
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050817\
  Data File : BF094990.D                                          
  Acq On    :  8 May 2017  20:37
  Operator  : SJ/MA
  Sample    : I3010-01
  Misc      :  
  ALS Vial  : 9   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-BF050217.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   5.031   521  526  549 rBV   290958    630117  20.71%   2.421%
  2   5.660   628  633  659 rBV  1855320   2781026  91.42%  10.685%
  3   6.242   728  732  740 rBV2   15167     30933   1.02%   0.119%
  4   7.260   899  905  919 rBV  1827641   2771856  91.12%  10.649%
  5   7.378   919  925  939 rVB  2292054   2992632  98.37%  11.498%
 
  6   7.713   978  982  994 rVB   463783    533975  17.55%   2.052%
  7   7.954  1018 1023 1037 rBV  1840993   2177918  71.59%   8.367%
  8   8.613  1130 1135 1157 rBV  1242155   1770100  58.19%   6.801%
  9   9.736  1321 1326 1344 rBV   520602    734155  24.13%   2.821%
 10  11.507  1622 1627 1643 rBV  2375670   3042110 100.00%  11.688%
 
 11  12.201  1740 1745 1757 rBV   251042    333580  10.97%   1.282%
 12  12.560  1801 1806 1819 rBV2  580930    853817  28.07%   3.280%
 13  13.407  1945 1950 1956 rBV    35043     40587   1.33%   0.156%
 14  13.860  2021 2027 2040 rBV  1267541   1855599  61.00%   7.129%
 15  14.177  2077 2081 2092 rVB    31696     45026   1.48%   0.173%
 
 16  14.965  2210 2215 2230 rBV   546292    765301  25.16%   2.940%
 17  15.936  2375 2380 2396 rBV   167510    238834   7.85%   0.918%
 18  17.018  2559 2564 2570 rBV2   64106     89299   2.94%   0.343%
 19  17.295  2605 2611 2614 rBV  2078798   2544882  83.66%   9.777%
 20  18.577  2820 2829 2834 rBV5   39925    126284   4.15%   0.485%
 
 21  18.630  2834 2838 2846 rVV   532972    666224  21.90%   2.560%
 22  18.695  2846 2849 2853 rVB    39576     44172   1.45%   0.170%
 23  20.047  3075 3079 3084 rBV    44650     52158   1.71%   0.200%
 24  20.300  3117 3122 3134 rVB   401190    527915  17.35%   2.028%
 25  20.771  3197 3202 3208 rVB2   27468     43568   1.43%   0.167%
 
 26  20.871  3212 3219 3221 rBV5   19548     39930   1.31%   0.153%
 27  23.729  3696 3705 3715 rVB7  105687    296505   9.75%   1.139%
 
 
                        Sum of corrected areas:    26028503
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050817\
  Data File : BF094990.D                                          
  Acq On    :  8 May 2017  20:37
  Operator  : SJ/MA
  Sample    : I3010-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050817\
  Data File : BF094990.D                                          
  Acq On    :  8 May 2017  20:37
  Operator  : SJ/MA
  Sample    : I3010-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.03   23.60 ng         630117   1,4-Dichlorobenzene-d4      7.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 4 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 

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

5000

m/z-->

Abundance Scan 526 (5.031 min): BF094990.D (-521) (-)
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 #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.071.0

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 #4076: Morpholine, 4-methyl-
43.0

101.015.0 71.027.0 56.0 86.0

4.60 4.80 5.00 5.20 5.40

m/z  42.95  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   59.86%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   22.01%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   16.34%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    9.20%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050817\
  Data File : BF094990.D                                          
  Acq On    :  8 May 2017  20:37
  Operator  : SJ/MA
  Sample    : I3010-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.38                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.38  112.09 ng        2992630   1,4-Dichlorobenzene-d4      7.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 10
 4 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
 5 Imidazole, 4,5-dicyano-1-methyl-    132 C6H4N4         019485-35-9 9 

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

5000

m/z-->

Abundance Scan 925 (7.378 min): BF094990.D (-919) (-)
132.0

68.1

96.1
40.1 54.0 85.0 107.0

10 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

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

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
0

5000

m/z-->

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

63.0 104.090.052.039.0 77.028.015.0 116.0

7.00 7.20 7.40 7.60 7.80

m/z 132.00  100.00%

7.00 7.20 7.40 7.60 7.80

m/z  68.10   37.68%

7.00 7.20 7.40 7.60 7.80

m/z 134.00   32.86%

7.00 7.20 7.40 7.60 7.80

m/z  66.00   23.05%

7.00 7.20 7.40 7.60 7.80

m/z  96.10   14.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050817\
  Data File : BF094990.D                                          
  Acq On    :  8 May 2017  20:37
  Operator  : SJ/MA
  Sample    : I3010-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Tridecanoic acid                Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.94    6.24 ng         238834   Phenanthrene-d10           14.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecanoic acid                    214 C13H26O2       000638-53-9 81
 2 n-Decanoic acid                     172 C10H20O2       000334-48-5 76
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 68
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 46
 5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS        029926-41-8 38

