
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082317\
  Data File : BF097995.D                                          
  Acq On    : 23 Aug 2017  13:52
  Operator  : SJ/JU
  Sample    : I4901-01
  Misc      :  
  ALS Vial  : 6   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-BF081517.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   2.116     3    5   18 rVB2   24668     53844   1.29%   0.153%
  2   3.134   175  178  190 rBV    88167    159191   3.82%   0.451%
  3   4.946   483  486  497 rVB   290214    459435  11.04%   1.302%
  4   5.357   549  556  559 rBV  3335375   3942620  94.72%  11.172%
  5   6.381   723  730  733 rBV  3494785   4162384 100.00%  11.795%
 
  6   6.510   747  752  755 rBV  3572431   3902337  93.75%  11.058%
  7   6.740   787  791  794 rBV  1139802    952747  22.89%   2.700%
  8   6.898   813  818  821 rBV  3020908   2970415  71.36%   8.417%
  9   7.304   881  887  890 rBV  2429219   2561839  61.55%   7.259%
 10   8.022  1004 1009 1012 rBV  1409663   1276322  30.66%   3.617%
 
 11   9.098  1186 1192 1195 rBV  3846173   4004177  96.20%  11.346%
 12   9.492  1254 1259 1262 rBV   512275    422562  10.15%   1.197%
 13   9.775  1301 1307 1310 rBV  1424051   1357282  32.61%   3.846%
 14  10.557  1435 1440 1444 rBV  1692538   1756739  42.21%   4.978%
 15  10.680  1458 1461 1468 rBV    70078     76826   1.85%   0.218%
 
 16  11.128  1534 1537 1540 rBV    51837     45398   1.09%   0.129%
 17  11.251  1554 1558 1561 rBV  1387324   1368305  32.87%   3.877%
 18  11.275  1561 1562 1565 rVV   104115     61230   1.47%   0.174%
 19  12.463  1755 1764 1767 rBV   128377    143851   3.46%   0.408%
 20  12.669  1795 1799 1800 rBV2  100337     86936   2.09%   0.246%
 
 21  12.686  1800 1802 1805 rVB   112526     93462   2.25%   0.265%
 22  12.845  1823 1829 1832 rBV  3221990   3275381  78.69%   9.281%
 23  13.321  1905 1910 1914 rBV   107815    106252   2.55%   0.301%
 24  13.369  1915 1918 1921 rBV    51916     47557   1.14%   0.135%
 25  13.739  1977 1981 1989 rVB2  161038    198520   4.77%   0.563%
 
 26  13.880  2000 2005 2008 rBV   986852   1057205  25.40%   2.996%
 27  14.892  2174 2177 2180 rBV2   37979     49830   1.20%   0.141%
 28  15.298  2241 2246 2250 rBV   585189    697815  16.76%   1.977%
 
 
                        Sum of corrected areas:    35290462
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082317\
  Data File : BF097995.D                                          
  Acq On    : 23 Aug 2017  13:52
  Operator  : SJ/JU
  Sample    : I4901-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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\BF082317\
  Data File : BF097995.D                                          
  Acq On    : 23 Aug 2017  13:52
  Operator  : SJ/JU
  Sample    : I4901-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Propylene Glycol                Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.13    3.34 ng         159191   1,4-Dichlorobenzene-d4      6.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propylene Glycol                     76 C3H8O2         000057-55-6 64
 2 2-Heptanol, (S)-                    116 C7H16O         006033-23-4 9 
 3 R-(-)-1,2-propanediol                76 C3H8O2         004254-14-2 9 
 4 Isopropyl Alcohol                    60 C3H8O          000067-63-0 9 
 5 2-Butanol, 3-methyl-                 88 C5H12O         000598-75-4 9 

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance Scan 177 (3.128 min): BF097995.D (-175) (-)
45.0

61.053.0 75.1 83.9

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #938: Propylene Glycol
45.0

29.0 61.019.0 76.037.0 53.0

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #8326: 2-Heptanol, (S)-
45.0

55.0
29.0 83.070.0 101.019.0

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #944: R-(-)-1,2-propanediol
45.0

29.0
19.0 61.0 76.037.0 53.0

2.80 3.00 3.20 3.40

m/z  45.00  100.00%

2.80 3.00 3.20 3.40

m/z  43.00   18.61%

2.80 3.00 3.20 3.40

m/z  61.00    6.69%

2.80 3.00 3.20 3.40

m/z  44.00    5.48%

2.80 3.00 3.20 3.40

m/z  42.00    3.52%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082317\
  Data File : BF097995.D                                          
  Acq On    : 23 Aug 2017  13:52
  Operator  : SJ/JU
  Sample    : I4901-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.95    9.64 ng         459435   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 59
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

