
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   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-BF063016.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   1.656     4    6   15 rVB   315517    453229  14.48%   1.577%
  2   1.781    15   17   27 rVV   649787   1043092  33.34%   3.628%
  3   1.907    27   28   47 rVB    38279    111344   3.56%   0.387%
  4   4.844   282  285  290 rVB   141242    207561   6.63%   0.722%
  5   5.290   321  324  326 rBV  1335330   1703494  54.44%   5.926%
 
  6   6.342   412  416  418 rBV  1457249   1824671  58.31%   6.347%
  7   6.456   423  426  428 rBV  1763220   1660921  53.08%   5.777%
  8   6.685   444  446  448 rBV   431132    361355  11.55%   1.257%
  9   6.845   457  460  462 rBV  1355970   1403905  44.87%   4.883%
 10   7.256   492  496  498 rBV   943760   1170205  37.40%   4.071%
 
 11   7.965   556  558  561 rVB   401532    437353  13.98%   1.521%
 12   9.051   649  653  655 rBV  2188459   2173947  69.48%   7.562%
 13   9.656   703  706  709 rBV    53567     72232   2.31%   0.251%
 14   9.713   709  711  714 rVB   578928    533479  17.05%   1.856%
 15   9.931   727  730  736 rVB    46816     85858   2.74%   0.299%
 
 16  10.502   777  780  782 rBV   953182    871048  27.84%   3.030%
 17  10.765   802  803  808 rBV4   21999     51142   1.63%   0.178%
 18  10.845   808  810  811 rVV2   23675     42430   1.36%   0.148%
 19  10.868   811  812  818 rVB    54412     89884   2.87%   0.313%
 20  11.188   838  840  843 rVB   642861    547194  17.49%   1.903%
 
 21  11.599   873  876  880 rBV    27636     39639   1.27%   0.138%
 22  11.748   882  889  897 rBV2 1280528   2688512  85.92%   9.352%
 23  11.862   897  899  906 rVB3   38018     88862   2.84%   0.309%
 24  11.954   906  907  910 rBV    28245     33579   1.07%   0.117%
 25  12.388   942  945  947 rBV    79242    146501   4.68%   0.510%
 
 26  12.434   947  949  953 rVV3   36076     85159   2.72%   0.296%
 27  12.537   953  958  962 rVV  1793581   3129055 100.00%  10.884%
 28  12.605   962  964  967 rVV    87703    200976   6.42%   0.699%
 29  12.674   969  970  974 rVV2   63671     82206   2.63%   0.286%
 30  12.777   976  979  982 rVB  1647810   1840871  58.83%   6.403%
 
 31  13.005   997  999 1000 rBV    35811     36949   1.18%   0.129%
 32  13.234  1017 1019 1023 rBV2   24500     45081   1.44%   0.157%
 33  13.325  1023 1027 1033 rVB3  123486    263052   8.41%   0.915%
 34  13.611  1049 1052 1054 rBV   234200    286889   9.17%   0.998%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   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-BF063016.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.657  1054 1056 1057 rVV   258108    418911  13.39%   1.457%
 
 36  13.680  1057 1058 1061 rVV  1044488   1448769  46.30%   5.039%
 37  13.737  1061 1063 1065 rVB    58350     60010   1.92%   0.209%
 38  13.817  1066 1070 1072 rVV2  410108    551385  17.62%   1.918%
 39  13.988  1083 1085 1090 rVB2   64830     72056   2.30%   0.251%
 40  14.297  1110 1112 1114 rBV    49225     68628   2.19%   0.239%
 
 41  14.445  1123 1125 1127 rBV   184107    187723   6.00%   0.653%
 42  14.560  1133 1135 1136 rBV   235709    235110   7.51%   0.818%
 43  14.651  1141 1143 1146 rVV   427977    588050  18.79%   2.046%
 44  14.880  1161 1163 1166 rBV    46107     62033   1.98%   0.216%
 45  15.063  1175 1179 1181 rBV    32410     60598   1.94%   0.211%
 
