
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   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-BF102317.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   6.534   744  756  761 rBV2  306176    404091   2.27%   0.717%
  2   6.787   795  799  804 rBV   534118    456092   2.56%   0.810%
  3   6.881   804  815  817 rBV  3802852   8448718  47.46%  14.997%
  4   6.945   822  826  840 rVB   209064    225359   1.27%   0.400%
  5   7.622   909  941  943 rBV   827507   4077862  22.90%   7.239%
 
  6   7.975   976 1001 1004 rBV  1016526   4402471  24.73%   7.815%
  7   8.069  1013 1017 1031 rVB   729693    618194   3.47%   1.097%
  8   9.069  1170 1187 1190 rBV  1186463   3571757  20.06%   6.340%
  9   9.139  1196 1199 1202 rBV   422534    317497   1.78%   0.564%
 10   9.822  1311 1315 1320 rVB   707971    575905   3.23%   1.022%
 
 11  10.175  1347 1375 1377 rBV  3361777  17803631 100.00%  31.603%
 12  10.504  1427 1431 1434 rVB   418374    309126   1.74%   0.549%
 13  11.016  1509 1518 1528 rBV  1845057   3216739  18.07%   5.710%
 14  11.316  1565 1569 1573 rBV   533046    437186   2.46%   0.776%
 15  11.845  1654 1659 1677 rBV   973850   1159771   6.51%   2.059%
 
 16  12.551  1767 1779 1789 rBV2 1244009   2039028  11.45%   3.619%
 17  12.622  1789 1791 1806 rVB   193979    259155   1.46%   0.460%
 18  12.892  1834 1837 1840 rBV   245652    194319   1.09%   0.345%
 19  13.439  1923 1930 1938 rVB2  245543    536334   3.01%   0.952%
 20  13.963  2015 2019 2023 rVB   467166    418748   2.35%   0.743%
 
 21  14.251  2063 2068 2070 rBV   398593    527795   2.96%   0.937%
 22  14.274  2070 2072 2077 rVV   473991    516275   2.90%   0.916%
 23  14.404  2091 2094 2098 rVB   433206    357113   2.01%   0.634%
 24  15.057  2198 2205 2209 rVV2 1306136   2021395  11.35%   3.588%
 25  15.098  2209 2212 2222 rVB   535616    661777   3.72%   1.175%
 
 26  15.427  2264 2268 2276 rVB   327146    414050   2.33%   0.735%
 27  16.098  2374 2382 2386 rBV   327432    834448   4.69%   1.481%
 28  16.204  2394 2400 2409 rVB   303384    542175   3.05%   0.962%
 29  17.662  2638 2648 2656 rBV   173832    690373   3.88%   1.225%
 30  17.857  2674 2681 2698 rVB    99385    297888   1.67%   0.529%
 
 
 
                        Sum of corrected areas:    56335272
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.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\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Propanone, 1-(acetyloxy)-     Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.53   17.72 ng         404091   1,4-Dichlorobenzene-d4      6.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Propanone, 1-(acetyloxy)-         116 C5H8O3         000592-20-1 52
 2 1,2-Ethanediol, diacetate           146 C6H10O4        000111-55-7 50
 3 Propanoic acid, 2-oxo-, ethyl ester 116 C5H8O3         000617-35-6 23
 4 Ethanone, 1-oxiranyl-                86 C4H6O2         004401-11-0 9 
 5 2-Butanone, 3-methyl-                86 C5H10O         000563-80-4 9 

