
                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112322\
  Data File : VN075394.D                                          
  Acq On    : 23 Nov 2022  14:23
  Operator  : JC\MD
  Sample    : N5692-01 10X
  Misc      : 1.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 11   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:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
  Title     : SW846 8260
 
  Signal     : TIC: VN075394.D\data.ms
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   8.171  1029 1040 1044 rBV2   83186    203568   2.33%   0.342%
  2   8.230  1044 1050 1060 rVB   234835    528156   6.04%   0.888%
  3   8.583  1100 1110 1122 rBB    65098    145348   1.66%   0.244%
  4   9.100  1190 1198 1211 rBV   327030    675104   7.72%   1.135%
  5  10.571  1438 1448 1455 rBV   213355    400542   4.58%   0.674%
 
  6  11.647  1622 1631 1643 rVV4   93649    239319   2.74%   0.402%
  7  11.747  1643 1648 1654 rVB    90552    140124   1.60%   0.236%
  8  11.865  1662 1668 1680 rVB   466041    826062   9.44%   1.389%
  9  12.071  1694 1703 1708 rBV   399872    721513   8.25%   1.213%
 10  12.153  1714 1717 1723 rVB2   61122    100605   1.15%   0.169%
 
 11  12.371  1747 1754 1756 rBV3  145513    250544   2.86%   0.421%
 12  12.482  1768 1773 1778 rVB2  125861    212129   2.43%   0.357%
 13  12.600  1778 1793 1805 rBV7  139296    735709   8.41%   1.237%
 14  12.706  1805 1811 1813 rBV4   65189    128479   1.47%   0.216%
 15  12.771  1819 1822 1824 rBV    77780     88130   1.01%   0.148%
 
 16  12.800  1824 1827 1831 rVB   197408    264826   3.03%   0.445%
 17  12.853  1831 1836 1839 rBV   357271    631374   7.22%   1.062%
 18  13.035  1860 1867 1871 rVB2  166215    300088   3.43%   0.505%
 19  13.100  1871 1878 1882 rBV   595240   1066366  12.19%   1.793%
 20  13.165  1882 1889 1896 rVB3 1017021   2225560  25.44%   3.742%
 
 21  13.229  1896 1900 1905 rVB2  157586    254774   2.91%   0.428%
 22  13.335  1905 1918 1925 rBV4  264290    884399  10.11%   1.487%
 23  13.400  1925 1929 1937 rVB5  157382    309218   3.54%   0.520%
 24  13.482  1937 1943 1949 rBV  1136060   1877401  21.46%   3.157%
 25  13.576  1956 1959 1963 rBV5   56766     99337   1.14%   0.167%
 
 26  13.618  1963 1966 1970 rVB3  105275    136479   1.56%   0.229%
 27  13.676  1970 1976 1981 rBV5  388501    813086   9.30%   1.367%
 28  13.723  1981 1984 1987 rVB2  133099    147695   1.69%   0.248%
 29  13.794  1991 1996 1999 rBV2  616102   1104535  12.63%   1.857%
 30  13.859  2004 2007 2014 rVB2  263438    410190   4.69%   0.690%
 
 31  13.953  2014 2023 2025 rBV5  224514    526279   6.02%   0.885%
 32  13.988  2025 2029 2032 rVV2  729667   1278111  14.61%   2.149%
 33  14.023  2032 2035 2045 rVB3  619731   1289000  14.74%   2.167%
 34  14.112  2045 2050 2056 rBV3 1007957   1845475  21.10%   3.103%
 35  14.188  2060 2063 2066 rVV   188443    278210   3.18%   0.468%
 
 36  14.247  2069 2073 2075 rVV   375375    589226   6.74%   0.991%
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                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112322\
  Data File : VN075394.D                                          
  Acq On    : 23 Nov 2022  14:23
  Operator  : JC\MD
  Sample    : N5692-01 10X
  Misc      : 1.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 11   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:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
  Title     : SW846 8260
 
 37  14.276  2076 2078 2082 rVV   403891    506296   5.79%   0.851%
 38  14.329  2082 2087 2092 rVB   639214   1021247  11.68%   1.717%
 39  14.441  2101 2106 2112 rVB3  649424   1108261  12.67%   1.864%
 40  14.512  2114 2118 2123 rVB7  138629    267169   3.05%   0.449%
 
