
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   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_G\METHODS\8270-BG052919.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   3.187    12   17   26 rVB   173420    271168   3.88%   1.036%
  2   3.434    53   59   74 rBV  2367067   3914317  56.05%  14.948%
  3   5.202   349  360  364 rBV  3424818   6983733 100.00%  26.670%
  4   5.649   429  436  445 rBV2   73672    159349   2.28%   0.609%
  5   7.247   702  708  715 rBV    75432    135493   1.94%   0.517%
 
  6   7.635   767  774  793 rBV   215543    527209   7.55%   2.013%
  7   8.105   847  854  864 rBV   152137    262853   3.76%   1.004%
  8   8.428   902  909  918 rVB   585012   1016030  14.55%   3.880%
  9   8.922   986  993 1001 rVB   104849    169418   2.43%   0.647%
 10   9.280  1045 1054 1068 rBV   478715    880933  12.61%   3.364%
 
 11  10.925  1327 1334 1347 rBV   207748    421769   6.04%   1.611%
 12  11.166  1368 1375 1387 rVB2   58814    109448   1.57%   0.418%
 13  11.295  1390 1397 1407 rBV   115105    211983   3.04%   0.810%
 14  13.358  1739 1748 1757 rBV  1549774   2381451  34.10%   9.095%
 15  13.587  1780 1787 1799 rBV   394391    621090   8.89%   2.372%
 
 16  14.738  1976 1983 1995 rVB2  337743    573323   8.21%   2.189%
 17  15.649  2132 2138 2147 rBV   154670    239335   3.43%   0.914%
 18  17.482  2441 2450 2460 rBV   485224    757533  10.85%   2.893%
 19  20.073  2885 2891 2897 rBV  2919989   3890909  55.71%  14.859%
 20  21.348  3104 3108 3115 rBV2   98928    155427   2.23%   0.594%
 
 21  21.754  3171 3177 3187 rBV   510880    870342  12.46%   3.324%
 22  21.901  3197 3202 3208 rVB    82683    112366   1.61%   0.429%
 23  22.523  3302 3308 3315 rVB    85388    143355   2.05%   0.547%
 24  23.223  3422 3427 3439 rVB    86130    163421   2.34%   0.624%
 25  24.045  3561 3567 3575 rVB2   76652    151916   2.18%   0.580%
 
 26  25.026  3725 3734 3735 rBV2   64713    134118   1.92%   0.512%
 27  25.079  3736 3743 3759 rVB2  263902    804966  11.53%   3.074%
 28  26.178  3923 3930 3941 rVB4   44574    122321   1.75%   0.467%
 
 
                        Sum of corrected areas:    26185576
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.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_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.19   20.63 ng         271168   1,4-Dichlorobenzene-d4      8.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 72
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 3 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 9 
 4 1-Propene-1-thiol                    74 C3H6S          000925-89-3 9 
 5 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 

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

5000

m/z-->

Abundance Scan 17 (3.187 min): BG041161.D (-12) (-)
73.0

43.0
87.155.0

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

5000

m/z-->

Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0

55.043.0
87.0

27.0
101.0

0 10 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
112.099.0 129.0

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

5000

m/z-->

Abundance #1995: Silane, tetramethyl-
73.0

43.029.015.0 59.0 88.02.0

3.20 3.30 3.40 3.50 3.60

m/z  72.95  100.00%

3.20 3.30 3.40 3.50 3.60

m/z  43.00   36.58%

3.20 3.30 3.40 3.50 3.60

m/z  87.10   28.66%

3.20 3.30 3.40 3.50 3.60

m/z  55.00   23.53%

3.20 3.30 3.40 3.50 3.60

m/z  41.00   10.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.20  531.38 ng        6983730   1,4-Dichlorobenzene-d4      8.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 n-Propyl t-butyl ether              116 C7H16O         1000334-81-9 28
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 2-Nonanone, 9-hydroxy-              158 C9H18O2        025368-56-3 25
 5 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 16

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 360 (5.202 min): BG041161.D (-349) (-)
43.0

59.0

101.0

83.0 206.9

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

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

59.0
101.027.0 83.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #8367: n-Propyl t-butyl ether
59.0

101.041.0

15.0 85.0 117.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

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

41.0

126.0142.0

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   68.61%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   28.09%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   19.24%

4.80 5.00 5.20 5.40 5.60

m/z  41.00   12.49%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown7.63                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.63   40.11 ng         527209   1,4-Dichlorobenzene-d4      8.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 27
 3 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 5 3H-Benzo[4,5]imidazo[1,2-c]oxazo... 218 C12H14N2O2     1000316-99-9 12
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0

