
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   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_M\METHODS\8270-BM121518.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   3.781   147  152  156 rBV    59342     73642   1.85%   0.169%
  2   4.675   300  304  312 rBV    81429    113720   2.86%   0.261%
  3   5.122   374  380  392 rBV  2188043   3041239  76.37%   6.975%
  4   6.687   638  646  664 rBV  1950539   3328188  83.57%   7.633%
  5   7.028   696  704  715 rBV  2187785   3389372  85.11%   7.773%
 
  6   7.481   775  781  788 rBV   437365    684281  17.18%   1.569%
  7   7.798   827  835  845 rVB  1643257   2606882  65.46%   5.978%
  8   8.645   971  979  994 rBV  1121440   1982741  49.79%   4.547%
  9  10.251  1245 1252 1264 rBV   474866    844145  21.20%   1.936%
 10  12.751  1670 1677 1690 rBV  2387277   3677493  92.34%   8.434%
 
 11  13.616  1818 1824 1837 rBV   162739    258143   6.48%   0.592%
 12  14.145  1906 1914 1921 rBV2  616618    968910  24.33%   2.222%
 13  15.651  2162 2170 2179 rBV  1901384   2869773  72.06%   6.581%
 14  16.327  2281 2285 2291 rBV5   24314     47706   1.20%   0.109%
 15  16.821  2364 2369 2376 rBV3   61226     94431   2.37%   0.217%
 
 16  16.910  2376 2384 2388 rVV   716842   1096373  27.53%   2.514%
 17  16.957  2388 2392 2396 rVV2  142773    197901   4.97%   0.454%
 18  17.004  2396 2400 2404 rVB3   37632     55694   1.40%   0.128%
 19  17.139  2419 2423 2430 rVB8   24326     40700   1.02%   0.093%
 20  17.280  2442 2447 2450 rBV2   41329     56791   1.43%   0.130%
 
 21  17.704  2508 2519 2524 rBV5   56111    121080   3.04%   0.278%
 22  17.762  2524 2529 2534 rBV3   54946     88348   2.22%   0.203%
 23  17.821  2534 2539 2548 rBV   745749    997504  25.05%   2.288%
 24  18.121  2586 2590 2594 rVB4   33353     48440   1.22%   0.111%
 25  18.774  2698 2701 2704 rVB    46569     50365   1.26%   0.116%
 
 26  18.845  2709 2713 2718 rBV5   33700     59729   1.50%   0.137%
 27  18.986  2730 2737 2741 rBV   243027    504912  12.68%   1.158%
 28  19.115  2755 2759 2768 rBV4  232384    346242   8.69%   0.794%
 29  19.345  2795 2798 2802 rVB   162424    182578   4.58%   0.419%
 30  19.386  2802 2805 2808 rVB3   40431     46894   1.18%   0.108%
 
 31  19.562  2829 2835 2840 rBV  3403692   3982449 100.00%   9.133%
 32  20.127  2928 2931 2938 rBV3  101598    187075   4.70%   0.429%
 33  20.309  2959 2962 2970 rVB   216314    293871   7.38%   0.674%
 34  20.809  3045 3047 3050 rBV3   68666     78529   1.97%   0.180%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   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_M\METHODS\8270-BM121518.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  20.850  3050 3054 3061 rVV   579699    736814  18.50%   1.690%
 
 36  20.921  3063 3066 3071 rVB4  145115    190596   4.79%   0.437%
 37  21.127  3095 3101 3105 rBV2 1150725   1701993  42.74%   3.903%
 38  21.445  3153 3155 3162 rVB2  160023    203677   5.11%   0.467%
 39  21.709  3198 3200 3202 rBV   120424    134222   3.37%   0.308%
 40  22.156  3273 3276 3283 rVB3  218139    300126   7.54%   0.688%
 
 41  22.639  3354 3358 3362 rBV2  484900    809049  20.32%   1.855%
 42  22.686  3363 3366 3375 rVB3  471683    730895  18.35%   1.676%
 43  23.286  3462 3468 3473 rBV   803759   1390207  34.91%   3.188%
 44  23.774  3547 3551 3557 rVB2  314836    533476  13.40%   1.223%
 45  26.962  4088 4093 4106 rVB5  616281   1885319  47.34%   4.324%
 