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

5000

m/z-->

Abundance Scan 755 (6.528 min): BF099934.D (-744) (-)
43.0

86.060.0 73.0 116.0103.0

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

5000

m/z-->

Abundance #8038: 2-Propanone, 1-(acetyloxy)-
43.0

86.0 116.073.029.0 59.0 101.0

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

5000

m/z-->

Abundance #21810: 1,2-Ethanediol, diacetate
43.0

86.0
15.0 116.073.0 103.029.0 61.0

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

5000

m/z-->

Abundance #8046: Propanoic acid, 2-oxo-, ethyl ester
43.0

29.0

15.0 116.061.0 73.0 87.0

6.20 6.40 6.60 6.80

m/z  43.00  100.00%

6.20 6.40 6.60 6.80

m/z  86.00   12.99%

6.20 6.40 6.60 6.80

m/z  60.00   12.51%

6.20 6.40 6.60 6.80

m/z  73.00   11.36%

6.20 6.40 6.60 6.80

m/z 116.00    5.43%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  1-Hexanol, 2-ethyl-             Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.88  370.48 ng        8448720   1,4-Dichlorobenzene-d4      6.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 78
 2 Heptane, 1,1'-oxybis-               214 C14H30O        000629-64-1 59
 3 2-Propyl-1-pentanol                 130 C8H18O         058175-57-8 50
 4 2-Ethyl-1-hexanol, methyl ether     144 C9H20O         1000365-10-2 50
 5 Oxalic acid, isobutyl octyl ester   258 C14H26O4       1000309-37-3 43

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance Scan 815 (6.881 min): BF099934.D (-804) (-)
57.1

41.1
70.1 83.1

98.1 112.1

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #13670: 1-Hexanol, 2-ethyl-
57.0

43.0
70.0 83.029.0

98.0 112.015.0

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #72873: Heptane, 1,1'-oxybis-
57.0

70.0
97.0

83.0 117.0 171.0

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #13668: 2-Propyl-1-pentanol
57.0

41.0
70.0

27.0 83.0 98.0 112.0

6.60 6.80 7.00 7.20

m/z  57.10  100.00%

6.60 6.80 7.00 7.20

m/z  41.10   33.43%

6.60 6.80 7.00 7.20

m/z  43.05   29.18%

6.60 6.80 7.00 7.20

m/z  55.10   26.28%

6.60 6.80 7.00 7.20

m/z  70.10   22.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Hexanoic acid, 2-ethyl-         Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.62  131.93 ng        4077860   Naphthalene-d8              8.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 2-ethyl-             144 C8H16O2        000149-57-5 90
 2 Heptanoic acid, 2-ethyl-            158 C9H18O2        003274-29-1 59
 3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H38O6       056554-54-2 50
 4 1,4-Dioxane                          88 C4H8O2         000123-91-1 43
 5 Methyl 2,3,4-tri-O-methyl-6-deox... 220 C10H20O5       072983-16-5 42

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 941 (7.622 min): BF099934.D (-909) (-)
73.0

41.0
101.0

129.1
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0

5000

m/z-->

Abundance #20862: Hexanoic acid, 2-ethyl-
73.0

41.0

101.0

129.0
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0

5000

m/z-->

Abundance #30204: Heptanoic acid, 2-ethyl-
88.0

41.0

158.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
88.043.0

272.0173.0 242.0115.0 214.0142.0 313.0 355.0

7.20 7.40 7.60 7.80 8.00

m/z  73.00  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  88.00   82.95%

7.20 7.40 7.60 7.80 8.00

m/z  57.05   32.56%

7.20 7.40 7.60 7.80 8.00

m/z  41.05   29.89%

7.20 7.40 7.60 7.80 8.00

m/z  87.00   23.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Octanoic acid                   Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.97  142.43 ng        4402470   Naphthalene-d8              8.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octanoic acid                       144 C8H16O2        000124-07-2 97
 2 Hexanoic acid                       116 C6H12O2        000142-62-1 49
 3 Pentanoic acid                      102 C5H10O2        000109-52-4 47
 4 Heptanoic acid                      130 C7H14O2        000111-14-8 43
 5 Octanoic acid, silver(1+) salt      250 C8H15AgO2      024927-67-1 37

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance Scan 1000 (7.969 min): BF099934.D (-976) (-)
60.0

73.0

43.1

101.185.1
115.1

129.1 144.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #20837: Octanoic acid
60.0

73.0

43.0

101.085.029.0 115.0
129.0 144.015.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #8068: Hexanoic acid
60.0

73.0

41.0 87.027.0
99.0 116.015.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #4247: Pentanoic acid
60.0