5000

m/z-->

Abundance Scan 773 (7.629 min): BG041161.D (-767) (-)
132.0

68.0
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m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0

70.0
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m/z-->

Abundance #14491: 5-Aminoindole
132.0

66.0
14.0
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0

5000

m/z-->

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

69.0

7.20 7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.00   50.10%

7.20 7.40 7.60 7.80 8.00

m/z  66.00   34.91%

7.20 7.40 7.60 7.80 8.00

m/z 134.00   29.04%

7.20 7.40 7.60 7.80 8.00

m/z  69.00   22.34%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown8.92                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.92   12.89 ng         169418   1,4-Dichlorobenzene-d4      8.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, cyclohexylmethyl... 304 C16H32O3S      1000309-21-8 43
 2 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H12O         001713-33-3 42
 3 4H-1,2,4-Triazole, 4-ethyl-          97 C4H7N3         043183-55-7 37
 4 2,4-Pentanedione, 3-methyl-         114 C6H10O2        000815-57-6 25
 5 Sulfurous acid, cyclohexylmethyl... 388 C22H44O3S      1000309-22-3 25

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 993 (8.922 min): BG041161.D (-986) (-)
43.0 97.0

55.1 72.0
115.0

157.083.9 131.9

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #147844: Sulfurous acid, cyclohexylmethyl nonyl ester
97.0

55.0

41.0 83.071.0
29.0 127.0111.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #6610: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-
43.0

97.0

55.0

69.0
83.0 112.029.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #2950: 4H-1,2,4-Triazole, 4-ethyl-
97.0

82.028.0
42.0 55.0 69.0

8.60 8.80 9.00 9.20

m/z  43.00  100.00%

8.60 8.80 9.00 9.20

m/z  97.00   84.66%

8.60 8.80 9.00 9.20

m/z  55.10   27.53%

8.60 8.80 9.00 9.20

m/z  72.00   25.28%

8.60 8.80 9.00 9.20

m/z  41.95   15.98%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown11.17                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.17    5.19 ng         109448   Naphthalene-d8             10.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Imidazole, 2-methyl-              82 C4H6N2         000693-98-1 38
 2 Hydrazinecarboxamide, 2-cyclohex... 155 C7H13N3O       001589-61-3 32
 3 1H-Imidazole, 4-methyl-              82 C4H6N2         000822-36-6 16
 4 3-Aminocrotononitrile                82 C4H6N2         001118-61-2 12
 5 2,2-Dimethyl-3(2H)-furanone         112 C6H8O2         035298-48-7 11

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

5000

m/z-->

Abundance Scan 1376 (11.172 min): BG041161.D (-1368) (-)
82.0

155.0
43.0

112.0

64.0 223.8

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

5000

m/z-->

Abundance #1159: 1H-Imidazole, 2-methyl-
82.0

54.0
28.0

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

5000

m/z-->

Abundance #27950: Hydrazinecarboxamide, 2-cyclohexylidene-
112.0

155.0
55.0

84.0

27.0 138.0

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

5000

m/z-->

Abundance #1158: 1H-Imidazole, 4-methyl-
82.0

54.0

28.0

10.80 11.00 11.20 11.40

m/z  82.00  100.00%

10.80 11.00 11.20 11.40

m/z 155.00   67.50%

10.80 11.00 11.20 11.40

m/z  43.00   60.82%

10.80 11.00 11.20 11.40

m/z 112.00   54.47%

10.80 11.00 11.20 11.40

m/z  54.00   33.82%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown11.30                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.30   10.05 ng         211983   Naphthalene-d8             10.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,2,3-Trimethoxybenzene             168 C9H12O3        000634-36-6 37
 2 trans-2-Dodecen-1-ol, trifluoroa... 280 C14H23F3O2     1000352-26-2 11
 3 1-Methyl-3,3-pentamethylenediazi... 126 C7H14N2        026177-34-4 10
 4 3,5-Dimethoxybenzyl alcohol         168 C9H12O3        000705-76-0 10
 5 6-Dodecanol acetate                 228 C14H28O2       060826-23-5 10

