
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108435.D                                          
  Acq On    : 23 Aug 2018  21:54
  Operator  : JU/SJ
  Sample    : J4535-12
  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:\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   2.384     3    8   16 rVB   450256    637292  15.26%   1.819%
  2   5.254   491  496  503 rBV   135794    196680   4.71%   0.561%
  3   5.631   553  560  563 rBV  3481171   3580039  85.70%  10.221%
  4   6.625   722  729  732 rBV  3523249   3775064  90.37%  10.777%
  5   6.772   749  754  757 rBV  3883645   3755347  89.90%  10.721%
 
  6   6.819   759  762  766 rVB    66300     52745   1.26%   0.151%
  7   6.995   789  792  796 rBV   976325    894050  21.40%   2.552%
  8   7.154   815  819  823 rBV  3056948   2920643  69.92%   8.338%
  9   7.566   883  889  892 rBV  2343251   2496223  59.76%   7.126%
 10   8.284  1006 1011 1014 rBV  1237344   1095571  26.23%   3.128%
 
 11   8.995  1129 1132 1135 rBV   117617     96844   2.32%   0.276%
 12   9.095  1144 1149 1152 rBV2   57876     55099   1.32%   0.157%
 13   9.284  1174 1181 1184 rBV    58095     62302   1.49%   0.178%
 14   9.354  1188 1193 1197 rBV  4141729   4177292 100.00%  11.926%
 15   9.419  1202 1204 1208 rVV2   55686     58558   1.40%   0.167%
 
 16   9.619  1234 1238 1242 rBV    65073     97999   2.35%   0.280%
 17   9.695  1247 1251 1254 rBV2   63744     71472   1.71%   0.204%
 18   9.742  1254 1259 1266 rBV   462139    459650  11.00%   1.312%
 19   9.813  1267 1271 1273 rBV2   43929     55925   1.34%   0.160%
 20   9.901  1283 1286 1288 rBV2   43121     45560   1.09%   0.130%
 
 21   9.948  1292 1294 1296 rVV    55620     43451   1.04%   0.124%
 22  10.042  1304 1310 1314 rBV2 1408288   1248594  29.89%   3.565%
 23  10.183  1331 1334 1337 rBV5   38405     58946   1.41%   0.168%
 24  10.242  1341 1344 1346 rVV4   59996     67496   1.62%   0.193%
 25  10.278  1347 1350 1354 rVV4   73121     98907   2.37%   0.282%
 
 26  10.354  1361 1363 1366 rBV2   42084     44755   1.07%   0.128%
 27  10.383  1366 1368 1373 rVV2   52989     63619   1.52%   0.182%
 28  10.448  1377 1379 1383 rVB   107194    110282   2.64%   0.315%
 29  10.672  1414 1417 1420 rVB   247148    231652   5.55%   0.661%
 30  10.836  1441 1445 1454 rBV  2441756   2568433  61.49%   7.333%
 
 31  10.942  1458 1463 1466 rBV   423697    494857  11.85%   1.413%
 32  11.407  1539 1542 1545 rBV   337499    285418   6.83%   0.815%
 33  11.542  1561 1565 1567 rBV  1127563   1028991  24.63%   2.938%
 34  13.124  1830 1834 1838 rVB  2648022   2615345  62.61%   7.466%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108435.D                                          
  Acq On    : 23 Aug 2018  21:54
  Operator  : JU/SJ
  Sample    : J4535-12
  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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  14.195  2012 2016 2019 rBV   764426    733644  17.56%   2.094%
 
 36  15.748  2276 2280 2286 rVB   549618    749185  17.93%   2.139%
 
 
                        Sum of corrected areas:    35027930
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108435.D                                          
  Acq On    : 23 Aug 2018  21:54
  Operator  : JU/SJ
  Sample    : J4535-12
  Misc      :  
  ALS Vial  : 13   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\BF082318\
  Data File : BF108435.D                                          
  Acq On    : 23 Aug 2018  21:54
  Operator  : JU/SJ
  Sample    : J4535-12
  Misc      :  
  ALS Vial  : 13   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  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.38   14.26 ng         637292   1,4-Dichlorobenzene-d4      7.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 3 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 38
 4 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 23
 5 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12

