
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 0.1 % 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\SOM-EPA-BM112719MA.M
  Title     : SVOA CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   3.034    22   25   28 rBV    99744    133016   0.24%   0.090%
  2   4.028   190  194  204 rBV    64277    111158   0.20%   0.076%
  3   4.828   325  330  337 rVB    56679     90079   0.16%   0.061%
  4   5.769   485  490  506 rBV4   36620    109156   0.19%   0.074%
  5   6.669   634  643  655 rBV2  302158    637978   1.13%   0.434%
 
  6   6.822   664  669  688 rBV  1043171   1700269   3.02%   1.156%
  7   7.010   694  701  715 rBV  1214440   1961877   3.48%   1.334%
  8   7.469   772  779  789 rBV  1182691   1884244   3.34%   1.282%
  9   7.557   789  794  802 rVV    70407    134764   0.24%   0.092%
 10   8.193   893  902  912 rBV   869190   1457844   2.59%   0.992%
 
 11   8.622   968  975  987 rVB  1253939   2048391   3.64%   1.393%
 12   9.063  1040 1050 1052 rBV    67026    123468   0.22%   0.084%
 13   9.098  1052 1056 1063 rVB   175206    289676   0.51%   0.197%
 14   9.340  1090 1097 1109 rBV  1028234   1744329   3.10%   1.186%
 15   9.875  1181 1188 1204 rBV  1506419   2819057   5.00%   1.917%
 
 16  10.239  1242 1250 1257 rBV  1558891   2592566   4.60%   1.763%
 17  10.410  1273 1279 1288 rVB2   43728     96663   0.17%   0.066%
 18  10.651  1314 1320 1334 rBV   590975   1049277   1.86%   0.714%
 19  11.157  1401 1406 1412 rVB3   36429     64718   0.11%   0.044%
 20  12.063  1555 1560 1565 rBV    73088    138014   0.24%   0.094%
 
 21  12.128  1565 1571 1577 rVB   331392    492309   0.87%   0.335%
 22  12.604  1646 1652 1660 rBV5   45225     89513   0.16%   0.061%
 23  13.045  1720 1727 1731 rBV    94265    159298   0.28%   0.108%
 24  13.551  1807 1813 1818 rBV  2889025   3956565   7.02%   2.691%
 25  13.598  1818 1821 1828 rVB   192293    276615   0.49%   0.188%
 
 26  13.686  1828 1836 1849 rBV2  121944    480841   0.85%   0.327%
 27  13.816  1852 1858 1869 rVB  3412517   5049364   8.96%   3.434%
 28  13.963  1878 1883 1884 rBV   115053    167081   0.30%   0.114%
 29  13.980  1884 1886 1896 rVB   139429    205498   0.36%   0.140%
 30  14.127  1905 1911 1919 rBV  2332771   3385839   6.01%   2.303%
 
 31  14.233  1919 1929 1947 rBV  2659515   5009692   8.89%   3.407%
 32  14.392  1951 1956 1964 rVV   225419    448745   0.80%   0.305%
 33  14.910  2039 2044 2049 rVB2   77228    134429   0.24%   0.091%
 34  15.133  2075 2082 2090 rBV  4268624   6184941  10.98%   4.207%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 0.1 % 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\SOM-EPA-BM112719MA.M
  Title     : SVOA CALIBRATION
 
 35  15.280  2101 2107 2117 rBV  1325459   2016106   3.58%   1.371%
 
 36  15.551  2143 2153 2157 rBV  33496968  56341947 100.00%  38.321%
 37  15.774  2187 2191 2194 rBV2   55249     76262   0.14%   0.052%
 38  16.674  2340 2344 2347 rBV5   45013     66257   0.12%   0.045%
 39  16.886  2373 2380 2390 rBV  2715382   3872208   6.87%   2.634%
 40  16.980  2390 2396 2411 rVV2 4721925   6659082  11.82%   4.529%
 
