
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
  Data File : VN054590.D                                          
  Acq On    : 23 Mar 2019   6:55
  Operator  : JC/SP
  Sample    : K2045-16
  Misc      : 5.53g/5mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   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\82N032019W.M
  Title     : SW846 8260
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   2.513   200  230  232 rBV10   48297    150629   2.68%   0.349%
  2   2.558   236  244  263 rVB3   90966    175146   3.11%   0.406%
  3   7.590  1787 1809 1819 rBV   348877    867377  15.42%   2.008%
  4   7.661  1819 1831 1849 rVB   640777   1530229  27.21%   3.543%
  5   8.024  1927 1944 1968 rVB2  417552    974619  17.33%   2.257%
 
  6   8.583  2103 2118 2146 rBV   982697   2096984  37.29%   4.856%
  7   9.075  2259 2271 2284 rBV4   50022    100904   1.79%   0.234%
  8   9.651  2440 2450 2462 rBV2   29955     58826   1.05%   0.136%
  9  10.088  2573 2586 2618 rBV  1486202   2966888  52.75%   6.870%
 10  10.718  2774 2782 2794 rVB4   39597     63794   1.13%   0.148%
 
 11  10.818  2805 2813 2826 rBV    36069     78935   1.40%   0.183%
 12  11.001  2864 2870 2881 rVB4   54471     94237   1.68%   0.218%
 13  11.297  2955 2962 2981 rVB   103919    223633   3.98%   0.518%
 14  11.410  2984 2997 3002 rBV  1425101   2833696  50.38%   6.561%
 15  11.593  3046 3054 3063 rBV5   54359    100671   1.79%   0.233%
 
 16  11.654  3065 3073 3081 rBV4  161933    285049   5.07%   0.660%
 17  11.850  3127 3134 3143 rBV4  161751    255511   4.54%   0.592%
 18  11.924  3144 3157 3168 rBV6  441582    977608  17.38%   2.264%
 19  11.975  3170 3173 3179 rVB2   78238     87015   1.55%   0.201%
 20  12.043  3186 3194 3203 rVB   749552   1085316  19.30%   2.513%
 
 21  12.117  3208 3217 3222 rVV2  354417    611972  10.88%   1.417%
 22  12.156  3223 3229 3240 rVB5  520681    943352  16.77%   2.184%
 23  12.294  3260 3272 3280 rBV9  376569    991715  17.63%   2.296%
 24  12.403  3296 3306 3315 rBV  1023756   1777073  31.60%   4.115%
 25  12.561  3349 3355 3369 rVB4  592278   1149149  20.43%   2.661%
 
 26  12.644  3371 3381 3391 rBV7  227344    534985   9.51%   1.239%
 27  12.728  3394 3407 3416 rBV7  655752   1576253  28.03%   3.650%
 28  12.869  3444 3451 3458 rBV3  314207    491114   8.73%   1.137%
 29  12.959  3473 3479 3492 rVB  1263766   2021621  35.95%   4.681%
 30  13.088  3512 3519 3528 rBV   413521    666688  11.85%   1.544%
 
 31  13.143  3530 3536 3550 rVB6  432378    968482  17.22%   2.243%
 32  13.239  3552 3566 3572 rBV5  744549   1551728  27.59%   3.593%
 33  13.281  3573 3579 3587 rVB2  888055   1286041  22.87%   2.978%
 34  13.358  3592 3603 3618 rVB2 2380881   5624112 100.00%  13.023%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
  Data File : VN054590.D                                          
  Acq On    : 23 Mar 2019   6:55
  Operator  : JC/SP
  Sample    : K2045-16
  Misc      : 5.53g/5mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   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\82N032019W.M
  Title     : SW846 8260
 
 35  13.657  3686 3696 3707 rBV4 1686461   3323658  59.10%   7.696%
 
 36  13.991  3793 3800 3809 rBV3  332608    556280   9.89%   1.288%
 37  14.178  3847 3858 3883 rVB10  854263   2584801  45.96%   5.985%
 38  14.297  3888 3895 3900 rVV2  282688    445477   7.92%   1.032%
 39  14.329  3901 3905 3914 rVB3  393751    538702   9.58%   1.247%
 40  14.522  3961 3965 3974 rVB3  190762    247384   4.40%   0.573%
 
 41  14.638  3996 4001 4013 rVB6  186541    289502   5.15%   0.670%
 
 
                        Sum of corrected areas:    43187156
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
  Data File : VN054590.D                                          
  Acq On    : 23 Mar 2019   6:55
  Operator  : JC/SP
  Sample    : K2045-16
  Misc      : 5.53g/5mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.M
  Quant Title  : SW846 8260

