
                                     LSC Area Percent Report
 
  Data Path : U:\HPCHEM1\BNA_M\DATA\BM012818\
  Data File : BM013946.D                                          
  Acq On    : 29 Jan 2018  05:24
  Operator  : SJ/JU
  Sample    : J1244-04
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 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:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.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   3.140    23   26   30 rVB3   29073     34653   1.17%   0.083%
  2   3.751   126  130  135 rVB    41040     59570   2.00%   0.143%
  3   4.163   194  200  205 rBV   117782    171283   5.76%   0.410%
  4   4.734   291  297  309 rVB2  202566    479536  16.13%   1.149%
  5   5.345   394  401  409 rVB    96204    147833   4.97%   0.354%
 
  6   6.763   635  642  654 rBV2  588253   1079408  36.30%   2.586%
  7   6.922   662  669  676 rBV   473667    715495  24.06%   1.714%
  8   7.110   695  701  710 rBV   642725   1050219  35.32%   2.516%
  9   7.575   773  780  787 rBV   796110   1249952  42.03%   2.995%
 10   8.292   894  902  911 rBV   710636   1203896  40.48%   2.884%
 
 11   8.404   916  921  931 rVB2   33607     59803   2.01%   0.143%
 12   8.733   970  977  987 rBV   640722   1064632  35.80%   2.551%
 13   8.863   995  999 1008 rVB7   23778     47127   1.58%   0.113%
 14   9.128  1039 1044 1052 rVB3   31330     47775   1.61%   0.114%
 15   9.445  1090 1098 1109 rBV   551035    963857  32.41%   2.309%
 
 16   9.986  1183 1190 1203 rBV   777404   1406779  47.31%   3.370%
 17  10.351  1241 1252 1258 rBV  1037251   1744915  58.68%   4.180%
 18  10.504  1270 1278 1292 rBV   485398    982961  33.05%   2.355%
 19  11.898  1508 1515 1520 rBV5   36397     71486   2.40%   0.171%
 20  13.651  1805 1813 1817 rBV  1415827   2033447  68.38%   4.872%
 
 21  13.698  1817 1821 1827 rVB   406237    585879  19.70%   1.404%
 22  13.915  1850 1858 1869 rBV  1553844   2453542  82.50%   5.878%
 23  14.133  1888 1895 1903 rBV2   53999     78113   2.63%   0.187%
 24  14.227  1903 1911 1919 rVV2 1409586   2211117  74.35%   5.297%
 25  14.474  1947 1953 1969 rBV   302440    704684  23.70%   1.688%
 
 26  14.639  1977 1981 1984 rBV5   21728     35237   1.18%   0.084%
 27  15.039  2045 2049 2052 rBV    39372     48232   1.62%   0.116%
 28  15.092  2052 2058 2064 rVV3   69289     91162   3.07%   0.218%
 29  15.227  2075 2081 2087 rBV  1962435   2780402  93.50%   6.661%
 30  15.374  2100 2106 2116 rBV   425070    668876  22.49%   1.602%
 
 31  15.474  2119 2123 2125 rBV2   21530     33403   1.12%   0.080%
 32  15.604  2139 2145 2150 rBV   242832    347792  11.70%   0.833%
 33  15.957  2201 2205 2213 rBV4   74376    151420   5.09%   0.363%
 34  16.645  2316 2322 2329 rBV   387146    634492  21.34%   1.520%
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                                     LSC Area Percent Report
 
  Data Path : U:\HPCHEM1\BNA_M\DATA\BM012818\
  Data File : BM013946.D                                          
  Acq On    : 29 Jan 2018  05:24
  Operator  : SJ/JU
  Sample    : J1244-04
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 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:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
  Title     : SVOA CALIBRATION
 
 35  16.751  2337 2340 2345 rBV2   57821     72498   2.44%   0.174%
 
 36  16.986  2374 2380 2385 rBV2 1545286   2269899  76.33%   5.438%
 37  17.021  2385 2386 2391 rVB    76282     85569   2.88%   0.205%
 38  17.086  2391 2397 2402 rBV  1853672   2697157  90.70%   6.462%
 39  17.486  2462 2465 2470 rVB6   51608     66333   2.23%   0.159%
 40  17.892  2529 2534 2544 rBV2  363630    580116  19.51%   1.390%
 
 41  19.050  2727 2731 2738 rVB   316723    456347  15.35%   1.093%
 42  19.180  2750 2753 2761 rBV2  284346    409568  13.77%   0.981%
 43  19.386  2783 2788 2797 rBV2 2016466   2973848 100.00%   7.125%
 44  20.915  3045 3048 3054 rVB4  199698    278168   9.35%   0.666%
 45  21.186  3090 3094 3099 rBV  1614396   1999682  67.24%   4.791%
 
 46  23.238  3438 3443 3459 rVB2 1294683   2553578  85.87%   6.118%
 47  23.374  3461 3466 3473 rVB  1047404   1858487  62.49%   4.453%
 