73.0

41.029.0
87.0 101.0

7.60 7.80 8.00 8.20 8.40

m/z  60.00  100.00%

7.60 7.80 8.00 8.20 8.40

m/z  73.00   71.97%

7.60 7.80 8.00 8.20 8.40

m/z  43.10   40.58%

7.60 7.80 8.00 8.20 8.40

m/z  41.05   36.23%

7.60 7.80 8.00 8.20 8.40

m/z  55.10   31.80%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.07  124.04 ng        3571760   Acenaphthene-d10            9.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Decanoic acid                     172 C10H20O2       000334-48-5 91
 2 Decanoic acid, silver(1+) salt      278 C10H19AgO2     013126-67-5 50
 3 Hexanoic acid                       116 C6H12O2        000142-62-1 43
 4 Heptanoic acid                      130 C7H14O2        000111-14-8 43
 5 .alpha.-L-Galactopyranoside, met... 178 C7H14O5        014687-15-1 38
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0

5000

m/z-->

Abundance Scan 1187 (9.069 min): BF099934.D (-1170) (-)
60.0

129.1

97.1 172.1
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m/z-->

Abundance #39470: n-Decanoic acid
60.0

129.029.0

172.097.0
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0

5000

m/z-->

Abundance #125286: Decanoic acid, silver(1+) salt
73.0

43.0 155.0

115.0
387.0217.0 279.0 330.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #8068: Hexanoic acid
60.0

27.0
99.0

8.80 9.00 9.20 9.40

m/z  60.00  100.00%

8.80 9.00 9.20 9.40

m/z  72.95   97.82%

8.80 9.00 9.20 9.40

m/z  41.10   47.34%

8.80 9.00 9.20 9.40

m/z 129.10   45.12%

8.80 9.00 9.20 9.40

m/z  57.10   44.85%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Dodecanoic acid                 Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.17  618.28 ng       17803600   Acenaphthene-d10            9.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecanoic acid                     200 C12H24O2       000143-07-7 98
 2 Undecanoic acid                     186 C11H22O2       000112-37-8 59
 3 Nonanoic acid                       158 C9H18O2        000112-05-0 58
 4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS        029926-41-8 43
 5 d-Glucohexodialdose                 178 C6H10O6        1000149-19-1 43

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1374 (10.169 min): BF099934.D (-1347) (-)
73.0

43.0

129.1
157.1

97.1
200.2183.2113.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #61120: Dodecanoic acid
60.0

43.0

129.0
157.085.0

101.027.0 200.0
183.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #50053: Undecanoic acid
60.0

43.0

27.0 129.085.0
186.0101.0 157.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #30180: Nonanoic acid
60.0

41.0

115.0
87.0

158.015.0 130.0

9.80 10.00 10.20 10.40

m/z  73.00  100.00%

9.80 10.00 10.20 10.40

m/z  60.00   86.95%

9.80 10.00 10.20 10.40

m/z  43.05   54.47%

9.80 10.00 10.20 10.40

m/z  41.05   51.29%

9.80 10.00 10.20 10.40

m/z  55.10   49.86%

8270-BF102317.M Mon Oct 30 13:30:53 2017                                              Page: 8

Instrument :
BNA_F
ClientSampleId :
EFF-WASTE-WATER



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Tetradecanoic acid              Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.02  147.16 ng        3216740   Phenanthrene-d10           11.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 95
 2 Dodecanoic acid                     200 C12H24O2       000143-07-7 80
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 72
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 64
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 45

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

5000

m/z-->

Abundance Scan 1519 (11.022 min): BF099934.D (-1509) (-)
73.0

129.143.0
185.2

97.1
228.2157.1

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

5000

m/z-->

Abundance #84452: Tetradecanoic acid
73.0

43.0

129.0

185.0
97.0 228.0

157.026.0 209.0

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

5000

m/z-->

Abundance #61120: Dodecanoic acid
60.0

41.0

129.0
157.085.0

200.0111.0 183.015.0

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

5000

m/z-->

Abundance #72643: Tridecanoic acid
73.043.0

129.0

171.0
97.0 214.0

152.0 197.026.0

10.80 11.00 11.20 11.40

m/z  73.00  100.00%

10.80 11.00 11.20 11.40

m/z  60.00   77.29%

10.80 11.00 11.20 11.40

m/z 129.05   60.66%

10.80 11.00 11.20 11.40

m/z  43.05   57.05%

10.80 11.00 11.20 11.40

m/z  57.05   53.64%
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Instrument :
BNA_F
ClientSampleId :
EFF-WASTE-WATER