 46  15.177  1186 1189 1191 rVV   260217    293670   9.39%   1.022%
 47  15.211  1191 1192 1196 rVB    31985     40103   1.28%   0.139%
 48  15.485  1212 1216 1221 rVB    32069     83178   2.66%   0.289%
 49  15.588  1222 1225 1228 rBV    23688     41212   1.32%   0.143%
 50  15.703  1233 1235 1240 rVV4   24283     61310   1.96%   0.213%
 
 51  15.806  1240 1244 1248 rVV5   13407     45063   1.44%   0.157%
 52  15.874  1248 1250 1254 rVB3   16851     34893   1.12%   0.121%
 53  15.988  1254 1260 1270 rBV2   31909    124370   3.97%   0.433%
 54  16.606  1310 1314 1320 rVB    29933     88824   2.84%   0.309%
 55  16.960  1339 1345 1352 rBV7   19792     85109   2.72%   0.296%
 
 56  17.360  1375 1380 1390 rVB    31329    119776   3.83%   0.417%
 57  17.531  1392 1395 1401 rVB5    9663     33552   1.07%   0.117%
 58  18.286  1456 1461 1467 rVB2   22996     79513   2.54%   0.277%
 59  19.429  1555 1561 1566 rBV5   13369     52809   1.69%   0.184%
 
 
                        Sum of corrected areas:    28748330
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Propane, 1,1-dimethoxy-         Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.91    6.16 ng         111344   1,4-Dichlorobenzene-d4      6.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 1,1-dimethoxy-             104 C5H12O2        004744-10-9 83
 2 Silanol, trimethyl-                  90 C3H10OSi       001066-40-6 33
 3 Glycine                              75 C2H5NO2        000056-40-6 5 
 4 2-Bromomethyl-1,3-dioxolane         166 C4H7BrO2       004360-63-8 4 
 5 1,3-Dioxolane, 2-(chloromethyl)-    122 C4H7ClO2       002568-30-1 4 

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

5000

m/z-->

Abundance Scan 28 (1.907 min): BF088991.D (-27) (-)
75

45

5739
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0

5000

m/z-->

Abundance #4784: Propane, 1,1-dimethoxy-
75
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31

15 5739 10325 69 88
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0

5000

m/z-->

Abundance #2245: Silanol, trimethyl-
75

45

59 8953
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0

5000

m/z-->

Abundance #870: Glycine
30

75
45 57 69

1.80 2.00 2.20

m/z  75.05  100.00%

1.80 2.00 2.20

m/z  73.10   75.77%

1.80 2.00 2.20

m/z  45.05   41.64%

1.80 2.00 2.20

m/z  41.05   30.28%

1.80 2.00 2.20

m/z  47.05   18.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.84   11.49 ng         207561   1,4-Dichlorobenzene-d4      6.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
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0

5000

m/z-->

Abundance Scan 285 (4.844 min): BF088991.D (-282) (-)
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m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
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15 10131 8337 5325
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0

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43

101
5815 31 51 86693725
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0

5000

m/z-->

Abundance #3152: 5-Hexen-2-one
43

552715 83 9837 7149 65 77

4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   61.34%

4.60 4.80 5.00 5.20

m/z 101.10   21.80%

4.60 4.80 5.00 5.20

m/z  58.10   15.52%

4.60 4.80 5.00 5.20

m/z  41.10    9.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown6.46                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.46   91.93 ng        1660920   1,4-Dichlorobenzene-d4      6.68

 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 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Xenon                               132 Xe             007440-63-3 9 

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

5000

m/z-->

Abundance Scan 426 (6.456 min): BF088991.D (-423) (-)
132
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40 7554 1046248 87 115
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5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38 44
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0

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

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

5000

m/z-->

Abundance #14770: Cyclopropanamine, 1-phenyl-
132

104

7751
11539 65 915733

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   45.60%

6.20 6.40 6.60 6.80

m/z 134.00   32.48%

6.20 6.40 6.60 6.80

m/z  66.10   29.98%

6.20 6.40 6.60 6.80

m/z  69.10   19.29%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  n-Hexadecanoic acid             Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.75   98.27 ng        2688510   Phenanthrene-d10           11.19