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

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
  Data File : VN054590.D                                          
  Acq On    : 23 Mar 2019   6:55
  Operator  : JC/SP
  Sample    : K2045-16
  Misc      : 5.53g/5mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  unknown11.92                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.92   17.25 ug/l       977608   Chlorobenzene-d5           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octane, 3,5-dimethyl-               142 C10H22         015869-93-9 49
 2 Nonane, 4-methyl-                   142 C10H22         017301-94-9 46
 3 Dodecane, 2,6,10-trimethyl-         212 C15H32         003891-98-3 43
 4 Octane, 2,5-dimethyl-               142 C10H22         015869-89-3 43
 5 Heptane, 3-ethyl-2-methyl-          142 C10H22         014676-29-0 38

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 3156 (11.921 min): VN054590.D (-3144) (-)
57.1

97.141.1

126.1
81.0 142.1 174.1 202.2

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19195: Octane, 3,5-dimethyl-
57.0

41.0

85.0 113.0
142.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19173: Nonane, 4-methyl-
57.0

41.0
98.0

72.0 142.026.0 113.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #71410: Dodecane, 2,6,10-trimethyl-
57.0

41.0
85.0

127.0112.0 183.0155.0

11.60 11.80 12.00 12.20

m/z  57.10  100.00%

11.60 11.80 12.00 12.20

m/z  43.10   82.33%

11.60 11.80 12.00 12.20

m/z  55.05   64.05%

11.60 11.80 12.00 12.20

m/z  97.10   56.07%

11.60 11.80 12.00 12.20

m/z  41.10   54.15%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
  Data File : VN054590.D                                          
  Acq On    : 23 Mar 2019   6:55
  Operator  : JC/SP
  Sample    : K2045-16
  Misc      : 5.53g/5mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  Nonane, 3-methyl-               Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.04   19.15 ug/l      1085320   Chlorobenzene-d5           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonane, 3-methyl-                   142 C10H22         005911-04-6 91
 2 Octane, 2,6-dimethyl-               142 C10H22         002051-30-1 87
 3 Octane, 3,6-dimethyl-               142 C10H22         015869-94-0 86
 4 Undecane, 6,6-dimethyl-             184 C13H28         017312-76-4 59
 5 Nonane, 4-methyl-5-propyl-          184 C13H28         062185-55-1 59

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 3193 (12.040 min): VN054590.D (-3186) (-)
57.1

41.1

113.185.1
142.1 193.1163.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19170: Nonane, 3-methyl-
57.0

41.0

113.0
85.015.0 142.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19197: Octane, 2,6-dimethyl-
57.0

41.0

113.0
85.0

142.015.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19185: Octane, 3,6-dimethyl-
57.0

41.0

113.0
85.0 142.025.0

11.80 12.00 12.20 12.40

m/z  57.10  100.00%

11.80 12.00 12.20 12.40

m/z  71.10   58.87%

11.80 12.00 12.20 12.40

m/z  43.10   54.31%

11.80 12.00 12.20 12.40

m/z  41.10   41.54%

11.80 12.00 12.20 12.40

m/z  56.10   32.66%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
  Data File : VN054590.D                                          
  Acq On    : 23 Mar 2019   6:55
  Operator  : JC/SP
  Sample    : K2045-16
  Misc      : 5.53g/5mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  5  unknown12.16                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.16   16.65 ug/l       943352   Chlorobenzene-d5           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptane, 3-ethyl-2-methyl-          142 C10H22         014676-29-0 46
 2 Octane, 2,3-dimethyl-               142 C10H22         007146-60-3 43
 3 Furan, 2,5-dihydro-3,4-dimethyl-     98 C6H10O         053720-72-2 38
 4 3-Trifluoroacetoxy-6-ethyldecane    282 C14H25F3O2     116436-59-0 38
 5 Heptane, 4-propyl-                  142 C10H22         003178-29-8 25

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 3230 (12.159 min): VN054590.D (-3223) (-)
57.1 83.0

41.1

98.1

126.1
159.1143.0 188.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19217: Heptane, 3-ethyl-2-methyl-
57.0

41.0 98.0

83.0 142.014.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19191: Octane, 2,3-dimethyl-
57.0

41.0 98.0

83.0 142.014.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #3269: Furan, 2,5-dihydro-3,4-dimethyl-
41.0