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

5000

m/z-->

Abundance Scan 7 (2.378 min): BF108435.D (-3) (-)
73.0

43.0
55.0 87.0

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

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

43.0 55.0 87.0
29.0

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

5000

m/z-->

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0

87.0

55.041.0

29.0
97.0 112.0 129.0

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

5000

m/z-->

Abundance #1997: Silane, tetramethyl-
73.0

45.0
29.0 59.0 88.0

2.40 2.50 2.60 2.70 2.80

m/z  73.05  100.00%

2.40 2.50 2.60 2.70 2.80

m/z  43.05   46.06%

2.40 2.50 2.60 2.70 2.80

m/z  55.05   31.86%

2.40 2.50 2.60 2.70 2.80

m/z  87.05   26.27%

2.40 2.50 2.60 2.70 2.80

m/z  41.05   15.03%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108435.D                                          
  Acq On    : 23 Aug 2018  21:54
  Operator  : JU/SJ
  Sample    : J4535-12
  Misc      :  
  ALS Vial  : 13   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  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.25    4.40 ng         196680   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 64
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
 4 2-Pentanol, 2,4-dimethyl-           116 C7H16O         000625-06-9 28
 5 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 17

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

5000

m/z-->

Abundance Scan 495 (5.248 min): BF108435.D (-491) (-)
43.0

59.1

101.0
69.1 111.183.1

10 20 30 40 50 60 70 80 90 100 110
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
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 50.0

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   51.93%

5.00 5.20 5.40 5.60

m/z 101.00   15.08%

5.00 5.20 5.40 5.60

m/z  58.00   15.06%

5.00 5.20 5.40 5.60

m/z  41.05    9.85%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108435.D                                          
  Acq On    : 23 Aug 2018  21:54
  Operator  : JU/SJ
  Sample    : J4535-12
  Misc      :  
  ALS Vial  : 13   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  3  unknown6.77                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.77   84.01 ng        3755350   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 9 
 5 Xenon                               132 Xe             007440-63-3 9 

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

5000

m/z-->

Abundance Scan 754 (6.772 min): BF108435.D (-749) (-)
132.0

68.1

96.140.0 54.1 78.1 106.0

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   45.48%

6.40 6.60 6.80 7.00 7.20

m/z 134.00   34.05%

6.40 6.60 6.80 7.00 7.20

m/z  66.10   30.65%

6.40 6.60 6.80 7.00 7.20

m/z  69.10   18.75%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108435.D                                          
  Acq On    : 23 Aug 2018  21:54
  Operator  : JU/SJ
  Sample    : J4535-12
  Misc      :  
  ALS Vial  : 13   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  Undecane, 2,5-dimethyl-         Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.67    3.71 ng         231652   Acenaphthene-d10           10.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecane, 2,5-dimethyl-             184 C13H28         017301-22-3 76
 2 Decane, 2,6,8-trimethyl-            184 C13H28         062108-26-3 76
 3 Hexadecane                          226 C16H34         000544-76-3 64
 4 Undecane, 3,9-dimethyl-             184 C13H28         017301-31-4 64
 5 Heptacosane                         380 C27H56         000593-49-7 64