 
                        Sum of corrected areas:    41740228
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                              LSC Report - Integrated Chromatogram

  Data Path : U:\HPCHEM1\BNA_M\DATA\BM012818\
  Data File : BM013946.D                                          
  Acq On    : 29 Jan 2018  05:24
  Operator  : SJ/JU
  Sample    : J1244-04
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.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 : U:\HPCHEM1\BNA_M\DATA\BM012818\
  Data File : BM013946.D                                          
  Acq On    : 29 Jan 2018  05:24
  Operator  : SJ/JU
  Sample    : J1244-04
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  1  (DEL) Alkane: Cyclic4.16        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.16    2.74 ng/ul      171283   1,4-Dichlorobenzene-d4      7.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 86
 2 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 80
 3 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 78
 4 2-Pentene, 2,3-dimethyl-             98 C7H14          010574-37-5 78
 5 2-Pentene, 3,4-dimethyl-, (E)-       98 C7H14          004914-92-5 78

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

5000

m/z-->

Abundance Scan 199 (4.157 min): BM013946.D (-194) (-)
83.1

55.1

208.1 267.0176.2148.1

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

5000

m/z-->

Abundance #3371: 2-Pentene, 2,4-dimethyl-
83.0

55.0

27.0

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

5000

m/z-->

Abundance #3354: 2-Pentene, 2,4-dimethyl-
55.0 83.0

27.0

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

5000

m/z-->

Abundance #3363: 2-Pentene, 2,4-dimethyl-
55.0 83.0

27.0

3.80 4.00 4.20 4.40

m/z  83.10  100.00%

3.80 4.00 4.20 4.40

m/z  55.10   69.98%

3.80 4.00 4.20 4.40

m/z  39.00   33.62%

3.80 4.00 4.20 4.40

m/z  42.95   32.21%

3.80 4.00 4.20 4.40

m/z  98.10   30.43%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_M\DATA\BM012818\
  Data File : BM013946.D                                          
  Acq On    : 29 Jan 2018  05:24
  Operator  : SJ/JU
  Sample    : J1244-04
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  2  unknown-01                      Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.73    7.67 ng/ul      479536   1,4-Dichlorobenzene-d4      7.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetamide, N-methyl-                 73 C3H7NO         000079-16-3 43
 2 Diacetamide                         101 C4H7NO2        000625-77-4 38
 3 Oxirane, (propoxymethyl)-           116 C6H12O2        003126-95-2 33
 4 Oxirane, (propoxymethyl)-           116 C6H12O2        003126-95-2 33
 5 Propanoic acid, 2-methyl-            88 C4H8O2         000079-31-2 25

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 296 (4.728 min): BM013946.D (-291) (-)
73.0

43.1

103.0 206.9

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #740: Acetamide, N-methyl-
73.043.0

15.0
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0

5000

m/z-->

Abundance #4023: Diacetamide
43.0

59.0

101.0
27.0 79.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #8130: Oxirane, (propoxymethyl)-
43.0

27.0
59.0

87.0 115.0

4.40 4.60 4.80 5.00

m/z  73.05  100.00%

4.40 4.60 4.80 5.00

m/z  43.10   44.25%

4.40 4.60 4.80 5.00

m/z  45.10   15.35%

4.40 4.60 4.80 5.00

m/z  41.10   14.51%

4.40 4.60 4.80 5.00

m/z  71.00    9.42%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_M\DATA\BM012818\
  Data File : BM013946.D                                          
  Acq On    : 29 Jan 2018  05:24
  Operator  : SJ/JU
  Sample    : J1244-04
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  3  unknown-02                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.35    2.37 ng/ul      147833   1,4-Dichlorobenzene-d4      7.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methyl 1-methylcyclopropyl ketone    98 C6H10O         001567-75-5 35
 2 5-Hexen-2-one                        98 C6H10O         000109-49-9 35
 3 2,3-Dihydrooxazole, 2-t-butyl-4-...  98 C6H10O         036808-01-2 12
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 

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

5000

m/z-->

Abundance Scan 402 (5.351 min): BM013946.D (-394) (-)
43.1

98.2
327.0133.0
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5000

m/z-->

Abundance #3272: Methyl 1-methylcyclopropyl ketone
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98.0
15.0 69.0
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m/z-->