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  n-Hexadecanoic acid             Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.85   53.06 ng        1159770   Phenanthrene-d10           11.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 83
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 83
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 81

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

5000

m/z-->

Abundance Scan 1660 (11.851 min): BF099934.D (-1654) (-)
73.0

43.0

129.1

213.2
97.0 171.1 256.2

152.0

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

102.040.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0 223.0

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

5000

m/z-->

Abundance #72648: Tridecanoic acid
73.0

43.0

129.0
171.0 214.0

98.0
18.0 149.0

11.60 11.80 12.00 12.20

m/z  73.00  100.00%

11.60 11.80 12.00 12.20

m/z  60.00   75.85%

11.60 11.80 12.00 12.20

m/z  43.05   67.76%

11.60 11.80 12.00 12.20

m/z  57.05   60.48%

11.60 11.80 12.00 12.20

m/z  55.05   51.80%
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Instrument :
BNA_F
ClientSampleId :
EFF-WASTE-WATER



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  cis-Vaccenic acid               Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.55   93.28 ng        2039030   Phenanthrene-d10           11.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 cis-Vaccenic acid                   282 C18H34O2       000506-17-2 99
 2 9-Octadecenoic acid, (E)-           282 C18H34O2       000112-79-8 98
 3 6-Octadecenoic acid, (Z)-           282 C18H34O2       000593-39-5 97
 4 trans-13-Octadecenoic acid          282 C18H34O2       000693-71-0 95
 5 cis-13-Octadecenoic acid            282 C18H34O2       013126-39-1 92

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

5000

m/z-->

Abundance Scan 1779 (12.551 min): BF099934.D (-1767) (-)
55.1

83.0

111.1
137.1 264.2165.1 222.2189.1

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

5000

m/z-->

Abundance #129339: cis-Vaccenic acid
55.0

83.0

111.029.0 264.0137.0 165.0 222.0193.0

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

5000

m/z-->

Abundance #129352: 9-Octadecenoic acid, (E)-
55.0

83.0

264.0
111.029.0

138.0 222.0180.0

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

5000

m/z-->

Abundance #129348: 6-Octadecenoic acid, (Z)-
55.0

83.0

29.0
264.0111.0

137.0 222.0180.0
158.0

12.20 12.40 12.60 12.80

m/z  55.10  100.00%

12.20 12.40 12.60 12.80

m/z  69.10   75.77%

12.20 12.40 12.60 12.80

m/z  41.05   64.20%

12.20 12.40 12.60 12.80

m/z  83.05   63.49%

12.20 12.40 12.60 12.80

m/z  43.10   54.76%
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BNA_F
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Octadecanoic acid               Concentration Rank 20

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.62   11.86 ng         259155   Phenanthrene-d10           11.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 n-Decanoic acid                     172 C10H20O2       000334-48-5 90
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 80
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 76

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

5000

m/z-->

Abundance Scan 1791 (12.622 min): BF099934.D (-1789) (-)
73.043.1

129.1

185.197.1 241.2
284.2

213.2157.0

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

5000

m/z-->

Abundance #131261: Octadecanoic acid
73.043.0

129.0

97.0
185.0 241.0 284.0

207.0157.0

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

5000

m/z-->

Abundance #39474: n-Decanoic acid
73.0

129.0

43.0

101.0 172.0

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

5000

m/z-->

Abundance #84453: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

12.40 12.60 12.80 13.00

m/z  73.00  100.00%

12.40 12.60 12.80 13.00

m/z  43.10   94.98%

12.40 12.60 12.80 13.00

m/z  60.00   87.82%

12.40 12.60 12.80 13.00

m/z  57.05   80.27%

12.40 12.60 12.80 13.00

m/z  55.05   75.62%
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ClientSampleId :
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  3,6,9,12-Tetraoxatetradecan...  Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.27   24.66 ng         516275   Chrysene-d12               13.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3,6,9,12-Tetraoxatetradecane-1,1... 322 C14H26O8       022790-13-2 64
 2 Ethanol, 2,2'-[1,2-ethanediylbis... 234 C10H18O6       000111-21-7 64
 3 Tetraethylene glycol, diacetate     278 C12H22O7       022790-12-1 64
 4 1,3-Dioxolane, 2-methyl-2-(5,5,5... 258 C9H13Cl3O2     1000115-31-2 50
 5 3-Hexanol, 2,3-dimethyl-            130 C8H18O         004166-46-5 39