98.069.0

26.0

11.80 12.00 12.20 12.40

m/z  57.10  100.00%

11.80 12.00 12.20 12.40

m/z  83.05   84.37%

11.80 12.00 12.20 12.40

m/z  55.10   70.43%

11.80 12.00 12.20 12.40

m/z  41.10   66.40%

11.80 12.00 12.20 12.40

m/z  43.10   53.71%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
  Data File : VN054590.D                                          
  Acq On    : 23 Mar 2019   6:55
  Operator  : JC/SP
  Sample    : K2045-16
  Misc      : 5.53g/5mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  6  unknown12.56                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.56   10.22 ug/l      1149150   1,4-Dichlorobenzene-d4     13.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, 1,1,4,4-tetramethyl-   140 C10H20         002223-52-1 38
 2 Ketone, vinyl-pyrrolidinyl-         125 C7H11NO        042104-70-1 38
 3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20         050876-31-8 38
 4 Trifluoroacetic acid, heptyl ester  212 C9H15F3O2      002710-89-6 38
 5 3-Amino-1-azabicyclo[2.2.2]octane   126 C7H14N2        006238-14-8 35

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

5000

m/z-->

Abundance Scan 3355 (12.561 min): VN054590.D (-3349) (-)
69.1

125.141.1

96.1

156.1173.1 217.1

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

5000

m/z-->

Abundance #18044: Cyclohexane, 1,1,4,4-tetramethyl-
69.0

41.0 125.0

95.0

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

5000

m/z-->

Abundance #10841: Ketone, vinyl-pyrrolidinyl-
55.0

125.0
27.0

96.0

77.0

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

5000

m/z-->

Abundance #18067: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69.0

125.0

41.0

97.015.0

12.20 12.40 12.60 12.80

m/z  69.10  100.00%

12.20 12.40 12.60 12.80

m/z  70.10   84.37%

12.20 12.40 12.60 12.80

m/z  55.10   75.60%

12.20 12.40 12.60 12.80

m/z 125.10   72.56%

12.20 12.40 12.60 12.80

m/z  41.10   71.42%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
  Data File : VN054590.D                                          
  Acq On    : 23 Mar 2019   6:55
  Operator  : JC/SP
  Sample    : K2045-16
  Misc      : 5.53g/5mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  7  Cyclohexane, 1-ethyl-1-methyl-  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.73   14.01 ug/l      1576250   1,4-Dichlorobenzene-d4     13.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, 1-ethyl-1-methyl-      126 C9H18          004926-90-3 64
 2 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18          004923-77-7 64
 3 Cyclohexane, 1-methyl-3-propyl-     140 C10H20         004291-80-9 64
 4 Cyclohexane, 1,1-dimethyl-          112 C8H16          000590-66-9 58
 5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20         006069-98-3 52

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 3408 (12.731 min): VN054590.D (-3394) (-)
97.155.1

71.139.1 140.1
113.2 175.9 203.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11604: Cyclohexane, 1-ethyl-1-methyl-
97.055.0

27.0
81.0 126.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
97.055.0

126.081.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #18033: Cyclohexane, 1-methyl-3-propyl-
55.0 97.0

29.0 140.081.0

12.40 12.60 12.80 13.00

m/z  97.10  100.00%

12.40 12.60 12.80 13.00

m/z  55.10   98.88%

12.40 12.60 12.80 13.00

m/z  41.10   47.85%

12.40 12.60 12.80 13.00

m/z  69.10   35.93%

12.40 12.60 12.80 13.00

m/z  43.05   34.53%

82N032019W.M Mon Mar 25 20:28:34 2019                                                 Page: 8

Instrument :
MSVOA_N
ClientSampleId :
WP022SB436-190320-(24-26)

Instrument :
MSVOA_N
ClientSampleId :
WP022SB436-190320-(24-26)



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
  Data File : VN054590.D                                          
  Acq On    : 23 Mar 2019   6:55
  Operator  : JC/SP
  Sample    : K2045-16
  Misc      : 5.53g/5mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  8  Heptane, 3,3,5-trimethyl-       Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.96   17.97 ug/l      2021620   1,4-Dichlorobenzene-d4     13.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptane, 3,3,5-trimethyl-           142 C10H22         007154-80-5 78
 2 Octane, 3,3-dimethyl-               142 C10H22         004110-44-5 78
 3 Heptane, 2,5,5-trimethyl-           142 C10H22         001189-99-7 78
 4 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F3O2     1000365-51-8 64
 5 Octane, 2-bromo-                    192 C8H17Br        000557-35-7 59

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 3479 (12.959 min): VN054590.D (-3473) (-)
71.143.1

113.1
96.1 129.1 156.1172.1188.1 207.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19213: Heptane, 3,3,5-trimethyl-
71.0

43.0

27.0
113.0

97.0 142.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19199: Octane, 3,3-dimethyl-
71.0