 41  14.576  2124 2129 2133 rBV4  321538    621449   7.10%   1.045%
 42  14.629  2133 2138 2141 rBV2  633539    985807  11.27%   1.658%
 43  14.694  2146 2149 2153 rVB   469507    577768   6.61%   0.972%
 44  14.735  2153 2156 2160 rVB   461532    570678   6.52%   0.960%
 45  14.782  2160 2164 2171 rVB3  318967    779706   8.91%   1.311%
 
 46  14.847  2171 2175 2176 rBV   226474    282878   3.23%   0.476%
 47  14.876  2177 2180 2184 rVB2  413856    603210   6.90%   1.014%
 48  14.935  2184 2190 2191 rBV2  676880   1053855  12.05%   1.772%
 49  14.959  2192 2194 2200 rVB2  818815   1218324  13.93%   2.049%
 50  15.053  2200 2210 2229 rVB6 2710327   8747001 100.00%  14.708%
 
 51  15.212  2232 2237 2244 rVB   660596   1195228  13.66%   2.010%
 52  15.282  2244 2249 2250 rBV5  201854    304492   3.48%   0.512%
 53  15.323  2251 2256 2261 rBV4  575030   1043608  11.93%   1.755%
 54  15.447  2269 2277 2283 rVB3  686589   1599150  18.28%   2.689%
 55  15.600  2297 2303 2306 rBV4  315011    626752   7.17%   1.054%
 
 56  15.700  2314 2320 2324 rBV   479759    976375  11.16%   1.642%
 57  15.753  2324 2329 2332 rVV2  402969    701331   8.02%   1.179%
 58  15.835  2339 2343 2354 rVB3  833373   1891149  21.62%   3.180%
 59  15.947  2354 2362 2369 rBV3  618826   1587111  18.14%   2.669%
 60  16.023  2371 2375 2380 rVV   130103    226051   2.58%   0.380%
 
 61  16.123  2386 2392 2394 rBV3  262804    503269   5.75%   0.846%
 62  16.170  2395 2400 2410 rVB  1199632   2396053  27.39%   4.029%
 63  16.259  2411 2415 2420 rVB2  164486    271081   3.10%   0.456%
 64  16.341  2421 2429 2436 rBV4  374186   1089175  12.45%   1.831%
 65  16.506  2447 2457 2463 rBV   698088   1957617  22.38%   3.292%
 
 66  16.711  2483 2492 2498 rBV3  986245   2365083  27.04%   3.977%
 67  16.782  2499 2504 2505 rBV3  477507    666107   7.62%   1.120%
 
 
                        Sum of corrected areas:    59470242
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                                          LSC Report - Integrated Chromatogram

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112322\
  Data File : VN075394.D                                          
  Acq On    : 23 Nov 2022  14:23
  Operator  : JC\MD
  Sample    : N5692-01 10X
  Misc      : 1.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112322\
  Data File : VN075394.D                                          
  Acq On    : 23 Nov 2022  14:23
  Operator  : JC\MD
  Sample    : N5692-01 10X
  Misc      : 1.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  unknown13.988                   Concentration Rank  9

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.988   57.86 ug/l      1278110   1,4-Dichlorobenzene-d4     13.794

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-methyl-3-propyl-         134 C10H14         001074-43-7 46
 2 Benzene, (1-methylpropyl)-          134 C10H14         000135-98-8 46
 3 2-Tolyloxirane                      134 C9H10O         002783-26-8 38
 4 Benzene, 1-methyl-2-propyl-         134 C10H14         001074-17-5 38
 5 Benzene, 1-methyl-4-propyl-         134 C10H14         001074-55-1 38

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 2029 (13.988 min): VN075394.D\data.ms (-2025) (-
105.1

134.2
77.039.0

155.0 190.1

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0

134.0

77.039.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #17039: Benzene, (1-methylpropyl)-
105.0

134.0
77.051.027.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #17529: 2-Tolyloxirane
105.0

134.0

77.0
51.027.0

14.00

m/z 105.10  100.00%

14.00

m/z 117.10   47.19%

14.00

m/z 118.10   27.50%

14.00

m/z 134.20   24.25%

14.00

m/z 115.10   18.16%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112322\
  Data File : VN075394.D                                          
  Acq On    : 23 Nov 2022  14:23
  Operator  : JC\MD
  Sample    : N5692-01 10X
  Misc      : 1.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  Undecane                        Concentration Rank  6

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.112   83.54 ug/l      1845480   1,4-Dichlorobenzene-d4     13.794

