
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091418\
  Data File : BF109004.D                                          
  Acq On    : 14 Sep 2018  19:31
  Operator  : JU/SJ
  Sample    : J4906-25
  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-BF091418.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   4.907   433  437  445 rVB    69030     93588   3.64%   0.376%
  2   5.325   503  508  511 rBV  2259835   2104479  81.84%   8.459%
  3   6.348   677  682  689 rBV  2293415   2329357  90.58%   9.363%
  4   6.484   701  705  709 rBV  2450145   2276217  88.51%   9.150%
  5   6.719   741  745  748 rBV  1097790    873808  33.98%   3.512%
 
  6   6.748   748  750  754 rVB    40294     32492   1.26%   0.131%
  7   6.878   768  772  775 rVB  2038853   1761295  68.49%   7.080%
  8   7.278   831  840  843 rBV  1658276   1471685  57.23%   5.916%
  9   7.372   852  856  861 rBV5   28066     40619   1.58%   0.163%
 10   7.519   878  881  887 rVB3   49926     69845   2.72%   0.281%
 
 11   7.648   900  903  908 rVB5   36627     47238   1.84%   0.190%
 12   7.695   908  911  915 rBV2   50857     61345   2.39%   0.247%
 13   7.736   915  918  921 rVB2   32255     34396   1.34%   0.138%
 14   8.001   959  963  966 rBV  1405622   1181474  45.94%   4.749%
 15   8.054   968  972  974 rVV3   48873     59693   2.32%   0.240%
 
 16   8.078   974  976  979 rVV   144883    127634   4.96%   0.513%
 17   8.130   983  985  988 rVB2   31630     30057   1.17%   0.121%
 18   8.178   988  993  997 rBV4   28050     47228   1.84%   0.190%
 19   8.307  1009 1015 1018 rBV5   53402     86895   3.38%   0.349%
 20   8.360  1022 1024 1026 rBV2   44679     35195   1.37%   0.141%
 
 21   8.389  1026 1029 1034 rVB5   23486     31372   1.22%   0.126%
 22   8.442  1034 1038 1042 rBV2  115484    126546   4.92%   0.509%
 23   8.554  1053 1057 1061 rBV6   34036     44866   1.74%   0.180%
 24   8.707  1079 1083 1086 rVB2   68218     83236   3.24%   0.335%
 25   8.919  1116 1119 1121 rVB3   34001     32062   1.25%   0.129%
 
 26   9.036  1136 1139 1142 rVB    86274     69286   2.69%   0.279%
 27   9.078  1142 1146 1149 rBV  3078926   2571594 100.00%  10.337%
 28   9.172  1158 1162 1166 rBV4   21411     35028   1.36%   0.141%
 29   9.466  1209 1212 1215 rBV   309418    244536   9.51%   0.983%
 30   9.489  1215 1216 1219 rVB    59509     38548   1.50%   0.155%
 
 31   9.748  1256 1260 1264 rBV2 1500970   1352235  52.58%   5.436%
 32  10.530  1389 1393 1407 rBV  1895396   1733684  67.42%   6.969%
 33  10.683  1414 1419 1423 rVB    29751     39404   1.53%   0.158%
 34  11.224  1507 1511 1514 rBV  1649908   1367452  53.18%   5.497%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091418\
  Data File : BF109004.D                                          
  Acq On    : 14 Sep 2018  19:31
  Operator  : JU/SJ
  Sample    : J4906-25
  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-BF091418.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  11.766  1599 1603 1606 rBV   159264    141117   5.49%   0.567%
 
 36  12.218  1678 1680 1686 rBV3   26205     31089   1.21%   0.125%
 37  12.430  1713 1716 1720 rBV    75119     82120   3.19%   0.330%
 38  12.807  1776 1780 1784 rBV  2564727   2287159  88.94%   9.194%
 39  13.848  1954 1957 1960 rBV  1036932    995057  38.69%   4.000%
 40  15.259  2194 2197 2201 rVB   732205    806402  31.36%   3.242%
 
 
 
                        Sum of corrected areas:    24877333
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091418\
  Data File : BF109004.D                                          
  Acq On    : 14 Sep 2018  19:31
  Operator  : JU/SJ
  Sample    : J4906-25
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418.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\BF091418\
  Data File : BF109004.D                                          
  Acq On    : 14 Sep 2018  19:31
  Operator  : JU/SJ
  Sample    : J4906-25
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.91    2.14 ng          93588   1,4-Dichlorobenzene-d4      6.72

 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 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 38
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 

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

5000

m/z-->

Abundance Scan 437 (4.907 min): BF109004.D (-433) (-)
43.0

59.0

101.0

83.0

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

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.051.0 69.0 91.0

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 #4030: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0

4.60 4.80 5.00 5.20

m/z  42.95  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   57.05%

4.60 4.80 5.00 5.20

m/z 101.00   21.34%

4.60 4.80 5.00 5.20

m/z  58.00   13.90%

4.60 4.80 5.00 5.20

m/z  41.00   10.02%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091418\
  Data File : BF109004.D                                          
  Acq On    : 14 Sep 2018  19:31
  Operator  : JU/SJ
  Sample    : J4906-25
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.48                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.48   52.10 ng        2276220   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 704 (6.478 min): BF109004.D (-701) (-)
132.0