43.0

113.027.0 97.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19212: Heptane, 2,5,5-trimethyl-
71.0

43.0

113.027.0
97.0 130.0

12.60 12.80 13.00 13.20

m/z  71.10  100.00%

12.60 12.80 13.00 13.20

m/z  43.10   95.80%

12.60 12.80 13.00 13.20

m/z  57.10   73.64%

12.60 12.80 13.00 13.20

m/z  41.10   42.21%

12.60 12.80 13.00 13.20

m/z  70.10   37.88%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
  Data File : VN054590.D                                          
  Acq On    : 23 Mar 2019   6:55
  Operator  : JC/SP
  Sample    : K2045-16
  Misc      : 5.53g/5mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  9  Decane, 3-methyl-               Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.09    5.93 ug/l       666688   1,4-Dichlorobenzene-d4     13.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decane, 3-methyl-                   156 C11H24         013151-34-3 87
 2 Sulfurous acid, butyl nonyl ester   264 C13H28O3S      1000309-17-6 80
 3 Octacosane                          394 C28H58         000630-02-4 72
 4 Undecane, 3-methyl-                 170 C12H26         001002-43-3 72
 5 Decane, 3,8-dimethyl-               170 C12H26         017312-55-9 64

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3520 (13.091 min): VN054590.D (-3512) (-)
57.1

99.0
138.1 173.1 215.2

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #28436: Decane, 3-methyl-
57.0

27.0 127.0
98.0 156.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #113721: Sulfurous acid, butyl nonyl ester
57.0

127.027.0 97.0 179.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

12.80 13.00 13.20 13.40

m/z  57.10  100.00%

12.80 13.00 13.20 13.40

m/z  43.10   67.71%

12.80 13.00 13.20 13.40

m/z  71.10   65.64%

12.80 13.00 13.20 13.40

m/z  41.10   44.69%

12.80 13.00 13.20 13.40

m/z  85.10   32.85%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
  Data File : VN054590.D                                          
  Acq On    : 23 Mar 2019   6:55
  Operator  : JC/SP
  Sample    : K2045-16
  Misc      : 5.53g/5mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number 10  Cyclohexane, pentyl-            Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.18   22.98 ug/l      2584800   1,4-Dichlorobenzene-d4     13.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, pentyl-                154 C11H22         004292-92-6 53
 2 1-Methylbicyclo[3.3.0]octane-3,7... 152 C9H12O2        021170-08-1 50
 3 3-Cyclohexyl-1-chloropropane        160 C9H17Cl        001124-62-5 43
 4 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30         006165-44-2 43
 5 Cyclohexane, (1-methylethyl)-       126 C9H18          000696-29-7 43

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 3859 (14.181 min): VN054590.D (-3847) (-)
83.1

55.1

135.1
105.1

39.0 154.1
188.0170.1 204.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #27055: Cyclohexane, pentyl-
83.0

55.0

154.029.0
111.0 131.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #26045: 1-Methylbicyclo[3.3.0]octane-3,7-dione
55.0

83.0

152.0

124.0
107.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #31397: 3-Cyclohexyl-1-chloropropane
83.0

55.0

39.0 160.0
104.0 123.015.0

13.80 14.00 14.20 14.40

m/z  83.10  100.00%

13.80 14.00 14.20 14.40

m/z  55.10   71.27%

13.80 14.00 14.20 14.40

m/z  82.10   67.01%

13.80 14.00 14.20 14.40

m/z  41.10   40.37%

13.80 14.00 14.20 14.40

m/z 135.10   37.69%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
  Data File : VN054590.D                                          
  Acq On    : 23 Mar 2019   6:55
  Operator  : JC/SP
  Sample    : K2045-16
  Misc      : 5.53g/5mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.M
  Quant Title  : SW846 8260
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
unknown11.92          11.92    17.3 ug/l   977608  3  11.41 2833700  50.0
Nonane, 3-methyl-     12.04    19.1 ug/l  1085320  3  11.41 2833700  50.0
unknown12.16          12.16    16.6 ug/l   943352  3  11.41 2833700  50.0
unknown12.56          12.56    10.2 ug/l  1149150  4  13.34 5624110  50.0
Cyclohexane, 1-et...  12.73    14.0 ug/l  1576250  4  13.34 5624110  50.0
Heptane, 3,3,5-tr...  12.96    18.0 ug/l  2021620  4  13.34 5624110  50.0
Decane, 3-methyl-     13.09     5.9 ug/l   666688  4  13.34 5624110  50.0
Cyclohexane, pentyl-  14.18    23.0 ug/l  2584800  4  13.34 5624110  50.0
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