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

5000

m/z-->

Abundance Scan 1417 (10.672 min): BF108435.D (-1414) (-)
57.1

85.1
113.1 169.1141.1 203.2 232.2

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

5000

m/z-->

Abundance #48872: Undecane, 2,5-dimethyl-
57.0

29.0 112.085.0 169.0141.0

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

5000

m/z-->

Abundance #48893: Decane, 2,6,8-trimethyl-
57.0

85.0 113.0 155.0 184.0

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

5000

m/z-->

Abundance #83023: Hexadecane
57.0

85.0

29.0
113.0 141.0 226.0169.0 197.0

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  43.10   46.73%

10.40 10.60 10.80 11.00

m/z  71.10   43.34%

10.40 10.60 10.80 11.00

m/z  41.10   24.47%

10.40 10.60 10.80 11.00

m/z  85.10   20.80%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108435.D                                          
  Acq On    : 23 Aug 2018  21:54
  Operator  : JU/SJ
  Sample    : J4535-12
  Misc      :  
  ALS Vial  : 13   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  Tridecane, 5-propyl-            Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.94    9.62 ng         494857   Phenanthrene-d10           11.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane, 5-propyl-                226 C16H34         055045-11-9 86
 2 Dodecane, 2,7,10-trimethyl-         212 C15H32         074645-98-0 80
 3 2-Bromo dodecane                    248 C12H25Br       013187-99-0 78
 4 Decane, 2-methyl-                   156 C11H24         006975-98-0 72
 5 Tridecane                           184 C13H28         000629-50-5 72

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

5000

m/z-->

Abundance Scan 1463 (10.942 min): BF108435.D (-1458) (-)
57.1

85.1
113.1 183.2155.1 215.238.0 243.1135.1

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

5000

m/z-->

Abundance #83031: Tridecane, 5-propyl-
57.0

85.0

112.0 183.0141.030.0 226.0

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

5000

m/z-->

Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0

85.029.0
113.0 183.0141.0

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

5000

m/z-->

Abundance #100330: 2-Bromo dodecane
57.0

85.0

29.0 169.0113.0
149.0 248.0

10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.60 10.80 11.00 11.20

m/z  71.10   66.62%

10.60 10.80 11.00 11.20

m/z  43.10   57.98%

10.60 10.80 11.00 11.20

m/z  85.10   25.86%

10.60 10.80 11.00 11.20

m/z  41.10   25.35%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108435.D                                          
  Acq On    : 23 Aug 2018  21:54
  Operator  : JU/SJ
  Sample    : J4535-12
  Misc      :  
  ALS Vial  : 13   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  Bacchotricuneatin c             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.41    5.55 ng         285418   Phenanthrene-d10           11.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bacchotricuneatin c                 342 C20H22O5       066563-30-2 95
 2 Heptacosane                         380 C27H56         000593-49-7 91
 3 Nonadecane                          268 C19H40         000629-92-5 91
 4 Octadecane                          254 C18H38         000593-45-3 90
 5 Heptadecane                         240 C17H36         000629-78-7 90

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1543 (11.413 min): BF108435.D (-1539) (-)
57.1

85.1

113.1
192.1141.1 243.2272.2

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #178298: Bacchotricuneatin c
71.0 112.0

191.0145.0 245.0 342.0312.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #202662: Heptacosane
57.0

85.0

29.0 113.0141.0169.0197.0225.0253.0 380.0281.0 323.0351.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #117638: Nonadecane
57.0

85.0

29.0 113.0141.0 268.0169.0197.0225.0

11.00 11.20 11.40 11.60 11.80

m/z  57.10  100.00%

11.00 11.20 11.40 11.60 11.80

m/z  71.10   67.90%

11.00 11.20 11.40 11.60 11.80

m/z  43.10   48.10%

11.00 11.20 11.40 11.60 11.80

m/z  85.10   35.82%

11.00 11.20 11.40 11.60 11.80

m/z  41.10   25.11%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108435.D                                          
  Acq On    : 23 Aug 2018  21:54
  Operator  : JU/SJ
  Sample    : J4535-12
  Misc      :  
  ALS Vial  : 13   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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.38    14.3 ng     637292  1   7.00  894050  20.0
2-Pentanone, 4-hy...   5.25     4.4 ng     196680  1   7.00  894050  20.0
unknown6.77            6.77    84.0 ng    3755350  1   7.00  894050  20.0
Undecane, 2,5-dim...  10.67     3.7 ng     231652  3  10.04 1248590  20.0
Tridecane, 5-propyl-  10.94     9.6 ng     494857  4  11.54 1028990  20.0
Bacchotricuneatin c   11.41     5.5 ng     285418  4  11.54 1028990  20.0
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