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecane                            156 C11H24         001120-21-4 96
 2 Decane, 1,1'-oxybis-                298 C20H42O        002456-28-2 80
 3 Nonane, 5-(1-methylpropyl)-         184 C13H28         062185-54-0 50
 4 Tetradecane                         198 C14H30         000629-59-4 47
 5 Carbonic acid, octyl vinyl ester    200 C11H20O3       1000383-25-5 47

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

5000

m/z-->

Abundance Scan 2050 (14.112 min): VN075394.D\data.ms (-2045) (-
57.1

85.1

138.2
172.0

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

5000

m/z-->

Abundance #33080: Undecane
57.0

85.0
29.0

156.0113.0

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

5000

m/z-->

Abundance #197436: Decane, 1,1'-oxybis-
57.0

85.0

112.029.0 140.0

171.0 213.0 255.0

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

5000

m/z-->

Abundance #59111: Nonane, 5-(1-methylpropyl)-
57.0

85.0

126.029.0

155.0

14.00 14.50

m/z  57.10  100.00%

14.00 14.50

m/z  43.10   78.67%

14.00 14.50

m/z  71.10   55.87%

14.00 14.50

m/z  41.10   55.65%

14.00 14.50

m/z  85.10   35.22%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112322\
  Data File : VN075394.D                                          
  Acq On    : 23 Nov 2022  14:23
  Operator  : JC\MD
  Sample    : N5692-01 10X
  Misc      : 1.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  Dodecane                        Concentration Rank 10

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.959   55.15 ug/l      1218320   1,4-Dichlorobenzene-d4     13.794

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane                            170 C12H26         000112-40-3 83
 2 Tridecane                           184 C13H28         000629-50-5 52
 3 Carbonic acid, prop-1-en-2-yl te... 298 C18H34O3       1000382-90-9 52
 4 Carbonic acid, tetradecyl vinyl ... 284 C17H32O3       1000382-54-5 50
 5 Decane, 3,8-dimethyl-               170 C12H26         017312-55-9 47

20 40 60 80 100120140160180200220240260280
0

5000

m/z-->

Abundance Scan 2194 (14.959 min): VN075394.D\data.ms (-2192) (-
57.1

119.1

170.386.1 206.1 281.1

20 40 60 80 100120140160180200220240260280
0

5000

m/z-->

Abundance #45478: Dodecane
57.0

27.0 98.0 170.0127.0

20 40 60 80 100120140160180200220240260280
0

5000

m/z-->

Abundance #59029: Tridecane
57.0

27.0 99.0 184.0141.0

20 40 60 80 100120140160180200220240260280
0

5000

m/z-->

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0

97.0
28.0 126.0 168.0 241.0197.0

15.00

m/z  57.10  100.00%

15.00

m/z  43.10   76.32%

15.00

m/z 119.10   72.65%

15.00

m/z  71.10   63.88%

15.00

m/z  41.10   43.15%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112322\
  Data File : VN075394.D                                          
  Acq On    : 23 Nov 2022  14:23
  Operator  : JC\MD
  Sample    : N5692-01 10X
  Misc      : 1.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Butylated Hydroxytoluene        Concentration Rank  1

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.053  395.96 ug/l      8747000   1,4-Dichlorobenzene-d4     13.794

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butylated Hydroxytoluene            220 C15H24O        000128-37-0 95
 2 Benzene, 1-methyl-4-(2-propenyl)-   132 C10H12         003333-13-9 83
 3 1H-Indene, 2,3-dihydro-5-methyl-    132 C10H12         000874-35-1 46
 4 Phenol, 2,4,6-tris(1-methylethyl)-  220 C15H24O        002934-07-8 46
 5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12         000767-99-7 46

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

5000

m/z-->

Abundance Scan 2210 (15.053 min): VN075394.D\data.ms (-2200) (-
205.3

117.1

91.1
57.1 145.1 177.2

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

5000

m/z-->

Abundance #99218: Butylated Hydroxytoluene
205.0

57.0 145.0105.0 177.081.0

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

5000

m/z-->

Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0

91.0

51.0
27.0

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

5000

m/z-->

Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0

91.039.0 65.0

15.00

m/z 205.30  100.00%

15.00

m/z 117.10   82.90%

15.00

m/z 115.10   30.91%

15.00

m/z 132.05   30.40%

15.00

m/z  91.10   23.83%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112322\
  Data File : VN075394.D                                          
  Acq On    : 23 Nov 2022  14:23
  Operator  : JC\MD
  Sample    : N5692-01 10X
  Misc      : 1.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  1H-Indene, 2,3-dihydro-1,6-...  Concentration Rank  7

