBV  2237593   1968294  57.31%   5.906%
  9   8.013   961  965  969 rBV  1579460   1387464  40.40%   4.164%
 10   9.089  1144 1148 1151 rBV  4116694   3434170 100.00%  10.305%
 
 11   9.484  1211 1215 1218 rBV  1178200    885022  25.77%   2.656%
 12   9.766  1259 1263 1266 rBV  1673553   1377644  40.12%   4.134%
 13  10.542  1392 1395 1399 rBV  1750285   1641356  47.79%   4.925%
 14  11.242  1510 1514 1517 rBV  1421971   1248157  36.35%   3.745%
 15  11.783  1602 1606 1615 rBV2  215738    282351   8.22%   0.847%
 
 16  12.342  1696 1701 1709 rBV8   40374     96511   2.81%   0.290%
 17  12.560  1736 1738 1751 rBV7   36364     66276   1.93%   0.199%
 18  12.672  1754 1757 1762 rVB    40032     42349   1.23%   0.127%
 19  12.825  1779 1783 1786 rBV  3318817   3047624  88.74%   9.145%
 20  13.724  1933 1936 1948 rBV   600769    742200  21.61%   2.227%
 
 21  13.866  1956 1960 1963 rBV  1648884   1516206  44.15%   4.550%
 22  14.360  2042 2044 2053 rVB2   80304    114858   3.34%   0.345%
 23  14.624  2086 2089 2092 rBV   153110    153806   4.48%   0.462%
 24  14.724  2103 2106 2109 rVB   308579    278800   8.12%   0.837%
 25  14.971  2146 2148 2152 rBV2   51226     56944   1.66%   0.171%
 
 26  15.271  2194 2199 2205 rBV  1386300   1605207  46.74%   4.817%
 27  15.777  2282 2285 2294 rBV3   98286    186012   5.42%   0.558%
 
 
                        Sum of corrected areas:    33324459
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
  Data File : BF108847.D                                          
  Acq On    :  7 Sep 2018   2:08
  Operator  : JU/SJ
  Sample    : J4803-14
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.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\BF090618\
  Data File : BF108847.D                                          
  Acq On    :  7 Sep 2018   2:08
  Operator  : JU/SJ
  Sample    : J4803-14
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.93    2.45 ng         143062   1,4-Dichlorobenzene-d4      6.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 45
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 17
 4 2-Butanone, 3-ethoxy-3-methyl-      130 C7H14O2        036687-99-7 17
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 441 (4.931 min): BF108847.D (-438) (-)
43.0

59.1

101.1

83.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

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
0

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
0

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  59.10   52.56%

4.60 4.80 5.00 5.20

m/z 101.10   20.15%

4.60 4.80 5.00 5.20

m/z  58.10   16.17%

4.60 4.80 5.00 5.20

m/z  41.00    8.73%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
  Data File : BF108847.D                                          
  Acq On    :  7 Sep 2018   2:08
  Operator  : JU/SJ
  Sample    : J4803-14
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.50                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.50   53.87 ng        3146460   1,4-Dichlorobenzene-d4      6.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 2 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 3 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 

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

5000

m/z-->

Abundance Scan 708 (6.501 min): BF108847.D (-704) (-)
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 #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0

117.0

91.0
39.0 51.0 65.0 77.0 105.027.0

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

5000

m/z-->

Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0

97.0

70.0

52.031.0
116.086.0

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   43.67%

6.20 6.40 6.60 6.80

m/z 134.00   33.01%

6.20 6.40 6.60 6.80

m/z  66.10   27.77%

6.20 6.40 6.60 6.80

m/z  69.05   17.83%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
  Data File : BF108847.D                                          
  Acq On    :  7 Sep 2018   2:08
  Operator  : JU/SJ
  Sample    : J4803-14
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.78    4.52 ng         282351   Phenanthrene-d10           11.24

 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 90
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 87
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 5 Sulfurous acid, octadecyl 2-prop... 376 C21H44O3S      1000309-12-7 20

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

5000

m/z-->

Abundance Scan 1605 (11.778 min): BF108847.D (-1602) (-)
73.043.0

129.1
97.1 213.2157.1 185.2

256.3

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

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
0

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
0

5000

m/z-->

Abundance #72646: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

152.0

11.40 11.60 11.80 12.00

m/z  72.95  100.00%

11.40 11.60 11.80 12.00

m/z  43.05   96.32%

11.40 11.60 11.80 12.00

m/z  60.00   90.98%

11.40 11.60 11.80 12.00

m/z  41.10   70.40%

11.40 11.60 11.80 12.00

m/z  57.05   69.05%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
  Data File : BF108847.D                                          
  Acq On    :  7 Sep 2018   2:08
  Operator  : JU/SJ
  Sample    : J4803-14
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Cyclohexadecane                 Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.72    9.79 ng         742200   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexadecane                     224 C16H32         000295-65-8 98
 2 Behenic alcohol                     326 C22H46O        000661-19-8 94
 3 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 94
 4 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 5 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91