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

5000

m/z-->

Abundance Scan 1398 (11.301 min): BG041161.D (-1390) (-)
43.0

168.0

95.0
125.0

69.0

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

5000

m/z-->

Abundance #37283: 1,2,3-Trimethoxybenzene
168.0

110.0

39.0 65.0
138.015.0

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

5000

m/z-->

Abundance #127204: trans-2-Dodecen-1-ol, trifluoroacetate
43.0 69.0

96.0

138.0
166.0

15.0 211.0 280.0117.0 252.0

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

5000

m/z-->

Abundance #11248: 1-Methyl-3,3-pentamethylenediaziridine
30.0

55.0
97.0

125.0

11.00 11.20 11.40 11.60

m/z  43.00  100.00%

11.00 11.20 11.40 11.60

m/z 168.00   69.20%

11.00 11.20 11.40 11.60

m/z  95.00   43.49%

11.00 11.20 11.40 11.60

m/z  97.00   34.15%

11.00 11.20 11.40 11.60

m/z  75.00   31.65%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown13.59                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.59   21.67 ng         621090   Acenaphthene-d10           14.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 2-butyl-1,3,4-trifluoro-   188 C10H11F3       022872-43-1 22
 2 1-Acetamindo-7-nitronaphthalene     230 C12H10N2O3     102877-10-1 17
 3 D-Ribononitrile, 2,3,4,5-tetraac... 315 C13H17NO8      025546-50-3 10
 4 Lyxononitrile, 2,3,4,5-tetraacet... 315 C13H17NO8      034360-56-0 10
 5 Cyclopropanecarboxylic acid, 2-p... 190 C12H14O2       1000221-86-7 9 

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

5000

m/z-->

Abundance Scan 1788 (13.593 min): BG041161.D (-1780) (-)
43.0

188.0115.0 145.0
78.0

96.0 223.8

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

5000

m/z-->

Abundance #51294: Benzene, 2-butyl-1,3,4-trifluoro-
43.0 145.0

188.0

119.075.0 95.0

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

5000

m/z-->

Abundance #85659: 1-Acetamindo-7-nitronaphthalene
43.0

188.0115.0

230.0142.063.0 88.0 160.0

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

5000

m/z-->

Abundance #156892: D-Ribononitrile, 2,3,4,5-tetraacetate
43.0

145.0115.0
15.0 73.0 217.0175.0 242.093.0

13.20 13.40 13.60 13.80 14.00

m/z  43.00  100.00%

13.20 13.40 13.60 13.80 14.00

m/z 188.00   47.94%

13.20 13.40 13.60 13.80 14.00

m/z 115.00   43.10%

13.20 13.40 13.60 13.80 14.00

m/z 145.00   42.19%

13.20 13.40 13.60 13.80 14.00

m/z 117.00   34.45%
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Instrument :
BNA_G
ClientSampleId :
SS043MW014-190605



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown15.65                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.65    8.35 ng         239335   Acenaphthene-d10           14.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 N,N'-Diacetyl-2-nitro-p-phenylen... 237 C10H11N3O4     005345-53-9 38
 2 2-Methoxy-4-amino-6-methylphenol    153 C8H11NO2       1000289-26-0 38
 3 4-Amino-3-hydroxybenzoic acid       153 C7H7NO3        002374-03-0 32
 4 1,4-Benzenediamine, 2-nitro-        153 C6H7N3O2       005307-14-2 25
 5 1,3-Benzenediamine, 5-nitro-        153 C6H7N3O2       005042-55-7 23

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

5000

m/z-->

Abundance Scan 2138 (15.649 min): BG041161.D (-2132) (-)
153.0

43.0
206.9110.080.0

236.9
279.9

178.7

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

5000

m/z-->

Abundance #91163: N,N'-Diacetyl-2-nitro-p-phenylenediamine
153.0

43.0

195.0

237.0107.0

15.0 80.0
132.0

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

5000

m/z-->

Abundance #26463: 2-Methoxy-4-amino-6-methylphenol
153.0110.0

44.0 65.0

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

5000

m/z-->

Abundance #26409: 4-Amino-3-hydroxybenzoic acid
153.0

80.0 108.053.0
28.0 129.0

15.40 15.60 15.80 16.00

m/z 153.00  100.00%

15.40 15.60 15.80 16.00

m/z  43.00   44.86%

15.40 15.60 15.80 16.00

m/z 206.90   38.80%

15.40 15.60 15.80 16.00

m/z 110.00   37.45%

15.40 15.60 15.80 16.00

m/z  80.00   34.13%
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SS043MW014-190605



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Sulfurous acid, pentadecyl ...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.35    3.57 ng         155427   Chrysene-d12               21.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, pentadecyl 2-pro... 334 C18H38O3S      1000309-12-6 91
 2 1-Octadecanesulphonyl chloride      352 C18H37ClO2S    1000342-70-4 91
 3 Tritetracontane                     605 C43H88         007098-21-7 91
 4 Sulfurous acid, butyl octadecyl ... 390 C22H46O3S      1000309-18-5 91
 5 Tetracosane, 1-bromo-               416 C24H49Br       006946-24-3 87