68.1

96.140.0
115.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

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

69.0
104.0

51.031.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

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   46.30%

6.20 6.40 6.60 6.80

m/z 134.00   31.04%

6.20 6.40 6.60 6.80

m/z  66.00   28.88%

6.20 6.40 6.60 6.80

m/z  69.10   18.78%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091418\
  Data File : BF109004.D                                          
  Acq On    : 14 Sep 2018  19:31
  Operator  : JU/SJ
  Sample    : J4906-25
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Dodecane, 6-methyl-             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.08    2.16 ng         127634   Naphthalene-d8              8.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane, 6-methyl-                 184 C13H28         006044-71-9 90
 2 Undecane, 2,6-dimethyl-             184 C13H28         017301-23-4 90
 3 Undecane, 3,6-dimethyl-             184 C13H28         017301-28-9 78
 4 Tridecane, 6-methyl-                198 C14H30         013287-21-3 72
 5 Decane, 6-ethyl-2-methyl-           184 C13H28         062108-21-8 72

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 976 (8.078 min): BF109004.D (-974) (-)
57.1

43.1 71.1

98.0 112.1 147.0 169.2

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #48847: Dodecane, 6-methyl-
57.0

43.0
71.0

29.0 98.0 112.0
140.0126.0 184.0169.0155.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #48882: Undecane, 2,6-dimethyl-
57.0

43.0
71.0

29.0 98.0 113.0 141.0 169.0127.0 184.0155.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #48867: Undecane, 3,6-dimethyl-
57.0

43.0 71.0

29.0 85.0 113.099.0 155.0127.0 184.0169.0141.0

7.80 8.00 8.20 8.40

m/z  57.10  100.00%

7.80 8.00 8.20 8.40

m/z  43.10   43.28%

7.80 8.00 8.20 8.40

m/z  71.10   38.88%

7.80 8.00 8.20 8.40

m/z  41.00   21.50%

7.80 8.00 8.20 8.40

m/z  56.00   13.13%

8270-BF091418.M Mon Sep 17 14:54:39 2018                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
SP-PIT-4



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091418\
  Data File : BF109004.D                                          
  Acq On    : 14 Sep 2018  19:31
  Operator  : JU/SJ
  Sample    : J4906-25
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heptadecane, 2,6,10,14-tetr...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.44    2.14 ng         126546   Naphthalene-d8              8.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44         018344-37-1 64
 2 2-Ethylhexyl mercaptoacetate        204 C10H20O2S      007659-86-1 59
 3 Hexadecane, 7-methyl-               240 C17H36         026730-20-1 59
 4 Butane, 2,2-dimethyl-                86 C6H14          000075-83-2 53
 5 Heptacosane                         380 C27H56         000593-49-7 53

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

5000

m/z-->

Abundance Scan 1038 (8.442 min): BF109004.D (-1034) (-)
57.1

85.1 113.1 145.1

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

5000

m/z-->

Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl-
57.0

85.0

113.0 141.0 183.0 211.0 253.0 281.0

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

5000

m/z-->

Abundance #63704: 2-Ethylhexyl mercaptoacetate
57.0

29.0 112.0
83.0

145.0 172.0

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

5000

m/z-->

Abundance #94353: Hexadecane, 7-methyl-
57.0

85.0
112.0

154.0
225.0183.0

8.20 8.40 8.60 8.80

m/z  57.10  100.00%

8.20 8.40 8.60 8.80

m/z  71.10   82.07%

8.20 8.40 8.60 8.80

m/z  43.10   57.98%

8.20 8.40 8.60 8.80

m/z  41.00   31.55%

8.20 8.40 8.60 8.80

m/z  56.05   21.35%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091418\
  Data File : BF109004.D                                          
  Acq On    : 14 Sep 2018  19:31
  Operator  : JU/SJ
  Sample    : J4906-25
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.77    2.06 ng         141117   Phenanthrene-d10           11.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 87
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 81
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 76
 5 Sulfurous acid, octadecyl 2-prop... 376 C21H44O3S      1000309-12-7 18

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

5000

m/z-->

Abundance Scan 1604 (11.771 min): BF109004.D (-1599) (-)
73.043.0

129.1
213.2

185.1157.197.1 256.2

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

102.040.0

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

5000

m/z-->

Abundance #72648: Tridecanoic acid
73.0

43.0

129.0
171.0 214.0

98.0
18.0 149.0

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

15.0 177.0 223.0

11.40 11.60 11.80 12.00

m/z  73.00  100.00%

11.40 11.60 11.80 12.00

m/z  43.05   85.53%

11.40 11.60 11.80 12.00

m/z  60.00   79.77%

11.40 11.60 11.80 12.00

m/z  41.00   65.56%

11.40 11.60 11.80 12.00

m/z  57.05   62.33%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091418\
  Data File : BF109004.D                                          
  Acq On    : 14 Sep 2018  19:31
  Operator  : JU/SJ
  Sample    : J4906-25
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418.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...   4.91     2.1 ng      93588  1   6.72  873808  20.0
unknown6.48            6.48    52.1 ng    2276220  1   6.72  873808  20.0
Dodecane, 6-methyl-    8.08     2.2 ng     127634  2   8.00 1181470  20.0
Heptadecane, 2,6,...   8.44     2.1 ng     126546  2   8.00 1181470  20.0
n-Hexadecanoic acid   11.77     2.1 ng     141117  4  11.22 1367450  20.0
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