
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101617\
  Data File : BF099560.D                                          
  Acq On    : 16 Oct 2017  22:45
  Operator  : SJ/JU
  Sample    : I5782-08
  Misc      :  
  ALS Vial  : 13   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-BF092317.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   5.075   504  508  530 rBV   399949    611887  18.12%   2.240%
  2   5.475   571  576  579 rBV  2665352   2738666  81.09%  10.026%
  3   6.487   743  748  766 rBV  2489153   3004547  88.96%  10.999%
  4   6.616   766  770  774 rBV  2728175   2903049  85.95%  10.628%
  5   6.845   805  809  816 rVB   717817    621953  18.41%   2.277%
 
  6   6.998   831  835  839 rBV  2328377   2294801  67.94%   8.401%
  7   7.410   900  905  908 rBV  1685801   1844329  54.61%   6.752%
  8   8.122  1023 1026 1030 rBV   919710    847615  25.10%   3.103%
  9   8.681  1118 1121 1128 rVB    45793     39269   1.16%   0.144%
 10   9.204  1204 1210 1213 rBV  3394276   3377495 100.00%  12.365%
 
 11   9.592  1272 1276 1279 rBV   847389    671974  19.90%   2.460%
 12   9.881  1321 1325 1329 rBV  1117195    924680  27.38%   3.385%
 13  10.592  1443 1446 1450 rBV   121610     95461   2.83%   0.349%
 14  10.675  1455 1460 1463 rBV  1713897   1635793  48.43%   5.988%
 15  11.369  1574 1578 1582 rBV   976510    816915  24.19%   2.991%
 
 16  11.886  1661 1666 1670 rBV    59501     61979   1.84%   0.227%
 17  12.957  1843 1848 1851 rBV  2480471   2437451  72.17%   8.923%
 18  13.833  1993 1997 2008 rBV   115810    155845   4.61%   0.571%
 19  14.010  2024 2027 2034 rBV   625508    579879  17.17%   2.123%
 20  14.757  2149 2154 2159 rVB4   23848     39520   1.17%   0.145%
 
 21  14.833  2163 2167 2172 rVB   840457    866910  25.67%   3.174%
 22  15.486  2272 2278 2284 rVB2  469951    608247  18.01%   2.227%
 23  15.898  2343 2348 2355 rBV2   33578     52134   1.54%   0.191%
 24  16.398  2427 2433 2439 rVB2   21925     41438   1.23%   0.152%
 25  18.939  2860 2865 2875 rVB8   15563     43866   1.30%   0.161%
 
 
 
                        Sum of corrected areas:    27315703
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101617\
  Data File : BF099560.D                                          
  Acq On    : 16 Oct 2017  22:45
  Operator  : SJ/JU
  Sample    : I5782-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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\BF101617\
  Data File : BF099560.D                                          
  Acq On    : 16 Oct 2017  22:45
  Operator  : SJ/JU
  Sample    : I5782-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.07   19.68 ng         611887   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 72
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 4 Acetone                              58 C3H6O          000067-64-1 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 507 (5.069 min): BF099560.D (-504) (-)
43.0

59.0

101.0

83.1

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

57.0

101.029.0
15.0 73.0 85.0
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0

5000

m/z-->

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

41.0

126.073.0 142.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   60.55%

4.80 5.00 5.20 5.40

m/z 101.00   20.17%

4.80 5.00 5.20 5.40

m/z  58.00   16.44%

4.80 5.00 5.20 5.40

m/z  41.10    9.04%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101617\
  Data File : BF099560.D                                          
  Acq On    : 16 Oct 2017  22:45
  Operator  : SJ/JU
  Sample    : I5782-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.62                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.62   93.35 ng        2903050   1,4-Dichlorobenzene-d4      6.85

 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 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 5 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 10

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

5000

m/z-->

Abundance Scan 771 (6.622 min): BF099560.D (-766) (-)
132.0

68.1

96.0
40.1 54.0 85.0 115.0

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 #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

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   33.63%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   33.41%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   20.44%