 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 91
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 91
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 5 Estra-1,3,5(10)-trien-17.beta.-ol   256 C18H24O        002529-64-8 30

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

5000

m/z-->

Abundance Scan 889 (11.748 min): BF088991.D (-882) (-)
7343 60
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85

213115 157 17198 185 256143 199 227239
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5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343

129

97 115 213 256157 171 185143 199 227 241
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5000

m/z-->

Abundance #72646: Tridecanoic acid
7360

43
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129

21417111587
185101 143 157 198

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

5000

m/z-->

Abundance #95855: Pentadecanoic acid
736043

129
29 87 242199143 185115 157 171101

213

11.40 11.60 11.80 12.00

m/z  73.10  100.00%

11.40 11.60 11.80 12.00

m/z  43.10   81.27%

11.40 11.60 11.80 12.00

m/z  60.00   79.15%

11.40 11.60 11.80 12.00

m/z  41.05   68.94%

11.40 11.60 11.80 12.00

m/z  55.05   67.28%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Octadecanoic acid               Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.54  113.50 ng        3129060   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 91
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 76
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 68

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

5000
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Abundance Scan 958 (12.537 min): BF088991.D (-953) (-)
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Abundance #131262: Octadecanoic acid
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Abundance #95855: Pentadecanoic acid
7343 57
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Abundance #84453: Tetradecanoic acid
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12.20 12.40 12.60 12.80

m/z  73.00  100.00%

12.20 12.40 12.60 12.80

m/z  43.10   92.31%

12.20 12.40 12.60 12.80

m/z  60.05   79.34%

12.20 12.40 12.60 12.80

m/z  57.10   76.09%

12.20 12.40 12.60 12.80

m/z  55.10   75.27%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Hexadecanamide                  Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.61    7.29 ng         200976   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanamide                      255 C16H33NO       000629-54-9 72
 2 Dodecanamide                        199 C12H25NO       001120-16-7 72
 3 Tetradecanamide                     227 C14H29NO       000638-58-4 72
 4 Decanamide-                         171 C10H21NO       002319-29-1 72
 5 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 40

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

5000

m/z-->

Abundance Scan 964 (12.605 min): BF088991.D (-962) (-)
59

72

41
86 114 128100 239 257212

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

5000

m/z-->

Abundance #106565: Hexadecanamide
59

72

43
29 86 114128 255212100 226170142 184156 198 240

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

5000

m/z-->

Abundance #60439: Dodecanamide
59

72
43

29 86 114128100 156 170 199142 18415

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

5000

m/z-->

Abundance #83608: Tetradecanamide
59

72

41
86 12827 184114 198100 142 227170156

12.20 12.40 12.60 12.80 13.00

m/z  59.10  100.00%

12.20 12.40 12.60 12.80 13.00

m/z  72.10   50.95%

12.20 12.40 12.60 12.80 13.00

m/z  41.10   20.49%

12.20 12.40 12.60 12.80 13.00

m/z  56.10   16.85%

12.20 12.40 12.60 12.80 13.00

m/z  43.10   16.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  (3-Phenyloxiran-2-yl)methyl...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.61   10.41 ng         286889   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H14O3       1000366-96-1 56
 2 Morpholine, 4-phenyl-               163 C10H13NO       000092-53-5 53
 3 Isopropyl phenyl ketone             148 C10H12O        000611-70-1 38
 4 Benzoic acid, 2-propenyl ester      162 C10H10O2       000583-04-0 38
 5 Benzo[b]thiophene-3-carboxylic a... 343 C18H17NO4S     096334-43-9 38