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.447   72.39 ug/l      1599150   1,4-Dichlorobenzene-d4     13.794

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14         017059-48-2 70
 2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14         004175-53-5 70
 3 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14         004912-92-9 70
 4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14         017057-82-8 70
 5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14         001559-81-5 70

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2277 (15.447 min): VN075394.D\data.ms (-2269) (-
131.1

91.1
162.2

39.0 65.0 188.2

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0

91.039.0 64.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0

91.0
39.0 64.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0

91.0

51.027.0

15.50

m/z 131.05  100.00%

15.50

m/z 133.05   37.79%

15.50

m/z 146.15   21.41%

15.50

m/z  91.10   18.72%

15.50

m/z 115.10   15.80%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112322\
  Data File : VN075394.D                                          
  Acq On    : 23 Nov 2022  14:23
  Operator  : JC\MD
  Sample    : N5692-01 10X
  Misc      : 1.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Tridecane                       Concentration Rank  5

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.835   85.61 ug/l      1891150   1,4-Dichlorobenzene-d4     13.794

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane                           184 C13H28         000629-50-5 95
 2 Dodecane                            170 C12H26         000112-40-3 46
 3 Carbonic acid, tetradecyl vinyl ... 284 C17H32O3       1000382-54-5 46
 4 Nonane, 3,7-dimethyl-               156 C11H24         017302-32-8 46
 5 Tetradecane                         198 C14H30         000629-59-4 46

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

5000

m/z-->

Abundance Scan 2343 (15.835 min): VN075394.D\data.ms (-2339) (-
57.1

105.1

162.2
194.4

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

5000

m/z-->

Abundance #59028: Tridecane
57.0

85.0

29.0

184.0112.0 141.0

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

5000

m/z-->

Abundance #45478: Dodecane
57.0

85.0

29.0
170.0112.0 141.0

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

5000

m/z-->

Abundance #178950: Carbonic acid, tetradecyl vinyl ester
57.0

85.0

111.029.0 196.0 241.0168.0140.0

15.50 16.00

m/z  57.10  100.00%

15.50 16.00

m/z  43.10   72.81%

15.50 16.00

m/z  71.10   63.18%

15.50 16.00

m/z 105.10   51.45%

15.50 16.00

m/z  41.05   42.23%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112322\
  Data File : VN075394.D                                          
  Acq On    : 23 Nov 2022  14:23
  Operator  : JC\MD
  Sample    : N5692-01 10X
  Misc      : 1.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  1H-Indene, 2,3-dihydro-4,7-...  Concentration Rank  8

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.947   71.85 ug/l      1587110   1,4-Dichlorobenzene-d4     13.794

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14         006682-71-9 97
 2 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14         001685-82-1 93
 3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14         004175-53-5 91
 4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14         017059-48-2 90
 5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14         001075-22-5 90

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 2362 (15.947 min): VN075394.D\data.ms (-2354) (-
131.1

105.1
77.139.0 162.2

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0

27.0 91.051.0 71.0 111.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0

39.0 91.063.015.0 111.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0

91.0
39.0 64.0

111.0

16.00

m/z 131.05  100.00%

16.00

m/z 146.20   31.37%

16.00

m/z 115.05   17.31%

16.00

m/z 105.10   16.16%

16.00

m/z 129.00   14.32%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112322\
  Data File : VN075394.D                                          
  Acq On    : 23 Nov 2022  14:23
  Operator  : JC\MD
  Sample    : N5692-01 10X
  Misc      : 1.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  Benzene, (1-methylenebutyl)-    Concentration Rank  2

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.170  108.46 ug/l      2396050   1,4-Dichlorobenzene-d4     13.794

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, (1-methylenebutyl)-        146 C11H14         005676-32-4 83
 2 Benzene, (1-ethyl-2-propenyl)-      146 C11H14         019947-22-9 80
 3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14         001680-51-9 72
 4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14         002809-64-5 60
 5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16         013065-07-1 53

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 2400 (16.170 min): VN075394.D\data.ms (-2395) (-
118.1

146.2

91.1

39.0 63.0
180.2

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #24993: Benzene, (1-methylenebutyl)-
118.0

91.0
51.0 146.027.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #25002: Benzene, (1-ethyl-2-propenyl)-
118.0