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

5000

m/z-->

Abundance Scan 487 (4.951 min): BF097995.D (-483) (-)
43.0

59.0

101.0

83.0

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

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

41.0

126.073.0 142.0

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

5000

m/z-->

Abundance #3686: 1-Propen-2-ol, acetate
43.0

58.0
72.015.0 100.027.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   56.07%

4.60 4.80 5.00 5.20

m/z 100.95   22.03%

4.60 4.80 5.00 5.20

m/z  58.00   17.55%

4.60 4.80 5.00 5.20

m/z  41.05    7.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082317\
  Data File : BF097995.D                                          
  Acq On    : 23 Aug 2017  13:52
  Operator  : SJ/JU
  Sample    : I4901-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.51                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.51   81.92 ng        3902340   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 27
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 Xenon                               132 Xe             007440-63-3 9 
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 752 (6.510 min): BF097995.D (-747) (-)
132.1

68.1

96.1
40.0 54.0 115.181.0

40 60 80 100 120 140 160 180

5000

m/z-->

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

69.0
104.0

51.031.0

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14560: Xenon
132.0

66.0

6.20 6.40 6.60 6.80

m/z 132.05  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   47.83%

6.20 6.40 6.60 6.80

m/z 134.00   33.27%

6.20 6.40 6.60 6.80

m/z  66.10   29.15%

6.20 6.40 6.60 6.80

m/z  69.10   19.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082317\
  Data File : BF097995.D                                          
  Acq On    : 23 Aug 2017  13:52
  Operator  : SJ/JU
  Sample    : I4901-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  9-Octadecenamide, (Z)-          Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.32    2.01 ng         106252   Chrysene-d12               13.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 91
 2 Tetradecanamide                     227 C14H29NO       000638-58-4 47
 3 Dodecanamide                        199 C12H25NO       001120-16-7 43
 4 Octanamide                          143 C8H17NO        000629-01-6 37
 5 Methyl 17-methoxy-10-methoxycarb... 386 C22H42O5       1000110-20-7 35

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

5000

m/z-->

Abundance Scan 1910 (13.321 min): BF097995.D (-1905) (-)
59.0

86.0 126.1
154.1 189.0 221.1

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

5000

m/z-->

Abundance #128445: 9-Octadecenamide, (Z)-
59.0

29.0 81.0 126.0 154.0 281.0184.0 238.0105.0 210.0

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

5000

m/z-->

Abundance #83609: Tetradecanamide
59.0

28.0 86.0 114.0 184.0149.0 227.0205.0

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

5000

m/z-->

Abundance #60440: Dodecanamide
59.0

28.0

86.0 128.0 156.0 199.0

13.00 13.20 13.40 13.60

m/z  59.00  100.00%

13.00 13.20 13.40 13.60

m/z  72.00   74.44%

13.00 13.20 13.40 13.60

m/z  55.00   34.52%

13.00 13.20 13.40 13.60

m/z  41.05   26.84%

13.00 13.20 13.40 13.60

m/z  69.05   23.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082317\
  Data File : BF097995.D                                          
  Acq On    : 23 Aug 2017  13:52
  Operator  : SJ/JU
  Sample    : I4901-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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-Nonadecanol-1                 Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.74    3.76 ng         198520   Chrysene-d12               13.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Nonadecanol-1                     284 C19H40O        001454-84-8 95
 2 1-Heptacosanol                      396 C27H56O        002004-39-9 94
 3 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 4 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91
 5 n-Heptadecanol-1                    256 C17H36O        001454-85-9 90

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1981 (13.739 min): BF097995.D (-1977) (-)
83.155.0

125.1
154.1 281.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #131391: n-Nonadecanol-1
83.0

43.0

111.0

140.0 238.0182.0 267.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #210517: 1-Heptacosanol
57.0 97.0

139.0
168.027.0 378.0209.0238.0 278.0308.0 348.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #127771: 3-Eicosene, (E)-
57.0

97.0

27.0 126.0 280.0167.0196.0224.0

13.40 13.60 13.80 14.00

m/z  83.10  100.00%

13.40 13.60 13.80 14.00

m/z  57.10   95.67%

13.40 13.60 13.80 14.00

m/z  69.05   88.70%

13.40 13.60 13.80 14.00

m/z  97.10   86.33%

13.40 13.60 13.80 14.00

m/z  55.05   84.15%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082317\
  Data File : BF097995.D                                          
  Acq On    : 23 Aug 2017  13:52
  Operator  : SJ/JU
  Sample    : I4901-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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|
----------------------------------------------------------------------------
Propylene Glycol       3.13     3.3 ng     159191  1   6.74  952747  20.0
2-Pentanone, 4-hy...   4.95     9.6 ng     459435  1   6.74  952747  20.0
unknown6.51            6.51    81.9 ng    3902340  1   6.74  952747  20.0
9-Octadecenamide,...  13.32     2.0 ng     106252  5  13.89 1057210  20.0
n-Nonadecanol-1       13.74     3.8 ng     198520  5  13.89 1057210  20.0
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