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

5000

m/z-->

Abundance Scan 1052 (13.611 min): BF088991.D (-1049) (-)
105

163
77

51 121 193147 176 20791

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

5000

m/z-->

Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate
105

1639177

51
2541351186438

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

5000

m/z-->

Abundance #32819: Morpholine, 4-phenyl-
105

163

77
51 1329127 118 14764

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

5000

m/z-->

Abundance #22656: Isopropyl phenyl ketone
105

77 148

5127 91 13364 119

13.20 13.40 13.60 13.80 14.00

m/z 105.00  100.00%

13.20 13.40 13.60 13.80 14.00

m/z 163.10   40.68%

13.20 13.40 13.60 13.80 14.00

m/z  77.10   27.70%

13.20 13.40 13.60 13.80 14.00

m/z 106.00    7.45%

13.20 13.40 13.60 13.80 14.00

m/z  51.10    5.81%

8270-BF063016.M Fri Jul 15 17:59:47 2016                                              Page: 10

Instrument :
BNA_F
ClientSampleId :
PB92031BL

Instrument :
BNA_F
ClientSampleId :
PB92031BL



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Morpholine, 4-phenyl-           Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.66   15.19 ng         418911   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Morpholine, 4-phenyl-               163 C10H13NO       000092-53-5 56
 2 Glyoxylamide, N-phenyl-             163 C9H9NO2        032331-52-5 50
 3 Ethanone, 1-[2-(dimethylamino)ph... 163 C10H13NO       010336-55-7 45
 4 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17BrO3     1000191-33-3 42
 5 3-(Benzoylthio)-2-methylpropanoi... 224 C11H12O3S      067714-34-5 38

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1056 (13.657 min): BF088991.D (-1054) (-)
105

163

77

51 20739 193120 1769165 135 149

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #32818: Morpholine, 4-phenyl-
105

163

77
51 1329127 39 65 11715 148

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #33146: Glyoxylamide, N-phenyl-
163120

43 77
93

65
27 54 104 135 148

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #32876: Ethanone, 1-[2-(dimethylamino)phenyl]-
163

94 105
119

77

51 65 148
132

13.40 13.60 13.80 14.00

m/z 105.00  100.00%

13.40 13.60 13.80 14.00

m/z 163.10   66.61%

13.40 13.60 13.80 14.00

m/z  77.10   27.88%

13.40 13.60 13.80 14.00

m/z 106.00    7.78%

13.40 13.60 13.80 14.00

m/z 164.10    7.14%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  2,2'-(Ethane-1,2-diylbis(ox...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.68   52.55 ng        1448770   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H22O6       1000366-99-4 74
 2 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H20O5       1000366-99-1 74
 3 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H14O3       1000156-71-2 59
 4 Diethylene glycol dibenzoate        314 C18H18O5       000120-55-8 59
 5 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H18O4       055191-59-8 56

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

5000

m/z-->

Abundance Scan 1058 (13.680 min): BF088991.D (-1057) (-)
105

149

77

51
122 17939 65 91 239135

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

5000

m/z-->

Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl...
105

149

77

51 17913128 91 193 2362096315 118

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

5000

m/z-->

Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105

149

59
77

45 8929 12215 179135 163 209193

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

5000

m/z-->

Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149

105

77

45 9129 65 121133 163

13.40 13.60 13.80 14.00

m/z 105.00  100.00%

13.40 13.60 13.80 14.00

m/z 149.10   68.78%

13.40 13.60 13.80 14.00

m/z  77.10   46.31%

13.40 13.60 13.80 14.00

m/z  51.10   11.15%

13.40 13.60 13.80 14.00

m/z 106.00    7.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  1,4-Benzenedicarboxylic aci...  Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.45    6.81 ng         187723   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,4-Benzenedicarboxylic acid, bi... 390 C24H38O4       006422-86-2 72
 2 Terephthalic acid, 3-methylbut-2... 348 C21H32O4       1000356-27-6 64
 3 1,3-Benzenedicarboxylic acid, bi... 390 C24H38O4       000137-89-3 62
 4 Terephthalic acid, monochloride,... 296 C16H21ClO3     1000324-22-9 43
 5 Terephthalic acid, phenyl octyl ... 354 C22H26O4       1000324-06-6 30