6.20 6.40 6.60 6.80 7.00

m/z  96.00   13.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101617\
  Data File : BF099560.D                                          
  Acq On    : 16 Oct 2017  22:45
  Operator  : SJ/JU
  Sample    : I5782-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Benzophenone                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.59    2.06 ng          95461   Acenaphthene-d10            9.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzophenone                        182 C13H10O        000119-61-9 96
 2 Acetophenone, 2-chloro-             154 C8H7ClO        000532-27-4 49
 3 Benzoyl isothiocyanate              163 C8H5NOS        000532-55-8 47
 4 Benzoic acid, phenyl ester          198 C13H10O2       000093-99-2 47
 5 1,2-Propanedione, 1-phenyl-         148 C9H8O2         000579-07-7 47

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1446 (10.592 min): BF099560.D (-1443) (-)
105.0

77.0
182.1

51.0

152.0126.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #47243: Benzophenone
105.0

77.0 182.0

51.0

152.027.0 126.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #27530: Acetophenone, 2-chloro-
105.0

77.0

51.0
91.027.0 154.0120.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #33090: Benzoyl isothiocyanate
105.0

77.0

51.0

27.0 131.0

10.20 10.40 10.60 10.80 11.00

m/z 105.00  100.00%

10.20 10.40 10.60 10.80 11.00

m/z  77.00   56.73%

10.20 10.40 10.60 10.80 11.00

m/z 182.10   45.94%

10.20 10.40 10.60 10.80 11.00

m/z  51.00   20.02%

10.20 10.40 10.60 10.80 11.00

m/z 181.00    7.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101617\
  Data File : BF099560.D                                          
  Acq On    : 16 Oct 2017  22:45
  Operator  : SJ/JU
  Sample    : I5782-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.83    5.38 ng         155845   Chrysene-d12               14.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 2 Behenic alcohol                     326 C22H46O        000661-19-8 94
 3 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91
 4 1-Heptacosanol                      396 C27H56O        002004-39-9 91
 5 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91

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

5000

m/z-->

Abundance Scan 1996 (13.827 min): BF099560.D (-1993) (-)
57.1 83.1

111.1

139.1
207.0

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 #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 80 100 120 140 160 180 200 220 240 260 280 300 320 340
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

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  55.05   96.18%

13.60 13.80 14.00 14.20

m/z  83.10   91.45%

13.60 13.80 14.00 14.20

m/z  43.05   84.21%

13.60 13.80 14.00 14.20

m/z  97.05   77.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101617\
  Data File : BF099560.D                                          
  Acq On    : 16 Oct 2017  22:45
  Operator  : SJ/JU
  Sample    : I5782-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.83   28.51 ng         866910   Perylene-d12               15.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Supraene                            410 C30H50         007683-64-9 91
 2 Squalene                            410 C30H50         000111-02-4 91
 3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H36O2       024035-35-6 72
 4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H28O2       004128-17-0 64
 5 4-Methyl-1,5-Heptadiene             110 C8H14          000998-94-7 50

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2166 (14.827 min): BF099560.D (-2163) (-)
69.1

137.1107.139.0 203.1 341.2173.0 281.0

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 #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 #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr...
69.0

136.0
29.0 189.0 332.0105.0 287.0250.0219.0

14.60 14.80 15.00 15.20

m/z  69.10  100.00%

14.60 14.80 15.00 15.20

m/z  81.10   50.38%

14.60 14.80 15.00 15.20

m/z  41.05   21.90%

14.60 14.80 15.00 15.20

m/z  95.05   13.08%

14.60 14.80 15.00 15.20

m/z  68.10   10.12%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101617\
  Data File : BF099560.D                                          
  Acq On    : 16 Oct 2017  22:45
  Operator  : SJ/JU
  Sample    : I5782-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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...   5.07    19.7 ng     611887  1   6.85  621953  20.0
unknown6.62            6.62    93.3 ng    2903050  1   6.85  621953  20.0
Benzophenone          10.59     2.1 ng      95461  3   9.88  924680  20.0
1-Heneicosanol        13.83     5.4 ng     155845  5  14.01  579879  20.0
Supraene              14.83    28.5 ng     866910  6  15.49  608247  20.0
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