 46  27.315  4145 4153 4180 rVB5  633590   2572174  64.59%   5.899%
 
 
                        Sum of corrected areas:    43604689
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.68    3.32 ng         113720   1,4-Dichlorobenzene-d4      7.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 53
 3 Guanidine                            59 CH5N3          000113-00-8 43
 4 Dimethadione                        129 C5H7NO3        000695-53-4 33
 5 Acetic acid, 10,11-dihydroxy-3,7... 298 C17H30O4       1000194-28-5 23

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

5000

m/z-->

Abundance Scan 305 (4.681 min): BM018313.D (-300) (-)
43.0

59.1

101.1

83.1

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

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.069.0 92.0

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

5000

m/z-->

Abundance #8126: 2-Hexanol, 2-methyl-
59.0

43.0 101.031.0 83.069.015.0

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

5000

m/z-->

Abundance #248: Guanidine
59.043.0

18.0

28.0

4.40 4.60 4.80 5.00

m/z  43.00  100.00%

4.40 4.60 4.80 5.00

m/z  59.10   78.64%

4.40 4.60 4.80 5.00

m/z 101.10   35.70%

4.40 4.60 4.80 5.00

m/z  58.10   20.28%

4.40 4.60 4.80 5.00

m/z  41.10   11.08%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  unknown7.03                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.03   99.06 ng        3389370   1,4-Dichlorobenzene-d4      7.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 704 (7.028 min): BM018313.D (-696) (-)
132.0

68.1

96.1
40.1

207.1115.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0

97.0

70.0
31.0 51.0 116.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.039.015.0 79.0

6.60 6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.60 6.80 7.00 7.20 7.40

m/z  68.10   45.48%

6.60 6.80 7.00 7.20 7.40

m/z 134.00   32.38%

6.60 6.80 7.00 7.20 7.40

m/z  66.10   31.09%

6.60 6.80 7.00 7.20 7.40

m/z  69.10   19.23%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Aspidospermidin-17-ol, 1-ac...  Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.70    2.21 ng         121080   Phenanthrene-d10           16.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Aspidospermidin-17-ol, 1-acetyl-... 414 C23H30N2O5     002122-26-1 83
 2 1-Cyclohexyl-2-methyl-prop-2-en-... 152 C10H16O        025183-82-8 53
 3 4-Heptafluorobutyroxytetradecane    410 C18H29F7O2     1000245-49-9 49
 4 E-9-Tetradecenoic acid              226 C14H26O2       1000131-35-8 49
 5 1-Pyrroline, 3-ethyl-                97 C6H11N         1000073-06-0 38

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2518 (17.698 min): BM018313.D (-2508) (-)
55.0

97.0

193.0
149.1 223.1 282.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #159134: Aspidospermidin-17-ol, 1-acetyl-19,21-epoxy-15,16...
69.0

138.0

107.0 202.0171.0 414.0370.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #24064: 1-Cyclohexyl-2-methyl-prop-2-en-1-one
69.0

152.0
110.0

39.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #158316: 4-Heptafluorobutyroxytetradecane
55.0

97.0

196.0139.0

17.40 17.60 17.80 18.00

m/z  55.05  100.00%

17.40 17.60 17.80 18.00

m/z  69.10   87.96%

17.40 17.60 17.80 18.00

m/z  41.05   61.96%

17.40 17.60 17.80 18.00

m/z  43.05   60.81%

17.40 17.60 17.80 18.00

m/z  83.05   54.55%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.82   18.20 ng         997504   Phenanthrene-d10           16.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 96
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 90
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64
 4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 11
 5 Dodecane                            170 C12H26         000112-40-3 11

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

5000

m/z-->

Abundance Scan 2539 (17.821 min): BM018313.D (-2534) (-)
73.0

43.0

129.1
97.0 213.2

185.1157.1 256.2
302.2

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

5000

m/z-->

Abundance #92227: n-Hexadecanoic acid
43.0

73.0

129.0 256.097.0 213.0171.0

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

5000

m/z-->

Abundance #65565: Tridecanoic acid
73.0

43.0

129.0

171.0
214.097.0

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

17.60 17.80 18.00 18.20

m/z  73.00  100.00%

17.60 17.80 18.00 18.20

m/z  60.00   75.03%

17.60 17.80 18.00 18.20

m/z  43.05   63.61%

17.60 17.80 18.00 18.20

m/z  41.10   62.23%

17.60 17.80 18.00 18.20

m/z  55.05   60.28%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Octadecanoic acid               Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.12    4.07 ng         346242   Chrysene-d12               21.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 81
 3 n-Decanoic acid                     172 C10H20O2       000334-48-5 70
 4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 64
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 64