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1125 (14.445 min): BF088991.D (-1123) (-)
70

149

261112

41

16893 280

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
261

149
70 112

41 28016893 189 304 361333 389215

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #182854: Terephthalic acid, 3-methylbut-2-yl octyl ester
261

70

149
10443 237168 280123

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70

112
149 261

41

168 28093 189 304232 361333

14.20 14.40 14.60 14.80

m/z  70.05  100.00%

14.20 14.40 14.60 14.80

m/z 149.00   71.52%

14.20 14.40 14.60 14.80

m/z 261.20   50.84%

14.20 14.40 14.60 14.80

m/z 112.10   47.03%

14.20 14.40 14.60 14.80

m/z  57.10   35.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  9-Octadecenamide, (Z)-          Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.56   16.01 ng         235110   Perylene-d12               15.18

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 91
 2 Tetradecanamide                     227 C14H29NO       000638-58-4 53
 3 7-Nonenamide                        155 C9H17NO        090949-53-4 47
 4 1-Heptene, 2-methoxy-               128 C8H16O         061142-46-9 35
 5 Acetic acid, cyanohydroxyimino-,... 128 C4H4N2O3       061295-92-9 35

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

5000

m/z-->

Abundance Scan 1135 (14.560 min): BF088991.D (-1133) (-)
59

41
83

11498 140154 170 198 240 294

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

5000

m/z-->

Abundance #128445: 9-Octadecenamide, (Z)-
59

41

81 98 12618 154 281184 238221 264168 198

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

5000

m/z-->

Abundance #83610: Tetradecanamide
59

43
22797 128 18427 82 198166112 143

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

5000

m/z-->

Abundance #28131: 7-Nonenamide
59

44
15529 98 12681

14.20 14.40 14.60 14.80

m/z  59.05  100.00%

14.20 14.40 14.60 14.80

m/z  72.10   77.56%

14.20 14.40 14.60 14.80

m/z  55.10   51.60%

14.20 14.40 14.60 14.80

m/z  41.10   33.41%

14.20 14.40 14.60 14.80

m/z  43.10   32.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  Squalene                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.65   40.05 ng         588050   Perylene-d12               15.18

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         000111-02-4 91
 2 Supraene                            410 C30H50         007683-64-9 87
 3 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3       003974-79-6 50
 4 Butanoic acid, 4-cyano-2-ethyl-2... 290 C15H18N2O4     203808-68-8 47
 5 1,5-Heptadiene, 2,3,6-trimethyl-    138 C10H18         033501-88-1 47

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1143 (14.651 min): BF088991.D (-1141) (-)
69

41
95 137

161 191 231 341281

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215932: Squalene
69

41
95 137

161 191 341231 367273 299

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215928: Supraene
69

41
13795

191 341163 410217 273 367299245116

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #63358: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile
69

10841 135
18816115

14.40 14.60 14.80 15.00

m/z  69.10  100.00%

14.40 14.60 14.80 15.00

m/z  81.10   53.48%

14.40 14.60 14.80 15.00

m/z  41.10   23.08%

14.40 14.60 14.80 15.00

m/z  95.05   13.66%

14.40 14.60 14.80 15.00

m/z  68.10   12.02%

8270-BF063016.M Fri Jul 15 17:59:52 2016                                              Page: 15

Instrument :
BNA_F
ClientSampleId :
PB92031BL

Instrument :
BNA_F
ClientSampleId :
PB92031BL



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  Heptasiloxane, hexadecamethyl-  Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.99    8.47 ng         124370   Perylene-d12               15.18

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptasiloxane, hexadecamethyl-      532 C16H48O6Si7    000541-01-5 58
 2 Mercaptoacetic acid, bis(trimeth... 236 C8H20O2SSi2    006398-62-5 40
 3 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H52O7Si7    071579-69-6 32
 4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO       015089-22-2 27
 5 Tris(trimethylsilyl)borate          278 C9H27BO3Si3    004325-85-3 27