91.0

51.0 146.0
27.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

105.0

77.039.0

16.00 16.50

m/z 118.10  100.00%

16.00 16.50

m/z 131.05   67.77%

16.00 16.50

m/z 146.20   63.26%

16.00 16.50

m/z 117.10   52.09%

16.00 16.50

m/z 105.10   37.62%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112322\
  Data File : VN075394.D                                          
  Acq On    : 23 Nov 2022  14:23
  Operator  : JC\MD
  Sample    : N5692-01 10X
  Misc      : 1.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  Naphthalene, 1,2,3,4-tetrah...  Concentration Rank  4

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.506   88.62 ug/l      1957620   1,4-Dichlorobenzene-d4     13.794

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14         001680-51-9 90
 2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14         002809-64-5 74
 3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14         000769-25-5 64
 4 2-Propenal, 3-(4-methylphenyl)-     146 C10H10O        001504-75-2 62
 5 1H-Benzimidazole, 5,6-dimethyl-     146 C9H10N2        000582-60-5 58

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2457 (16.506 min): VN075394.D\data.ms (-2447) (-
131.1

91.1

39.0 160.263.1
208.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

39.0 91.0
15.0

63.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

105.0

39.0 77.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #25024: Benzene, 2-ethenyl-1,3,5-trimethyl-
146.0

91.0 115.0
39.0 65.015.0

16.20 16.40 16.60

m/z 131.05  100.00%

16.20 16.40 16.60

m/z 118.05   62.65%

16.20 16.40 16.60

m/z 146.20   59.36%

16.20 16.40 16.60

m/z 145.20   39.59%

16.20 16.40 16.60

m/z 117.10   33.21%

82N112122W.M Mon Nov 28 14:17:19 2022                                                      Page: 12

Instrument :
MSVOA_N
ClientSampleId :
DF-SPILL-DRUM-11-3



                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112322\
  Data File : VN075394.D                                          
  Acq On    : 23 Nov 2022  14:23
  Operator  : JC\MD
  Sample    : N5692-01 10X
  Misc      : 1.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
  Quant Title  : SW846 8260

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  Naphthalene, 1,2,3,4-tetrah...  Concentration Rank  3

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.712  107.06 ug/l      2365080   1,4-Dichlorobenzene-d4     13.794

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16         004175-54-6 96
 2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16         014679-13-1 78
 3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16         013065-07-1 76
 4 Benzene, 1,2,4-trimethyl-5-(1-me... 160 C12H16         054340-84-0 70
 5 Benzene, (3-methyl-1-methylenebu... 160 C12H16         038212-14-5 64

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2492 (16.711 min): VN075394.D\data.ms (-2483) (-
118.1

145.2

91.0
39.0 65.1 174.2196.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0

145.0

91.0

51.028.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0

105.0
77.039.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0

160.0

39.0 91.0
63.0

16.40 16.60

m/z 118.10  100.00%

16.40 16.60

m/z 145.20   80.94%

16.40 16.60

m/z 160.20   64.17%

16.40 16.60

m/z 117.10   43.25%

16.40 16.60

m/z 105.10   35.17%
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                                      Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112322\
  Data File : VN075394.D                                          
  Acq On    : 23 Nov 2022  14:23
  Operator  : JC\MD
  Sample    : N5692-01 10X
  Misc      : 1.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
  Quant Title  : SW846 8260
 
  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
unknown13.988       13.988    57.9  ug/l  1278110   4  13.794 1104540  50.0
Undecane            14.112    83.5  ug/l  1845480   4  13.794 1104540  50.0
Dodecane            14.959    55.1  ug/l  1218320   4  13.794 1104540  50.0
Butylated Hydro...  15.053   396.0  ug/l  8747000   4  13.794 1104540  50.0
1H-Indene, 2,3-...  15.447    72.4  ug/l  1599150   4  13.794 1104540  50.0
Tridecane           15.835    85.6  ug/l  1891150   4  13.794 1104540  50.0
1H-Indene, 2,3-...  15.947    71.8  ug/l  1587110   4  13.794 1104540  50.0
Benzene, (1-met...  16.170   108.5  ug/l  2396050   4  13.794 1104540  50.0
Naphthalene, 1,...  16.506    88.6  ug/l  1957620   4  13.794 1104540  50.0
Naphthalene, 1,...  16.712   107.1  ug/l  2365080   4  13.794 1104540  50.0
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