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

5000

m/z-->

Abundance Scan 2760 (19.121 min): BM018313.D (-2755) (-)
73.043.0

129.0
185.1 241.2

284.398.1
213.2157.1 327.2

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

5000

m/z-->

Abundance #108843: Octadecanoic acid
43.0 73.0

129.0

284.0185.0 241.098.0
157.0 213.015.0

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

5000

m/z-->

Abundance #75072: Tetradecanoic acid
73.0

43.0

129.0

185.0
228.098.0 157.015.0

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

5000

m/z-->

Abundance #37189: n-Decanoic acid
60.0

129.0
29.0

87.0
172.0

18.80 19.00 19.20 19.40

m/z  73.05  100.00%

18.80 19.00 19.20 19.40

m/z  43.05   82.39%

18.80 19.00 19.20 19.40

m/z  60.05   80.32%

18.80 19.00 19.20 19.40

m/z  55.10   70.80%

18.80 19.00 19.20 19.40

m/z  41.10   69.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  Benzenamine, 4,4'-methylene...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.13    2.20 ng         187075   Chrysene-d12               21.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenamine, 4,4'-methylenebis[2... 226 C15H18N2       000838-88-0 50
 2 Imidazole, 5-methyl-4-trifluorom... 226 C11H9F3N2      081769-66-6 50
 3 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2       297758-19-1 50
 4 Benzenamine, 3-nitro-N-(phenylme... 226 C13H10N2O2     005341-44-6 41
 5 Benzenamine, N-[(4-nitrophenyl)m... 226 C13H10N2O2     000785-80-8 38

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2932 (20.133 min): BM018313.D (-2928) (-)
226.1

165.1

55.1 359.9195.0115.0 287.8 326.0255.1 401.384.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #73886: Benzenamine, 4,4'-methylenebis[2-methyl-
226.0

120.0
195.077.0 165.028.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #73392: Imidazole, 5-methyl-4-trifluoromethyl-2-phenyl-
226.0

104.0 157.042.0 75.0 191.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #73893: Acridin-9-amine, 1,2,3,4-tetrahydro-5,8-dimethyl-
226.0

113.077.0 183.039.0 154.0

19.80 20.00 20.20 20.40

m/z 226.05  100.00%

19.80 20.00 20.20 20.40

m/z 225.05   42.80%

19.80 20.00 20.20 20.40

m/z 165.05   40.14%

19.80 20.00 20.20 20.40

m/z 227.10   21.81%

19.80 20.00 20.20 20.40

m/z 152.00   17.88%
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Instrument :
BNA_M
ClientSampleId :
P001-SS004-0006-01



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  Benzaldehyde, 3-[4-(1,1-dim...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.31    3.45 ng         293871   Chrysene-d12               21.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzaldehyde, 3-[4-(1,1-dimethyl... 254 C17H18O2       069770-23-6 50
 2 1-Phenanthrenecarboxylic acid, 1... 314 C21H30O2       001235-74-1 44
 3 9,10-Anthracenedione, 2-amino-3-... 239 C14H9NO3       000117-77-1 42
 4 9,10-Anthracenedione, 1-amino-4-... 239 C14H9NO3       000116-85-8 42
 5 Cobalt, (.eta.5-2,4-cyclopentadi... 239 C14H12Co       088242-61-9 42

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2962 (20.309 min): BM018313.D (-2959) (-)
239.2

299.2141.143.1 173.179.0 429.1206.0 342.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #90972: Benzaldehyde, 3-[4-(1,1-dimethylethyl)phenoxy]-
239.0

105.041.0
153.0 195.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #125211: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
239.0

141.0173.0 314.059.0 105.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #81673: 9,10-Anthracenedione, 2-amino-3-hydroxy-
239.0