Abundance #3152: 5-Hexen-2-one
43.0

15.0 83.0
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5000

m/z-->

Abundance #3287: 2,3-Dihydrooxazole, 2-t-butyl-4-(1-hydroxy-1-methyl...
43.0

98.0
69.0

5.00 5.20 5.40 5.60

m/z  43.10  100.00%

5.00 5.20 5.40 5.60

m/z  56.00   25.19%

5.00 5.20 5.40 5.60

m/z  39.10   21.31%

5.00 5.20 5.40 5.60

m/z  41.00   18.63%

5.00 5.20 5.40 5.60

m/z  55.10   15.55%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_M\DATA\BM012818\
  Data File : BM013946.D                                          
  Acq On    : 29 Jan 2018  05:24
  Operator  : SJ/JU
  Sample    : J1244-04
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  4  Benzophenone                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.60    3.06 ng/ul      347792   Phenanthrene-d10           16.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzophenone                        182 C13H10O        000119-61-9 95
 2 Benzophenone                        182 C13H10O        000119-61-9 95
 3 Benzophenone                        182 C13H10O        000119-61-9 94
 4 Benzophenone                        182 C13H10O        000119-61-9 90
 5 Benzenecarbothioic acid, S-methy... 152 C8H8OS         005925-68-8 58

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2144 (15.598 min): BM013946.D (-2139) (-)
105.077.0

182.1

51.0

152.1128.2 208.2

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #47242: Benzophenone
105.077.0

51.0

182.0

27.0 152.0126.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #47243: Benzophenone
105.0

77.0 182.0

51.0

152.027.0 126.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #47241: Benzophenone
105.0

77.0

182.0
51.0

152.027.0 126.0

15.20 15.40 15.60 15.80 16.00

m/z 105.00  100.00%

15.20 15.40 15.60 15.80 16.00

m/z  77.05   89.25%

15.20 15.40 15.60 15.80 16.00

m/z 182.10   62.06%

15.20 15.40 15.60 15.80 16.00

m/z  51.00   35.47%

15.20 15.40 15.60 15.80 16.00

m/z  50.00   14.79%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_M\DATA\BM012818\
  Data File : BM013946.D                                          
  Acq On    : 29 Jan 2018  05:24
  Operator  : SJ/JU
  Sample    : J1244-04
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  5  Tetradecanoic acid              Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.89    5.11 ng/ul      580116   Phenanthrene-d10           16.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 94
 2 n-Decanoic acid                     172 C10H20O2       000334-48-5 70
 3 Dodecanoic acid                     200 C12H24O2       000143-07-7 58
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 58
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 58

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

5000

m/z-->

Abundance Scan 2534 (17.892 min): BM013946.D (-2529) (-)
73.041.0

129.1
213.2

97.0 185.1157.0 256.2
281.1

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

20 40 60 80 100 120 140 160 180 200 220 240 260 280
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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 #61122: Dodecanoic acid
73.0

43.0 129.0
157.0

101.0 200.0

17.60 17.80 18.00 18.20

m/z  73.00  100.00%

17.60 17.80 18.00 18.20

m/z  41.05   92.10%

17.60 17.80 18.00 18.20

m/z  43.10   89.07%

17.60 17.80 18.00 18.20

m/z  55.05   73.63%

17.60 17.80 18.00 18.20

m/z  60.10   71.02%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_M\DATA\BM012818\
  Data File : BM013946.D                                          
  Acq On    : 29 Jan 2018  05:24
  Operator  : SJ/JU
  Sample    : J1244-04
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  6  Octadecanoic acid               Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.18    4.10 ng/ul      409568   Chrysene-d12               21.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 95
 2 Octadecanoic acid                   284 C18H36O2       000057-11-4 94
 3 Octadecanoic acid                   284 C18H36O2       000057-11-4 93
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 93
 5 Heptadecanoic acid                  270 C17H34O2       000506-12-7 91
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_M\DATA\BM012818\
  Data File : BM013946.D                                          
  Acq On    : 29 Jan 2018  05:24
  Operator  : SJ/JU
  Sample    : J1244-04
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  7  2- Chloropropionic acid, pe...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.92    2.78 ng/ul      278168   Chrysene-d12               21.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2- Chloropropionic acid, pentade... 318 C18H35ClO2     1000292-44-1 93
 2 Pentafluoropropionic acid, tetra... 360 C17H29F5O2     006222-06-6 93
 3 Tetradecyl trifluoroacetate         310 C16H29F3O2     006222-02-2 93
 4 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 90
 5 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 90
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : U:\HPCHEM1\BNA_M\DATA\BM012818\
  Data File : BM013946.D                                          
  Acq On    : 29 Jan 2018  05:24
  Operator  : SJ/JU
  Sample    : J1244-04
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.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|
----------------------------------------------------------------------------
(DEL) Alkane: Cyc...   4.16     2.7 ng/ul   171283  1   7.57 1249950  20.0
unknown-01             4.73     7.7 ng/ul   479536  1   7.57 1249950  20.0
unknown-02             5.35     2.4 ng/ul   147833  1   7.57 1249950  20.0
Benzophenone          15.60     3.1 ng/ul   347792  4  16.98 2269900  20.0
Tetradecanoic acid    17.89     5.1 ng/ul   580116  4  16.98 2269900  20.0
Octadecanoic acid     19.18     4.1 ng/ul   409568  5  21.19 1999680  20.0
2- Chloropropioni...  20.92     2.8 ng/ul   278168  5  21.19 1999680  20.0
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