
                              Quantitation Report    (QT Reviewed)
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU071919\
  Data File : VU033338.D                                          
  Acq On    : 19 Jul 2019  15:41
  Operator  : JC/SP
  Sample    : K3831-03MSD
  Misc      : 14.82g/5mL/100uL/5.0mL/MSVOA_U/MEOH
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Time: Aug 02 06:01:18 2019
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM071219WMA.M
  Quant Title  : VOC Analysis
  QLast Update : Fri Jul 19 22:54:17 2019
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) 1,4-Difluorobenzene          5.86  114   310702    50.00 ug/L    0.00
    28) Chlorobenzene-d5             9.07  117   306655    50.00 ug/L    0.00
    60) 1,4-Dichlorobenzene-d4      11.47  152   177810    50.00 ug/L    0.00
 
   System Monitoring Compounds                                        
     4) Vinyl Chloride-d3            1.39   65    91306    38.82 ug/L    0.00  
     Spiked Amount     50.000   Range  60 - 135    Recovery   =   77.64% 
     7) Chloroethane-d5              1.63   69    95815    47.69 ug/L   -0.04  
     Spiked Amount     50.000   Range  70 - 130    Recovery   =   95.38% 
    11) 1,1-Dichloroethene-d2        2.23   63   232120    54.41 ug/L   -0.03  
     Spiked Amount     50.000   Range  60 - 125    Recovery   =  108.82% 
    21) 2-Butanone-d5                4.16   46   168260   112.91 ug/L    0.02  
     Spiked Amount    100.000   Range  40 - 130    Recovery   =  112.91% 
    24) Chloroform-d                 4.62   84   181090    45.94 ug/L    0.00  
     Spiked Amount     50.000   Range  70 - 125    Recovery   =   91.88% 
    26) 1,2-Dichloroethane-d4        5.28   65   126887    50.19 ug/L    0.00  
     Spiked Amount     50.000   Range  70 - 125    Recovery   =  100.38% 
    32) Benzene-d6                   5.31   84   382916    50.90 ug/L    0.00  
     Spiked Amount     50.000   Range  70 - 125    Recovery   =  101.80% 
    36) 1,2-Dichloropropane-d6       6.31   67   124229    51.55 ug/L    0.00  
     Spiked Amount     50.000   Range  70 - 120    Recovery   =  103.10% 
    41) Toluene-d8                   7.55   98   382478    53.92 ug/L    0.00  
     Spiked Amount     50.000   Range  80 - 120    Recovery   =  107.84% 
    43) trans-1,3-Dichloropropene-   7.83   79    67261    56.92 ug/L    0.00  
     Spiked Amount     50.000   Range  60 - 125    Recovery   =  113.84% 
    47) 2-Hexanone-d5                8.31   63   139763   128.65 ug/L    0.01  
     Spiked Amount    100.000   Range  45 - 130    Recovery   =  128.65% 
    57) 1,1,2,2-Tetrachloroethane-  10.42   84   209870    57.54 ug/L    0.00  
     Spiked Amount     50.000   Range  65 - 120    Recovery   =  115.08% 
    64) 1,2-Dichlorobenzene-d4      11.85  152   170203    53.68 ug/L    0.00  
     Spiked Amount     50.000   Range  80 - 120    Recovery   =  107.36% 
 
   Target Compounds                                                   Qvalue
    12) 1,1-Dichloroethene           2.24   96   103296m   49.809 ug/L        
    15) Methyl Acetate               2.60   43     6123     2.518 ug/L #    76
    29) Cyclohexane                  4.95   56    92341    27.635 ug/L #    78
    33) Benzene                      5.36   78   415174    46.425 ug/L     100
    34) Trichloroethene              6.16   95   108903    46.563 ug/L      97
    35) Methylcyclohexane            6.39   83   315609    88.092 ug/L      92
    42) Toluene                      7.62   91   458813    47.588 ug/L      98
    51) Chlorobenzene                9.11  112   304565    48.397 ug/L      99
    52) Ethylbenzene                 9.23   91   264181    25.607 ug/L      99
    53) m,p-Xylene                   9.36  106   192132    49.167 ug/L     100
    56) Isopropylbenzene            10.15  105   154950    15.519 ug/L      99
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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#12
1,1-Dichloroethene
Concen:   49.809 ug/L m
RT: 2.24 min  Scan# 357
Delta R.T.   -0.03 min
Lab File:   VU033338.D
Acq: 19 Jul 2019  15:41    