 41  17.598  2496 2501 2507 rVB   173466    234854   0.42%   0.160%
 42  17.810  2532 2537 2553 rBV   780635   1410487   2.50%   0.959%
 43  19.104  2753 2757 2766 rBV   477644    730884   1.30%   0.497%
 44  19.286  2783 2788 2795 rBV  5408046   7499934  13.31%   5.101%
 45  20.833  3047 3051 3057 rBV2  961231   1205286   2.14%   0.820%
 
 46  21.092  3090 3095 3102 rBV  3538500   4403056   7.81%   2.995%
 47  21.274  3123 3126 3129 rVB2  202127    217501   0.39%   0.148%
 48  21.692  3194 3197 3207 rVB   340419    483188   0.86%   0.329%
 49  22.133  3269 3272 3278 rVB   535460    654726   1.16%   0.445%
 50  22.615  3350 3354 3359 rVB   620008    848590   1.51%   0.577%
 
 51  23.097  3429 3436 3441 rBV  4834633   8331857  14.79%   5.667%
 52  23.145  3441 3444 3450 rVV   687962   1046566   1.86%   0.712%
 53  23.227  3452 3458 3469 rVB  2648869   4789031   8.50%   3.257%
 54  23.750  3543 3547 3555 rVB   543962    912929   1.62%   0.621%
 
 
                        Sum of corrected areas:   147028025
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA 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_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  1  Hexanoic acid, 3,5,5-trimet...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.10    2.23 ng/ul      289676   Naphthalene-d8             10.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 3,5,5-trimethyl-     158 C9H18O2        003302-10-1 83
 2 3,3-Dimethylheptanoic acid          158 C9H18O2        067061-30-7 74
 3 Hexanoic acid, 3,5,5-trimethyl-     158 C9H18O2        003302-10-1 72
 4 Hexanoic acid, 3,5,5-trimethyl-     158 C9H18O2        003302-10-1 59
 5 Hexanoyl chloride, 3,5,5-trimethyl- 176 C9H17ClO       036727-29-4 50

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance Scan 1056 (9.098 min): BM024096.D (-1052) (-)
57.1

83.1

41.1

103.1 125.169.1 143.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance #30257: Hexanoic acid, 3,5,5-trimethyl-
57.0

41.0
83.0

29.0
103.0

125.069.0 143.0 159.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance #30216: 3,3-Dimethylheptanoic acid
57.0

83.0
41.0

103.029.0
125.0 143.069.015.0 158.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance #30258: Hexanoic acid, 3,5,5-trimethyl-
57.0

83.0
41.0

103.029.0
125.0 143.069.015.0

8.80 9.00 9.20 9.40

m/z  57.10  100.00%

8.80 9.00 9.20 9.40

m/z  83.10   57.52%

8.80 9.00 9.20 9.40

m/z  41.10   40.15%

8.80 9.00 9.20 9.40

m/z  56.05   24.23%

8.80 9.00 9.20 9.40

m/z  60.00   21.61%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  2  unknown-01                      Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.65    8.09 ng/ul     1049280   Naphthalene-d8             10.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Emimycin                            112 C4H4N2O2       003735-46-4 43
 2 3-Nitropyrrole                      112 C4H4N2O2       005930-94-9 38
 3 1,4-Cyclohexanedione                112 C6H8O2         000637-88-7 38
 4 Aminomaleimide                      112 C4H4N2O2       037770-94-8 38
 5 (6S,12aR,E)-2,2-Dimethyltetrahyd... 222 C13H22N2O      109175-49-7 38

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance Scan 1320 (10.651 min): BM024096.D (-1314) (-)
112.0

39.1

56.1
74.1 100.1 126.0 155.0138.188.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance #6215: Emimycin
112.0

28.0
96.040.0 68.0

55.0 82.014.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance #6216: 3-Nitropyrrole
112.0

39.0

66.0 82.0 96.052.026.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance #6373: 1,4-Cyclohexanedione
28.0 112.0