50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance Scan 3108 (21.348 min): BG041161.D (-3104) (-)
57.1

111.1 206.9 281.0 354.9160.9

50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester
43.0

97.0
210.0155.0

50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #185101: 1-Octadecanesulphonyl chloride
57.0

105.0
161.0 288.0

50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #241174: Tritetracontane
57.0

111.0 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0

21.00 21.20 21.40 21.60

m/z  57.10  100.00%

21.00 21.20 21.40 21.60

m/z  43.05   86.29%

21.00 21.20 21.40 21.60

m/z  71.10   63.30%

21.00 21.20 21.40 21.60

m/z  85.10   43.79%

21.00 21.20 21.40 21.60

m/z  55.00   39.22%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Heneicosane                     Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.90    2.58 ng         112366   Chrysene-d12               21.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 87
 2 Octacosane                          394 C28H58         000630-02-4 87
 3 Heptadecane                         240 C17H36         000629-78-7 86
 4 Heptadecane, 4-propyl-              282 C20H42         055044-10-5 86
 5 Tetracosane                         338 C24H50         000646-31-1 83

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3202 (21.901 min): BG041161.D (-3197) (-)
57.1

99.1

132.9 207.0169.1 283.0 331.7252.2 366.2

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.027.0 183.0 296.0225.0 266.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #94346: Heptadecane
57.0

99.0
27.0 141.0 240.0183.0

21.60 21.80 22.00 22.20

m/z  57.10  100.00%

21.60 21.80 22.00 22.20

m/z  43.05   72.88%

21.60 21.80 22.00 22.20

m/z  71.10   64.91%

21.60 21.80 22.00 22.20

m/z  85.05   55.62%

21.60 21.80 22.00 22.20

m/z  55.00   30.99%
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BNA_G
ClientSampleId :
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Octacosane                      Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.52    3.29 ng         143355   Chrysene-d12               21.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 90
 2 Tetracosane                         338 C24H50         000646-31-1 90
 3 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 87
 4 Hexacosane                          366 C26H54         000630-01-3 87
 5 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 86

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3307 (22.517 min): BG041161.D (-3302) (-)
57.0

99.1
141.0 210.1 264.9170.2 322.9 401.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #175559: Tetracosane
57.0

99.0
141.027.0 338.0183.0 225.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57.0

99.0 239.0141.0 183.0 269.0 308.0 352.0

22.20 22.40 22.60 22.80

m/z  57.05  100.00%

22.20 22.40 22.60 22.80

m/z  43.05   61.48%

22.20 22.40 22.60 22.80

m/z  71.05   57.90%

22.20 22.40 22.60 22.80

m/z  85.05   44.65%

22.20 22.40 22.60 22.80

m/z  55.00   28.36%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Octadecane                      Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.22    3.76 ng         163421   Chrysene-d12               21.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane                          254 C18H38         000593-45-3 93
 2 Heptadecane, 2-methyl-              254 C18H38         001560-89-0 93
 3 Octadecane, 2-methyl-               268 C19H40         001560-88-9 89
 4 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 87
 5 Hexacosane                          366 C26H54         000630-01-3 87

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3427 (23.223 min): BG041161.D (-3422) (-)
57.1

99.0
141.0 211.1176.9 281.0 401.0355.0

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #105883: Octadecane
57.0

254.099.0 141.026.0 183.0

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #105893: Heptadecane, 2-methyl-
43.0

85.0

211.0127.0 169.0 254.0

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #117649: Octadecane, 2-methyl-
57.0

225.099.0
141.0 183.0 268.02.0

22.80 23.00 23.20 23.40 23.60

m/z  57.10  100.00%

22.80 23.00 23.20 23.40 23.60

m/z  43.10   70.36%

22.80 23.00 23.20 23.40 23.60

m/z  71.05   59.60%

22.80 23.00 23.20 23.40 23.60

m/z  85.10   51.70%

22.80 23.00 23.20 23.40 23.60

m/z  41.00   27.79%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Hexacosane                      Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.05    3.77 ng         151916   Perylene-d12               25.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 87
 2 Heneicosane, 11-(1-ethylpropyl)-    366 C26H54         055282-11-6 86
 3 Heneicosane, 11-decyl-              437 C31H64         055320-06-4 86
 4 Heptadecane                         240 C17H36         000629-78-7 83
 5 Eicosane                            282 C20H42         000112-95-8 80

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3568 (24.051 min): BG041161.D (-3561) (-)
57.0