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

5000

m/z-->

Abundance Scan 2071 (14.269 min): BF099934.D (-2070) (-)
87.0

43.1

203.1131.1 159.0 247.1107.068.0

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

5000

m/z-->

Abundance #162420: 3,6,9,12-Tetraoxatetradecane-1,14-diol, diacetate
87.0

43.0

131.015.0 175.0 205.0

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

5000

m/z-->

Abundance #88551: Ethanol, 2,2'-[1,2-ethanediylbis(oxy)]bis-, diacetate
87.0

43.0

117.015.0

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

5000

m/z-->

Abundance #125390: Tetraethylene glycol, diacetate
87.0

43.0

15.0 131.0 175.0 205.0

14.00 14.20 14.40 14.60

m/z  87.00  100.00%

14.00 14.20 14.40 14.60

m/z  43.10   46.47%

14.00 14.20 14.40 14.60

m/z  45.00    7.62%

14.00 14.20 14.40 14.60

m/z  88.00    7.21%

14.00 14.20 14.40 14.60

m/z  73.00    4.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  unknown14.40                    Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.40   17.06 ng         357113   Chrysene-d12               13.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decane, 5,6-dipropyl-               226 C16H34         119209-20-0 43
 2 Carbonic acid, neopentyl 2-ethyl... 244 C14H28O3       1000357-85-7 43
 3 Oxalic acid, 2-ethylhexyl pentad... 412 C25H48O4       1000309-39-8 43
 4 Sulfurous acid, 2-ethylhexyl hep... 432 C25H52O3S      1000309-20-0 38
 5 Sulfide,1- propenyl 1-propynyl      112 C6H8S          089533-93-7 38

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

5000

m/z-->

Abundance Scan 2093 (14.398 min): BF099934.D (-2091) (-)
57.1

112.1

83.0

267.2
185.1 241.2143.0 213.0

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

5000

m/z-->

Abundance #83034: Decane, 5,6-dipropyl-
57.0

112.0

83.029.0
169.0141.0 197.0 226.0

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

5000

m/z-->

Abundance #97350: Carbonic acid, neopentyl 2-ethylhexyl ester
71.0

43.0

112.0

188.0

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

5000

m/z-->

Abundance #216544: Oxalic acid, 2-ethylhexyl pentadecyl ester
57.0

112.0

83.0 255.0
29.0 157.0 210.0182.0

14.00 14.20 14.40 14.60 14.80

m/z  57.10  100.00%

14.00 14.20 14.40 14.60 14.80

m/z  71.05   72.44%

14.00 14.20 14.40 14.60 14.80

m/z  70.05   65.98%

14.00 14.20 14.40 14.60 14.80

m/z  43.05   53.76%

14.00 14.20 14.40 14.60 14.80

m/z 112.05   53.07%
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ClientSampleId :
EFF-WASTE-WATER



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  unknown15.06                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.06   97.64 ng        2021400   Perylene-d12               15.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Nonadecanone, O-methyloxime       311 C20H41NO       036379-39-2 43
 2 trans-1-Nitro-1-propene              87 C3H5NO2        017082-05-2 43
 3 1,2-Cyclohexanediol, 1-methyl-4-... 216 C11H20O4       056859-97-3 38
 4 3,6,9,12-Tetraoxatetradecane-1,1... 322 C14H26O8       022790-13-2 38
 5 Ethanol, 2,2'-[1,2-ethanediylbis... 234 C10H18O6       000111-21-7 38