56.0

42.0
83.070.0 97.014.0

10.40 10.60 10.80 11.00

m/z 112.00  100.00%

10.40 10.60 10.80 11.00

m/z  39.10   68.35%

10.40 10.60 10.80 11.00

m/z  41.05   56.31%

10.40 10.60 10.80 11.00

m/z  56.10   26.24%

10.40 10.60 10.80 11.00

m/z  57.10   15.31%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  3  Triacetin                       Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.13    3.80 ng/ul      492309   Naphthalene-d8             10.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Triacetin                           218 C9H14O6        000102-76-1 90
 2 Triacetin                           218 C9H14O6        000102-76-1 90
 3 Glycerol 1,2-diacetate              176 C7H12O5        000102-62-5 83
 4 Triacetin                           218 C9H14O6        000102-76-1 64
 5 1,2-Ethanediol, 1-(2-ethyl-1,3,2... 244 C10H17BO6      074793-27-4 33

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

5000

m/z-->

Abundance Scan 1571 (12.128 min): BM024096.D (-1565) (-)
43.0

103.0
145.0

73.0 281.1192.8

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

5000

m/z-->

Abundance #76168: Triacetin
43.0

103.0 145.0
15.0 73.0

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

5000

m/z-->

Abundance #76169: Triacetin
43.0

103.0 145.0
73.0

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

5000

m/z-->

Abundance #42786: Glycerol 1,2-diacetate
43.0

103.0 145.0
15.0 73.0

11.80 12.00 12.20 12.40

m/z  43.05  100.00%

11.80 12.00 12.20 12.40

m/z 103.00   20.86%

11.80 12.00 12.20 12.40

m/z 145.00   13.75%

11.80 12.00 12.20 12.40

m/z 116.00    7.12%

11.80 12.00 12.20 12.40

m/z 115.00    5.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  4  unknown-02                      Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.69    2.84 ng/ul      480841   Acenaphthene-d10           14.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Indole, 4-methyl-                131 C9H9N          016096-32-5 43
 2 1H-Indole, 6-methyl-                131 C9H9N          003420-02-8 37
 3 2,2-Dimethyl-3-pentanol, trimeth... 188 C10H24OSi      1000364-14-3 33
 4 Decanoic acid, nonadecafluoro-      514 C10HF19O2      000335-76-2 28
 5 1H-Benzoimidazole, 2-(4-chloroph... 258 C14H11ClN2O    1000303-65-6 25

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

5000

m/z-->

Abundance Scan 1837 (13.692 min): BM024096.D (-1828) (-)
131.0

57.0

187.0
97.0

154.9 281.1221.1

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

5000

m/z-->

Abundance #13983: 1H-Indole, 4-methyl-
131.0

77.0
103.051.0

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

5000

m/z-->

Abundance #13984: 1H-Indole, 6-methyl-
131.0

77.0 103.051.0

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

5000

m/z-->

Abundance #51398: 2,2-Dimethyl-3-pentanol, trimethylsilyl ether
131.0

73.0

159.0

45.0 101.0 187.015.0

13.40 13.60 13.80 14.00

m/z 131.00  100.00%

13.40 13.60 13.80 14.00

m/z  57.05   46.52%

13.40 13.60 13.80 14.00

m/z  41.05   28.38%

13.40 13.60 13.80 14.00

m/z 187.00   25.75%

13.40 13.60 13.80 14.00

m/z  56.10   12.21%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  5  Benzoic acid, 2,4-dichloro-     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.23   29.59 ng/ul     5009690   Acenaphthene-d10           14.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzoic acid, 2,4-dichloro-         190 C7H4Cl2O2      000050-84-0 99
 2 Benzoic acid, 2,4-dichloro-         190 C7H4Cl2O2      000050-84-0 97
 3 Benzoic acid, 2,5-dichloro-         190 C7H4Cl2O2      000050-79-3 96
 4 Benzoic acid, 3,4-dichloro-         190 C7H4Cl2O2      000051-44-5 96
 5 Benzoic acid, 2,6-dichloro-         190 C7H4Cl2O2      000050-30-6 95