99.1
141.1 206.9 281.0

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0

85.0

127.0 295.0169.0 225.0 337.0

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #223853: Heneicosane, 11-decyl-
57.0

295.0
99.0

141.0 183.0 225.015.0 337.0 435.0

23.80 24.00 24.20 24.40

m/z  57.05  100.00%

23.80 24.00 24.20 24.40

m/z  43.10   71.94%

23.80 24.00 24.20 24.40

m/z  71.05   59.14%

23.80 24.00 24.20 24.40

m/z  85.10   46.45%

23.80 24.00 24.20 24.40

m/z  55.00   30.15%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  Tetracosane, 11-decyl-          Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 25.03    3.33 ng         134118   Perylene-d12               25.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane                          254 C18H38         000593-45-3 91
 2 Tetracosane, 11-decyl-              479 C34H70         055429-84-0 60
 3 Tetratetracontane                   619 C44H90         007098-22-8 60
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 53
 5 Sulfurous acid, butyl tetradecyl... 334 C18H38O3S      1000309-18-1 53

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance Scan 3735 (25.032 min): BG041161.D (-3725) (-)
57.0

264.1

207.0132.0
327.2

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #105885: Octadecane
57.0

113.0 254.0169.0

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #232379: Tetracosane, 11-decyl-
57.0

113.0 337.0169.0 225.0 281.0 393.0

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #241528: Tetratetracontane
57.0

113.0 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

24.80 25.00 25.20 25.40

m/z  57.05  100.00%

24.80 25.00 25.20 25.40

m/z  43.00   59.27%

24.80 25.00 25.20 25.40

m/z  71.05   55.53%

24.80 25.00 25.20 25.40

m/z 264.10   52.67%

24.80 25.00 25.20 25.40

m/z  85.10   46.09%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  Nonadecane                      Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 26.18    3.04 ng         122321   Perylene-d12               25.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 93
 2 Nonadecane, 9-methyl-               282 C20H42         013287-24-6 90
 3 Tetracosane                         338 C24H50         000646-31-1 83
 4 Octacosane                          394 C28H58         000630-02-4 83
 5 Hexacosane                          366 C26H54         000630-01-3 74

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3930 (26.178 min): BG041161.D (-3923) (-)
57.1

99.0
206.9 281.0140.0 239.0 341.0 415.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #117638: Nonadecane
57.0

99.0
141.0 268.0183.0 225.026.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #129502: Nonadecane, 9-methyl-
57.0

140.099.0
267.0183.0 224.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #175558: Tetracosane
57.0

99.0
141.0 338.0183.0 225.0 267.0

25.80 26.00 26.20 26.40

m/z  57.10  100.00%

25.80 26.00 26.20 26.40

m/z  43.00   79.31%

25.80 26.00 26.20 26.40

m/z  71.10   77.33%

25.80 26.00 26.20 26.40

m/z  85.05   59.82%

25.80 26.00 26.20 26.40

m/z  55.05   33.92%

8270-BG052919.M Tue Jun 11 18:03:07 2019                                              Page: 17
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061019\
  Data File : BG041161.D                                          
  Acq On    : 10 Jun 2019  12:18
  Operator  : HP/JU
  Sample    : K3223-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.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...   3.19    20.6 ng     271168  1   8.10  262853  20.0
2-Pentanone, 4-hy...   5.20   531.4 ng    6983730  1   8.10  262853  20.0
unknown7.63            7.63    40.1 ng     527209  1   8.10  262853  20.0
unknown8.92            8.92    12.9 ng     169418  1   8.10  262853  20.0
unknown11.17          11.17     5.2 ng     109448  2  10.93  421769  20.0
unknown11.30          11.30    10.1 ng     211983  2  10.93  421769  20.0
unknown13.59          13.59    21.7 ng     621090  3  14.74  573323  20.0
unknown15.65          15.65     8.3 ng     239335  3  14.74  573323  20.0
Sulfurous acid, p...  21.35     3.6 ng     155427  5  21.76  870342  20.0
Heneicosane           21.90     2.6 ng     112366  5  21.76  870342  20.0
Octacosane            22.52     3.3 ng     143355  5  21.76  870342  20.0
Octadecane            23.22     3.8 ng     163421  5  21.76  870342  20.0
Hexacosane            24.05     3.8 ng     151916  6  25.08  804966  20.0
Tetracosane, 11-d...  25.03     3.3 ng     134118  6  25.08  804966  20.0
Nonadecane            26.18     3.0 ng     122321  6  25.08  804966  20.0
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Instrument :
BNA_G
ClientSampleId :
SS043MW014-190605