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

5000

m/z-->

Abundance Scan 1260 (15.988 min): BF088991.D (-1254) (-)
73 147

221

281
355

429107 19141

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

5000

m/z-->

Abundance #237932: Heptasiloxane, hexadecamethyl-
221

73
147

281
341

251
429191 51743 371117 311

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

5000

m/z-->

Abundance #91067: Mercaptoacetic acid, bis(trimethylsilyl)-
73

147

221

43 17710413

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

5000

m/z-->

Abundance #240263: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris(tr...
73

147

43 281221 327 415 519 561

15.60 15.80 16.00 16.20 16.40

m/z  73.05  100.00%

15.60 15.80 16.00 16.20 16.40

m/z 147.00   83.64%

15.60 15.80 16.00 16.20 16.40

m/z 221.10   77.16%

15.60 15.80 16.00 16.20 16.40

m/z 281.10   32.27%

15.60 15.80 16.00 16.20 16.40

m/z 207.05   25.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 19  unknown16.96                    Concentration Rank 20

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.96    5.80 ng          85109   Perylene-d12               15.18

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ledene oxide-(II)                   220 C15H24O        1000159-36-7 27
 2 Cycloheptane, 4-methylene-1-meth... 204 C15H24         1000159-38-5 16
 3 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24         013877-93-5 16
 4 (+)-2-Carene, 2-acetyl-             178 C12H18O        1000151-09-7 14
 5 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24         1000159-38-6 14

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

5000

m/z-->

Abundance Scan 1345 (16.960 min): BF088991.D (-1339) (-)
43

107
93 145

121 163 2137757
191

281

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

5000

m/z-->

Abundance #77521: Ledene oxide-(II)
43

27

91 15969 105
131145 177 202 220

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

5000

m/z-->

Abundance #64459: Cycloheptane, 4-methylene-1-methyl-2-(2-methyl-1-p...
10793

41
79

55
133 161

18914727
175 204

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

5000

m/z-->

Abundance #64418: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-met...
9369

41 133

107
55 161

147 189
20417527

16.60 16.80 17.00 17.20

m/z  43.10  100.00%

16.60 16.80 17.00 17.20

m/z 107.00   67.48%

16.60 16.80 17.00 17.20

m/z 105.00   64.13%

16.60 16.80 17.00 17.20

m/z 119.10   60.41%

16.60 16.80 17.00 17.20

m/z  93.00   58.81%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
  Data File : BF088991.D                                          
  Acq On    : 14 Jul 2016  17:46
  Operator  : UM/SJ
  Sample    : PB92031BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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|
----------------------------------------------------------------------------
Propane, 1,1-dime...   1.91     6.2 ng     111344  1   6.68  361355  20.0
2-Pentanone, 4-hy...   4.84    11.5 ng     207561  1   6.68  361355  20.0
unknown6.46            6.46    91.9 ng    1660920  1   6.68  361355  20.0
n-Hexadecanoic acid   11.75    98.3 ng    2688510  4  11.19  547194  20.0
Octadecanoic acid     12.54   113.5 ng    3129060  5  13.82  551385  20.0
Hexadecanamide        12.61     7.3 ng     200976  5  13.82  551385  20.0
(3-Phenyloxiran-2...  13.61    10.4 ng     286889  5  13.82  551385  20.0
Morpholine, 4-phe...  13.66    15.2 ng     418911  5  13.82  551385  20.0
2,2'-(Ethane-1,2-...  13.68    52.5 ng    1448770  5  13.82  551385  20.0
1,4-Benzenedicarb...  14.45     6.8 ng     187723  5  13.82  551385  20.0
9-Octadecenamide,...  14.56    16.0 ng     235110  6  15.18  293670  20.0
Squalene              14.65    40.0 ng     588050  6  15.18  293670  20.0
Heptasiloxane, he...  15.99     8.5 ng     124370  6  15.18  293670  20.0
unknown16.96          16.96     5.8 ng      85109  6  15.18  293670  20.0
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