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1928 (14.227 min): BM024096.D (-1919) (-)
172.9

189.9

74.0 144.9
109.0

50.0
91.0 126.0 206.9

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #53354: Benzoic acid, 2,4-dichloro-
173.0

190.0

74.0 145.0
109.0

50.0
91.0 126.029.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #53349: Benzoic acid, 2,4-dichloro-
173.0

190.0

145.074.0 109.050.0
126.091.029.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #53356: Benzoic acid, 2,5-dichloro-
173.0 190.0

145.074.0
109.0

50.0
127.091.029.0

14.00 14.20 14.40 14.60

m/z 172.90  100.00%

14.00 14.20 14.40 14.60

m/z 174.90   63.83%

14.00 14.20 14.40 14.60

m/z 189.90   48.69%

14.00 14.20 14.40 14.60

m/z 191.90   31.23%

14.00 14.20 14.40 14.60

m/z  73.95   30.54%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  6  unknown-03                      Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.55  291.01 ng/ul    56341900   Phenanthrene-d10           16.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentanoic acid, di(isopropyl)sil... 216 C11H24O2Si     1000279-48-0 35
 2 2,6-Difluoro-3-methylbenzoic aci... 368 C22H34F2O2     1000338-85-1 32
 3 4-Trifluoromethylbenzoic acid, 3... 372 C21H31F3O2     1000280-65-1 23
 4 2,6-Difluoro-3-methylbenzoic aci... 396 C24H38F2O2     1000338-85-3 23
 5 2,6-Difluoro-3-methylbenzoic aci... 354 C21H32F2O2     1000338-85-0 23

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2153 (15.551 min): BM024096.D (-2143) (-)
173.1

55.0
99.0

129.1 217.1 355.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #73932: Pentanoic acid, di(isopropyl)silyl ester
173.0

61.0

89.0
29.0 131.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #195518: 2,6-Difluoro-3-methylbenzoic acid, tetradecyl ester
173.0

55.0 83.0 127.029.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #198154: 4-Trifluoromethylbenzoic acid, 3-tridecyl ester
173.0

41.0
145.0

69.0
97.0

231.0199.0

15.20 15.40 15.60 15.80

m/z 173.05  100.00%

15.20 15.40 15.60 15.80

m/z  55.05   48.40%

15.20 15.40 15.60 15.80

m/z  99.05   40.00%

15.20 15.40 15.60 15.80

m/z  84.05   28.71%

15.20 15.40 15.60 15.80

m/z 111.05   18.85%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  7  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.81    7.29 ng/ul     1410490   Phenanthrene-d10           16.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 90
 4 Octadecanoic acid                   284 C18H36O2       000057-11-4 87
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 81

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2537 (17.810 min): BM024096.D (-2532) (-)
73.1

43.1

129.1
213.299.1 157.1 185.1 256.3

355.1283.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

97.0 213.0 256.0157.0 185.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #107548: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.0
157.0101.0 185.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #72646: Tridecanoic acid
73.0

43.0

129.0
214.0171.0

101.0

17.40 17.60 17.80 18.00 18.20

m/z  73.10  100.00%

17.40 17.60 17.80 18.00 18.20

m/z  59.95   79.69%

17.40 17.60 17.80 18.00 18.20

m/z  43.10   69.29%

17.40 17.60 17.80 18.00 18.20

m/z  55.05   64.08%

17.40 17.60 17.80 18.00 18.20

m/z  57.05   63.96%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  8  Octadecanoic acid               Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.10    3.32 ng/ul      730884   Chrysene-d12               21.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 3 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 4 Octadecanoic acid                   284 C18H36O2       000057-11-4 95
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 87

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2756 (19.098 min): BM024096.D (-2753) (-)
73.0