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

5000

m/z-->

Abundance Scan 2381 (15.942 min): BF094990.D (-2375) (-)
73.0

43.0

129.0
213.2149.097.0

171.2 256.3

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

152.0 195.0

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

5000

m/z-->

Abundance #39470: n-Decanoic acid
60.0

41.0

129.0

87.0 172.0
107.0 148.0

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

180.015.0 223.0

15.60 15.80 16.00 16.20

m/z  73.00  100.00%

15.60 15.80 16.00 16.20

m/z  43.05   79.62%

15.60 15.80 16.00 16.20

m/z  60.00   76.07%

15.60 15.80 16.00 16.20

m/z  57.00   68.15%

15.60 15.80 16.00 16.20

m/z  55.10   66.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050817\
  Data File : BF094990.D                                          
  Acq On    :  8 May 2017  20:37
  Operator  : SJ/MA
  Sample    : I3010-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octadecanoic acid               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.02    2.68 ng          89299   Chrysene-d12               18.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Decanoic acid, silver(1+) salt      278 C10H19AgO2     013126-67-5 50
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 49
 4 Oxalic acid, allyl octadecyl ester  382 C23H42O4       1000309-24-5 30
 5 Oxalic acid, isobutyl tetradecyl... 342 C20H38O4       1000309-37-9 30

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2564 (17.018 min): BF094990.D (-2559) (-)
73.043.0

129.1

185.2 241.2
101.0 284.3

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #131261: Octadecanoic acid
73.043.0

129.0

185.0 241.0 284.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #125286: Decanoic acid, silver(1+) salt
73.0

43.0 155.0

115.0
387.0217.0 279.0 330.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

97.0 213.0 256.0157.0

16.80 17.00 17.20 17.40

m/z  73.00  100.00%

16.80 17.00 17.20 17.40

m/z  43.05   98.91%

16.80 17.00 17.20 17.40

m/z  57.10   93.00%

16.80 17.00 17.20 17.40

m/z  41.00   79.58%

16.80 17.00 17.20 17.40

m/z  60.00   73.30%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050817\
  Data File : BF094990.D                                          
  Acq On    :  8 May 2017  20:37
  Operator  : SJ/MA
  Sample    : I3010-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Trichloroacetic acid, penta...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.58    3.79 ng         126284   Chrysene-d12               18.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 90
 2 Behenic alcohol                     326 C22H46O        000661-19-8 87
 3 1-Hexadecanol                       242 C16H34O        036653-82-4 87
 4 1-Heneicosanol                      312 C21H44O        015594-90-8 87
 5 1-Nonadecene                        266 C19H38         018435-45-5 87

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

5000

m/z-->

Abundance Scan 2830 (18.583 min): BF094990.D (-2820) (-)
83.043.0

111.1

206.9

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

5000

m/z-->

Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0

83.0

111.0

139.0 182.0 210.0

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 #95987: 1-Hexadecanol
55.0 83.0

111.0

140.0 196.0168.0 224.0

18.20 18.40 18.60 18.80 19.00

m/z  83.05  100.00%

18.20 18.40 18.60 18.80 19.00

m/z  43.05   95.02%

18.20 18.40 18.60 18.80 19.00

m/z  57.05   86.63%

18.20 18.40 18.60 18.80 19.00

m/z  97.05   79.51%

18.20 18.40 18.60 18.80 19.00

m/z  55.00   77.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050817\
  Data File : BF094990.D                                          
  Acq On    :  8 May 2017  20:37
  Operator  : SJ/MA
  Sample    : I3010-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  (2Z,4E)-3,7,11-Trimethyl-2,...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.73   11.23 ng         296505   Perylene-d12               20.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26         172549-29-0 60
 2 Caparratriene                       206 C15H26         1000374-08-7 49
 3 (+)-(Z)-Longipinane                 206 C15H26         1000156-12-3 47
 4 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26         074022-04-1 45
 5 1H-Cycloprop[e]azulene, decahydr... 206 C15H26         028580-43-0 42

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

5000

m/z-->

Abundance Scan 3705 (23.729 min): BF094990.D (-3696) (-)
95.169.0

123.1

163.1
41.0 205.3

273.2
231.2

143.0

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

5000

m/z-->

Abundance #66217: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
69.041.0

109.0

163.0
136.0

191.0

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

5000

m/z-->

Abundance #66196: Caparratriene
69.041.0 95.0

121.0

163.0

191.0

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

5000

m/z-->

Abundance #66199: (+)-(Z)-Longipinane
109.0

41.0
82.0

135.0 206.0163.0
62.0

23.40 23.60 23.80 24.00

m/z  95.10  100.00%

23.40 23.60 23.80 24.00

m/z  69.05   87.77%

23.40 23.60 23.80 24.00

m/z  55.00   86.55%

23.40 23.60 23.80 24.00

m/z 109.05   80.77%

23.40 23.60 23.80 24.00

m/z 123.05   77.15%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050817\
  Data File : BF094990.D                                          
  Acq On    :  8 May 2017  20:37
  Operator  : SJ/MA
  Sample    : I3010-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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...   5.03    23.6 ng     630117  1   7.71  533975  20.0
unknown7.38            7.38   112.1 ng    2992630  1   7.71  533975  20.0
Tridecanoic acid      15.94     6.2 ng     238834  4  14.97  765301  20.0
Octadecanoic acid     17.02     2.7 ng      89299  5  18.63  666224  20.0
Trichloroacetic a...  18.58     3.8 ng     126284  5  18.63  666224  20.0
(2Z,4E)-3,7,11-Tr...  23.73    11.2 ng     296505  6  20.30  527915  20.0
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