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

5000

m/z-->

Abundance Scan 1935 (13.719 min): BF108847.D (-1933) (-)
57.1

83.1

111.1

139.1 181.1205.2 281.0

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

5000

m/z-->

Abundance #81246: Cyclohexadecane
55.0 83.0

29.0 111.0

224.0139.0 196.0167.0

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

5000

m/z-->

Abundance #166292: Behenic alcohol
83.055.0

111.0

29.0 139.0 167.0 280.0 308.0196.0 224.0 252.0

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

5000

m/z-->

Abundance #194133: Dichloroacetic acid, heptadecyl ester
57.0 83.0

111.0

29.0
139.0 238.0210.0168.0 295.0266.0

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  55.10   86.09%

13.40 13.60 13.80 14.00

m/z  43.10   82.24%

13.40 13.60 13.80 14.00

m/z  83.10   73.65%

13.40 13.60 13.80 14.00

m/z  69.10   69.13%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
  Data File : BF108847.D                                          
  Acq On    :  7 Sep 2018   2:08
  Operator  : JU/SJ
  Sample    : J4803-14
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Squalene                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.72    3.47 ng         278800   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         000111-02-4 91
 2 Supraene                            410 C30H50         007683-64-9 91
 3 3-Cyclohexene-1-carboxaldehyde, ... 192 C13H20O        052475-89-5 59
 4 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3       003974-79-6 53
 5 1,5-Heptadiene, 3,3,6-trimethyl-    138 C10H18         035387-63-4 50

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2105 (14.719 min): BF108847.D (-2103) (-)
69.1

121.1
39.0 191.0161.1 231.1 265.0 341.1297.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215930: Squalene
69.0

137.0107.0 191.0 341.0 410.0231.0 273.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215928: Supraene
69.0

137.0
107.029.0 191.0 341.0 410.0231.0 273.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #54660: 3-Cyclohexene-1-carboxaldehyde, 3-(4-methyl-3-pent...
69.0

163.0
105.024.0

14.40 14.60 14.80 15.00

m/z  69.10  100.00%

14.40 14.60 14.80 15.00

m/z  81.10   51.26%

14.40 14.60 14.80 15.00

m/z  41.05   22.02%

14.40 14.60 14.80 15.00

m/z  95.10   12.14%

14.40 14.60 14.80 15.00

m/z  68.00   11.18%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
  Data File : BF108847.D                                          
  Acq On    :  7 Sep 2018   2:08
  Operator  : JU/SJ
  Sample    : J4803-14
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  n-Tetracosanol-1                Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.78    2.32 ng         186012   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Tetracosanol-1                    354 C24H50O        000506-51-4 94
 2 Behenic alcohol                     326 C22H46O        000661-19-8 94
 3 n-Nonadecanol-1                     284 C19H40O        001454-84-8 91
 4 1-Heneicosanol                      312 C21H44O        015594-90-8 90
 5 Bacteriochlorophyll-c-stearyl       841 C52H72MgN4O4   1000164-49-7 90

50 100 150 200 250 300
0

5000

m/z-->

Abundance Scan 2285 (15.777 min): BF108847.D (-2282) (-)
57.1 97.1

125.1

166.0 249.2215.1 277.1 341.2

50 100 150 200 250 300
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

50 100 150 200 250 300
0

5000

m/z-->

Abundance #166292: Behenic alcohol
83.055.0

111.0

29.0 139.0 167.0 280.0 308.0196.0 224.0 252.0

50 100 150 200 250 300
0

5000

m/z-->

Abundance #131391: n-Nonadecanol-1
83.055.0

111.0

29.0
139.0 238.0168.0 266.0196.0

15.40 15.60 15.80 16.00

m/z  57.10  100.00%

15.40 15.60 15.80 16.00

m/z  97.10   85.73%

15.40 15.60 15.80 16.00

m/z  83.10   77.35%

15.40 15.60 15.80 16.00

m/z  69.10   77.33%

15.40 15.60 15.80 16.00

m/z  43.10   73.83%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
  Data File : BF108847.D                                          
  Acq On    :  7 Sep 2018   2:08
  Operator  : JU/SJ
  Sample    : J4803-14
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.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     2.5 ng     143062  1   6.74 1168200  20.0
unknown6.50            6.50    53.9 ng    3146460  1   6.74 1168200  20.0
n-Hexadecanoic acid   11.78     4.5 ng     282351  4  11.24 1248160  20.0
Cyclohexadecane       13.72     9.8 ng     742200  5  13.87 1516210  20.0
Squalene              14.72     3.5 ng     278800  6  15.27 1605210  20.0
n-Tetracosanol-1      15.78     2.3 ng     186012  6  15.27 1605210  20.0
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