43.0

129.1
185.1 241.2 284.3

101.0 157.1 213.1 356.1326.9

50 100 150 200 250 300 350

5000

m/z-->

Abundance #131262: Octadecanoic acid
73.0

43.0
129.0 284.0

241.0185.0

101.0 157.0 213.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #131258: Octadecanoic acid
43.0 73.0

129.0

284.0185.0 241.0
101.0 157.0 213.015.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #131261: Octadecanoic acid
73.043.0

129.0

185.0 241.0 284.0101.0 157.0 213.0

18.80 19.00 19.20 19.40

m/z  73.00  100.00%

18.80 19.00 19.20 19.40

m/z  43.05   76.53%

18.80 19.00 19.20 19.40

m/z  59.95   76.48%

18.80 19.00 19.20 19.40

m/z  57.05   69.68%

18.80 19.00 19.20 19.40

m/z  55.10   63.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  9  (DEL) Alkane: Cyclic20.83       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.83    5.47 ng/ul     1205290   Chrysene-d12               21.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Eicosene, (E)-                    280 C20H40         074685-33-9 99
 2 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 94
 3 Cyclohexadecane                     224 C16H32         000295-65-8 93
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 5 17-Pentatriacontene                 491 C35H70         006971-40-0 91

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 3051 (20.833 min): BM024096.D (-3047) (-)
57.1

97.0

163.0
207.0 281.1244.0 475.2324.9 400.9

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #127771: 3-Eicosene, (E)-
57.0

97.0

139.0 280.0182.0 224.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #227401: Heptadecyl heptafluorobutyrate
57.0

97.0

238.0169.0
283.0133.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #81246: Cyclohexadecane
55.0

97.0

224.0139.0 181.0

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   86.18%

20.60 20.80 21.00 21.20

m/z  69.05   80.94%

20.60 20.80 21.00 21.20

m/z  55.10   77.25%

20.60 20.80 21.00 21.20

m/z  43.10   75.25%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 10  (DEL) Alkane: Straight-Chai...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.69    2.19 ng/ul      483188   Chrysene-d12               21.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 91
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 4 Heneicosane, 11-(1-ethylpropyl)-    366 C26H54         055282-11-6 91
 5 Hexadecane                          226 C16H34         000544-76-3 83

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3197 (21.692 min): BM024096.D (-3194) (-)
57.1

99.0
141.1 207.0 281.1 461.0325.0244.1 403.1

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.0 183.0 296.0225.015.0

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57.0

99.0 239.0141.0 183.0 281.0 323.0

21.40 21.60 21.80 22.00

m/z  57.10  100.00%

21.40 21.60 21.80 22.00

m/z  71.10   85.36%

21.40 21.60 21.80 22.00

m/z  85.10   63.50%

21.40 21.60 21.80 22.00

m/z  43.10   61.84%

21.40 21.60 21.80 22.00

m/z  55.10   21.45%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 11  (DEL) Alkane: Straight-Chai...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.13    2.97 ng/ul      654726   Chrysene-d12               21.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 96
 2 Pentadecane, 8-hexyl-               296 C21H44         013475-75-7 94
 3 Eicosane, 10-methyl-                296 C21H44         054833-23-7 94
 4 Heneicosane                         296 C21H44         000629-94-7 93
 5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 93

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

5000

m/z-->

Abundance Scan 3272 (22.133 min): BM024096.D (-3269) (-)
57.1

99.0
141.1 281.1193.0 238.2 355.1 417.0 549.2475.1

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

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.0183.0 296.0225.015.0

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

5000

m/z-->

Abundance #141433: Pentadecane, 8-hexyl-
43.0

85.0

196.0
127.0 239.0281.0

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

5000

m/z-->

Abundance #141431: Eicosane, 10-methyl-
57.0

99.0
154.0

281.0197.0239.0

21.80 22.00 22.20 22.40

m/z  57.10  100.00%

21.80 22.00 22.20 22.40

m/z  71.10   86.34%

21.80 22.00 22.20 22.40

m/z  85.10   58.26%

21.80 22.00 22.20 22.40

m/z  43.10   52.51%

21.80 22.00 22.20 22.40

m/z  55.10   23.53%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 12  (DEL) Alkane: Straight-Chai...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.62    3.54 ng/ul      848590   Perylene-d12               23.23