154.077.0 194.028.0 119.0

20.00 20.20 20.40 20.60

m/z 239.20  100.00%

20.00 20.20 20.40 20.60

m/z 240.15   21.97%

20.00 20.20 20.40 20.60

m/z 299.20    7.37%

20.00 20.20 20.40 20.60

m/z 141.05    7.19%

20.00 20.20 20.40 20.60

m/z 129.00    6.31%
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Instrument :
BNA_M
ClientSampleId :
P001-SS004-0006-01



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  3-Eicosene, (E)-                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.85    8.66 ng         736814   Chrysene-d12               21.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Eicosene, (E)-                    280 C20H40         074685-33-9 98
 2 Cyclohexadecane                     224 C16H32         000295-65-8 92
 3 Z-8-Hexadecene                      224 C16H32         1000130-87-5 92
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 5 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3054 (20.850 min): BM018313.D (-3050) (-)
57.1 97.1

226.1
139.1 281.1182.2 342.1 417.2

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #106400: 3-Eicosene, (E)-
57.0

97.0

139.0 280.026.0 182.0 224.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #72491: Cyclohexadecane
55.0

97.0

224.0139.0 181.024.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #72490: Z-8-Hexadecene
41.0

83.0
224.0

125.0
167.0

20.60 20.80 21.00 21.20

m/z  57.10  100.00%

20.60 20.80 21.00 21.20

m/z  83.10   98.67%

20.60 20.80 21.00 21.20

m/z  69.10   90.04%

20.60 20.80 21.00 21.20

m/z  43.10   87.29%

20.60 20.80 21.00 21.20

m/z  55.10   84.78%
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Instrument :
BNA_M
ClientSampleId :
P001-SS004-0006-01



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  unknown20.92                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.92    2.24 ng         190596   Chrysene-d12               21.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Resorcinol, 4-[(2-hydroxy-5-meth... 245 C12H11N3O3     021269-88-5 35
 2 1,3-Dithiolane, 2-(1,3,4,4a,5,6,... 322 C19H30S2       032388-57-1 25
 3 1,2,3,4-Tetrahydro-8-methylthio-... 245 C14H15NOS      1000257-08-7 15
 4 2,3-Dihydro-4-styryl-1H-1,5-benz... 262 C17H14N2O      027185-47-3 15
 5 5,6,7-TRIMETHOXY-2,3-DIHYDROFURO... 261 C14H15NO4      1000243-33-1 15

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 3066 (20.921 min): BM018313.D (-3063) (-)
261.2

109.1
217.267.0

148.1 304.2 429.2387.2 489.2343.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #85165: Resorcinol, 4-[(2-hydroxy-5-methyl-3-pyridyl)azo]-
245.0109.0

41.0

149.0
200.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #128919: 1,3-Dithiolane, 2-(1,3,4,4a,5,6,7-hexahydro-2,5,5...
261.0

217.059.0 111.0 175.0

307.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #85299: 1,2,3,4-Tetrahydro-8-methylthio-9-acridinol
245.0

198.0
114.077.041.0 154.0

20.60 20.80 21.00 21.20

m/z 261.20  100.00%

20.60 20.80 21.00 21.20

m/z 109.10   70.77%

20.60 20.80 21.00 21.20

m/z 245.20   70.44%

20.60 20.80 21.00 21.20

m/z  95.05   61.25%

20.60 20.80 21.00 21.20

m/z  81.05   59.49%
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Instrument :
BNA_M
ClientSampleId :
P001-SS004-0006-01



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 12  unknown21.44                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.44    2.39 ng         203677   Chrysene-d12               21.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,2-Dihydropyrido(3,2,1-kl)pheno... 253 C15H11NOS      069513-42-4 43
 2 1,5-Diphenyl-2H-1,2,4-triazoline... 253 C14H11N3S      005055-74-3 43
 3 Terephthalic acid, bis-(4-ethyl-... 374 C24H22O4       1000189-60-4 40
 4 2-[4-(2-Methyl-piperidine-1-sulf... 282 C14H22N2O2S    1000295-08-5 40
 5 1,3-Diphenyl-4H-1,2,4-triazoline... 253 C14H11N3S      005055-73-2 40