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

5000

m/z-->

Abundance Scan 2206 (15.063 min): BF099934.D (-2198) (-)
87.0

57.1 197.2

112.1
143.1 265.3 327.3168.1 223.2

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

5000

m/z-->

Abundance #153834: 2-Nonadecanone, O-methyloxime
87.0

43.0

114.0 264.0 311.0142.0167.0 195.0 226.0

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

5000

m/z-->

Abundance #1847: trans-1-Nitro-1-propene
87.0

39.0

12.0

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

5000

m/z-->

Abundance #73911: 1,2-Cyclohexanediol, 1-methyl-4-(2-methyl-1,3-diox...
87.0

43.0

115.0 172.0 201.0141.0

14.80 15.00 15.20 15.40

m/z  87.00  100.00%

14.80 15.00 15.20 15.40

m/z  57.10   34.21%

14.80 15.00 15.20 15.40

m/z 197.20   34.02%

14.80 15.00 15.20 15.40

m/z  43.10   33.07%

14.80 15.00 15.20 15.40

m/z  71.10   30.23%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  Ethanol, 2,2'-[1,2-ethanedi...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.10   40.31 ng         834448   Perylene-d12               15.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2,2'-[1,2-ethanediylbis... 234 C10H18O6       000111-21-7 78
 2 Tetraethylene glycol, diacetate     278 C12H22O7       022790-12-1 43
 3 2-[2-[2-[2-[2-(2-Acetyloxyethoxy... 366 C16H30O9       1000351-90-8 37
 4 3,6,9,12-Tetraoxatetradecane-1,1... 322 C14H26O8       022790-13-2 32
 5 2-[2-[2-[2-[2-[2-[2-(2-Acetyloxy... 454 C20H38O11      1000351-90-6 32

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

5000

m/z-->

Abundance Scan 2382 (16.098 min): BF099934.D (-2374) (-)
87.0

43.0
131.1 203.1175.0 247.1 291.0

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

5000

m/z-->

Abundance #88553: Ethanol, 2,2'-[1,2-ethanediylbis(oxy)]bis-, diacetate
87.0

43.0

15.0 117.0

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

5000

m/z-->

Abundance #125390: Tetraethylene glycol, diacetate
87.0

43.0

15.0 131.0 175.0 205.0

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

5000

m/z-->

Abundance #193975: 2-[2-[2-[2-[2-(2-Acetyloxyethoxy)ethoxy]ethoxy]et...
87.0

43.0

131.015.0 175.0 219.0 249.0

15.80 16.00 16.20 16.40

m/z  86.95  100.00%

15.80 16.00 16.20 16.40

m/z  43.00   18.63%

15.80 16.00 16.20 16.40

m/z  88.00    4.82%

15.80 16.00 16.20 16.40

m/z  45.05    3.29%

15.80 16.00 16.20 16.40

m/z 131.10    2.71%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
  Data File : BF099934.D                                          
  Acq On    : 28 Oct 2017  23:05
  Operator  : SJ/JU
  Sample    : I5718-02 10X
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Propanone, 1-(a...   6.53    17.7 ng     404091  1   6.79  456092  20.0
1-Hexanol, 2-ethyl-    6.88   370.5 ng    8448720  1   6.79  456092  20.0
Hexanoic acid, 2-...   7.62   131.9 ng    4077860  2   8.07  618194  20.0
Octanoic acid          7.97   142.4 ng    4402470  2   8.07  618194  20.0
n-Decanoic acid        9.07   124.0 ng    3571760  3   9.82  575905  20.0
Dodecanoic acid       10.17   618.3 ng   17803600  3   9.82  575905  20.0
Tetradecanoic acid    11.02   147.2 ng    3216740  4  11.32  437186  20.0
n-Hexadecanoic acid   11.85    53.1 ng    1159770  4  11.32  437186  20.0
cis-Vaccenic acid     12.55    93.3 ng    2039030  4  11.32  437186  20.0
Octadecanoic acid     12.62    11.9 ng     259155  4  11.32  437186  20.0
3,6,9,12-Tetraoxa...  14.27    24.7 ng     516275  5  13.96  418748  20.0
unknown14.40          14.40    17.1 ng     357113  5  13.96  418748  20.0
unknown15.06          15.06    97.6 ng    2021400  6  15.43  414050  20.0
Ethanol, 2,2'-[1,...  16.10    40.3 ng     834448  6  15.43  414050  20.0
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