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Pentadecane, 8-hexyl-               296 C21H44         013475-75-7 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 5 2-methyloctacosane                  408 C29H60         1000376-72-8 91

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3355 (22.621 min): BM024096.D (-3350) (-)
57.1

99.1
141.1 207.0 265.0 308.1 371.0 461.1

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.0 183.0 296.0225.015.0

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #141433: Pentadecane, 8-hexyl-
43.0

85.0

196.0
127.0 239.0 280.0

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #141425: Heneicosane
57.0

99.0
141.0 183.0 296.0225.015.0

22.40 22.60 22.80 23.00

m/z  57.10  100.00%

22.40 22.60 22.80 23.00

m/z  71.10   88.48%

22.40 22.60 22.80 23.00

m/z  85.10   67.69%

22.40 22.60 22.80 23.00

m/z  43.10   57.55%

22.40 22.60 22.80 23.00

m/z  55.05   23.47%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 13  (DEL) Alkane: Straight-Chai...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.75    3.81 ng/ul      912929   Perylene-d12               23.23

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane, 10-methyl-                296 C21H44         054833-23-7 93
 2 Hexacosane                          366 C26H54         000630-01-3 90
 3 Pentadecane, 8-hexyl-               296 C21H44         013475-75-7 90
 4 Hexadecane                          226 C16H34         000544-76-3 90
 5 Heneicosane                         296 C21H44         000629-94-7 90

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

5000

m/z-->

Abundance Scan 3547 (23.750 min): BM024096.D (-3543) (-)
57.1

99.1
207.0141.1 248.9 295.1 387.1337.4 475.0 549.0429.1

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #141431: Eicosane, 10-methyl-
57.0

99.0
154.0

281.0197.0239.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0183.0 367.0225.0267.0309.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #141433: Pentadecane, 8-hexyl-
43.0

85.0

196.0
127.0 239.0280.0

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   81.49%

23.40 23.60 23.80 24.00

m/z  85.10   57.76%

23.40 23.60 23.80 24.00

m/z  43.10   54.42%

23.40 23.60 23.80 24.00

m/z  55.10   22.92%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
  Data File : BM024096.D                                          
  Acq On    : 13 Dec 2019  17:48
  Operator  : JU
  Sample    : K6167-17
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA.M
  Quant Title  : SVOA 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|
----------------------------------------------------------------------------
Hexanoic acid, 3,...   9.10     2.2 ng/ul   289676  2  10.24 2592570  20.0
unknown-01            10.65     8.1 ng/ul  1049280  2  10.24 2592570  20.0
Triacetin             12.13     3.8 ng/ul   492309  2  10.24 2592570  20.0
unknown-02            13.69     2.8 ng/ul   480841  3  14.13 3385840  20.0
Benzoic acid, 2,4...  14.23    29.6 ng/ul  5009690  3  14.13 3385840  20.0
unknown-03            15.55   291.0 ng/ul 56341900  4  16.89 3872210  20.0
n-Hexadecanoic acid   17.81     7.3 ng/ul  1410490  4  16.89 3872210  20.0
Octadecanoic acid     19.10     3.3 ng/ul   730884  5  21.09 4403060  20.0
(DEL) Alkane: Cyc...  20.83     5.5 ng/ul  1205290  5  21.09 4403060  20.0
(DEL) Alkane: Str...  21.69     2.2 ng/ul   483188  5  21.09 4403060  20.0
(DEL) Alkane: Str...  22.13     3.0 ng/ul   654726  5  21.09 4403060  20.0
(DEL) Alkane: Str...  22.62     3.5 ng/ul   848590  6  23.23 4789030  20.0
(DEL) Alkane: Str...  23.75     3.8 ng/ul   912929  6  23.23 4789030  20.0
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