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 3154 (21.439 min): BM018313.D (-3153) (-)
253.2

187.1
41.1 115.1 328.278.0 415.0369.1 475.1151.0 289.1

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #90187: 1,2-Dihydropyrido(3,2,1-kl)phenothiazin-3-one
253.0

197.0
112.0

55.0 153.018.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #90134: 1,5-Diphenyl-2H-1,2,4-triazoline-3-thione
253.0

150.0
91.0

51.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #149818: Terephthalic acid, bis-(4-ethyl-phenyl ester
253.0

104.0

374.028.0 149.065.0 197.0

21.20 21.40 21.60 21.80

m/z 253.20  100.00%

21.20 21.40 21.60 21.80

m/z 187.10   25.53%

21.20 21.40 21.60 21.80

m/z 254.15   24.64%

21.20 21.40 21.60 21.80

m/z  41.10   17.89%

21.20 21.40 21.60 21.80

m/z 115.05   13.70%
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Instrument :
BNA_M
ClientSampleId :
P001-SS004-0006-01



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 13  Heptadecane                     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.16    3.53 ng         300126   Chrysene-d12               21.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane                         240 C17H36         000629-78-7 74
 2 Eicosane                            282 C20H42         000112-95-8 47
 3 8-Methyl-6-nonenamide               169 C10H19NO       1000293-20-9 45
 4 trans-11-Icosenamide                309 C20H39NO       010586-57-9 45
 5 Hexadecane, 1-chloro-               260 C16H33Cl       004860-03-1 42

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3277 (22.162 min): BM018313.D (-3273) (-)
59.0

95.1 141.0 282.1241.2 327.1175.9 402.0209.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #82606: Heptadecane
57.0

99.0
141.0 240.0183.015.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #107653: Eicosane
57.0

99.0 282.0141.0 183.0 225.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #35400: 8-Methyl-6-nonenamide
59.0

95.0
137.0

21.80 22.00 22.20 22.40

m/z  59.00  100.00%

21.80 22.00 22.20 22.40

m/z  72.10   76.24%

21.80 22.00 22.20 22.40

m/z  55.05   47.44%

21.80 22.00 22.20 22.40

m/z  69.10   45.61%

21.80 22.00 22.20 22.40

m/z  43.10   43.53%
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Instrument :
BNA_M
ClientSampleId :
P001-SS004-0006-01



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 14  Dodecane, 2-methyl-             Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.77    7.67 ng         533476   Perylene-d12               23.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane, 2-methyl-                 184 C13H28         001560-97-0 90
 2 Heneicosane                         296 C21H44         000629-94-7 87
 3 Hexadecane                          226 C16H34         000544-76-3 86
 4 Tetratriacontane                    479 C34H70         014167-59-0 86
 5 Hexadecane, 1-iodo-                 352 C16H33I        000544-77-4 86

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 3550 (23.768 min): BM018313.D (-3547) (-)
57.1

99.0
281.1141.2 191.0 327.1 387.1 490.2240.2 430.2

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #45563: Dodecane, 2-methyl-
57.0

141.099.0

184.015.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #115570: Heneicosane
57.0

99.0
141.0 183.0 296.0225.015.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #73965: Hexadecane
57.0

99.0 141.0 183.0 226.0

23.40 23.60 23.80 24.00

m/z  57.10  100.00%

23.40 23.60 23.80 24.00

m/z  71.10   87.89%

23.40 23.60 23.80 24.00

m/z  85.10   65.82%

23.40 23.60 23.80 24.00

m/z  43.10   60.35%

23.40 23.60 23.80 24.00

m/z  69.10   27.29%
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BNA_M
ClientSampleId :
P001-SS004-0006-01



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 15  D:C-Friedoolean-8-en-3-one      Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 26.96   27.12 ng        1885320   Perylene-d12               23.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 D:C-Friedoolean-8-en-3-one          424 C30H48O        022611-26-3 74
 2 1,5-Cyclodecadiene, 1,5-dimethyl... 204 C15H24         075023-40-4 47
 3 1-Hydroxymethyl-5,8,9-endo-10-ex... 236 C16H28O        1000140-32-9 46
 4 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24         003691-11-0 42
 5 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H22O        003155-71-3 42

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 4093 (26.962 min): BM018313.D (-4088) (-)
205.293.1

55.1

135.1

313.3245.2
409.4368.3169.0 475.2

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #160967: D:C-Friedoolean-8-en-3-one
205.0

257.0

121.0 424.0
159.0

300.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #58772: 1,5-Cyclodecadiene, 1,5-dimethyl-8-(1-methyletheny...
68.0

147.0107.0

189.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #79977: 1-Hydroxymethyl-5,8,9-endo-10-exo-tetramethyltricy...
205.0

109.0
149.0

55.0

26.60 26.80 27.00 27.20

m/z 205.20  100.00%

26.60 26.80 27.00 27.20

m/z  93.10   87.13%

26.60 26.80 27.00 27.20

m/z  81.10   84.46%

26.60 26.80 27.00 27.20

m/z 109.10   80.43%

26.60 26.80 27.00 27.20

m/z 107.10   79.09%
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Instrument :
BNA_M
ClientSampleId :
P001-SS004-0006-01



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 16  unknown27.31                    Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 27.31   37.00 ng        2572170   Perylene-d12               23.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4,8-Methanoazulen-9-ol, decahydr... 222 C15H26O        004586-22-5 49
 2 Cyclopropa[d]naphthalen-2(4aH)-o... 204 C14H20O        004677-90-1 45
 3 Cholestane, 4,5-epoxy-, (4.alpha... 386 C27H46O        006079-19-2 45
 4 Spiro[4.5]dec-6-en-8-one, 1,7-di... 220 C15H24O        039510-36-6 44
 5 1H-Cyclopenta[a]pentalen-7-ol, d... 376 C22H32O3S      058003-47-7 41

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 4152 (27.309 min): BM018313.D (-4145) (-)
95.1 189.1

135.155.1

229.2 426.3315.1 355.1271.2 489.2

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #71028: 4,8-Methanoazulen-9-ol, decahydro-2,2,4,8-tetramet...
109.0 189.0

43.0

148.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #58602: Cyclopropa[d]naphthalen-2(4aH)-one, 1,1a,5,6,7,8-h...
43.0

91.0

135.0
189.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #153216: Cholestane, 4,5-epoxy-, (4.alpha.,5.alpha.)-
43.0

81.0

386.0124.0
231.0161.0 273.0 315.0

27.00 27.20 27.40 27.60

m/z  95.10  100.00%

27.00 27.20 27.40 27.60

m/z  81.10   99.86%

27.00 27.20 27.40 27.60

m/z  93.10   92.71%

27.00 27.20 27.40 27.60

m/z 189.10   87.14%

27.00 27.20 27.40 27.60

m/z  69.10   82.92%
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Instrument :
BNA_M
ClientSampleId :
P001-SS004-0006-01



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
  Data File : BM018313.D                                          
  Acq On    : 20 Dec 2018  01:13
  Operator  : JU/SJ
  Sample    : J6379-06
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.68     3.3 ng     113720  1   7.49  684281  20.0
unknown7.03            7.03    99.1 ng    3389370  1   7.49  684281  20.0
Aspidospermidin-1...  17.70     2.2 ng     121080  4  16.91 1096370  20.0
n-Hexadecanoic acid   17.82    18.2 ng     997504  4  16.91 1096370  20.0
Octadecanoic acid     19.12     4.1 ng     346242  5  21.13 1701990  20.0
Benzenamine, 4,4'...  20.13     2.2 ng     187075  5  21.13 1701990  20.0
Benzaldehyde, 3-[...  20.31     3.5 ng     293871  5  21.13 1701990  20.0
3-Eicosene, (E)-      20.85     8.7 ng     736814  5  21.13 1701990  20.0
unknown20.92          20.92     2.2 ng     190596  5  21.13 1701990  20.0
unknown21.44          21.44     2.4 ng     203677  5  21.13 1701990  20.0
Heptadecane           22.16     3.5 ng     300126  5  21.13 1701990  20.0
Dodecane, 2-methyl-   23.77     7.7 ng     533476  6  23.29 1390210  20.0
D:C-Friedoolean-8...  26.96    27.1 ng    1885320  6  23.29 1390210  20.0
unknown27.31          27.31    37.0 ng    2572170  6  23.29 1390210  20.0
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