Tgt Ion: 96 Resp:  103296
Ion  Ratio  Lower  Upper
 96  100
 61  187.3  126.1  234.1 
 63  138.8   96.8  179.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance Scan 366 (2.267 min): VU033332.D (-354) (-)
61.0

98.0

150.9
85.0

47.0
116.0 131.9 167.0

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance
61.0

98.0

47.0
81.9

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance Scan 357 (2.238 min): VU033338.D (-273) (-)
61.0

98.0

47.0
81.9

2.20 2.25 2.30

0

50000

100000

150000

Time-->

Abundance Ion  96.00 (95.70 to 96.70): VU033338.D

  2.24

Ion  61.00 (60.70 to 61.70): VU033338.D
Ion  63.00 (62.70 to 63.70): VU033338.D

#15
Methyl Acetate
Concen:    2.518 ug/L  
RT: 2.60 min  Scan# 471
Delta R.T.   0.01 min
Lab File:   VU033338.D
Acq: 19 Jul 2019  15:41    

Tgt Ion: 43 Resp:    6123
Ion  Ratio  Lower  Upper
 43  100
 74   12.8   19.9   29.9#

Ref

Raw

Sub

30 35 40 45 50 55 60 65 70 75 80 85 90
0

50

m/z-->

Abundance Scan 469 (2.598 min): VU033332.D (-456) (-)
43.0

74.1
59.0

30 35 40 45 50 55 60 65 70 75 80 85 90
0

50

m/z-->

Abundance
43.0

74.055.0 69.036.0 84.0

30 35 40 45 50 55 60 65 70 75 80 85 90
0

50

m/z-->

Abundance Scan 471 (2.604 min): VU033338.D (-376) (-)
43.0

74.059.0 69.0
84.0

2.55 2.60 2.65

0

5000

10000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VU033338.D

  2.60

Ion  74.00 (73.70 to 74.70): VU033338.D
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#29
Cyclohexane
Concen:   27.635 ug/L  
RT: 4.95 min  Scan# 1202
Delta R.T.   -0.02 min
Lab File:   VU033338.D
Acq: 19 Jul 2019  15:41    

Tgt Ion: 56 Resp:   92341
Ion  Ratio  Lower  Upper
 56  100
 69   21.4   24.7   37.1#
 84   65.2   70.2  105.2#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance Scan 1207 (4.971 min): VU033332.D (-1188) (-)
56.1 84.0

41.1

69.1

168.0

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance
43.1

56.1

85.1

69.1
100.1

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance Scan 1202 (4.955 min): VU033338.D (-1114) (-)
43.1 56.0

85.0

69.0
100.1

4.90 4.95 5.00

0

20000

40000

60000

80000

100000

120000

Time-->

Abundance Ion  56.00 (55.70 to 56.70): VU033338.D

  4.95

Ion  69.00 (68.70 to 69.70): VU033338.D
Ion  84.00 (83.70 to 84.70): VU033338.D

#33
Benzene
Concen:   46.425 ug/L  
RT: 5.36 min  Scan# 1328
Delta R.T.   -0.01 min
Lab File:   VU033338.D
Acq: 19 Jul 2019  15:41    

Tgt Ion: 78 Resp:  415174

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1330 (5.366 min): VU033332.D (-1304) (-)
78.1

62.0
50.0

39.0
98.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance
78.1

51.0
39.1 63.0 98.2

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1328 (5.360 min): VU033338.D (-1237) (-)
78.1

51.0
63.039.0

5.20 5.30 5.40

0

50000

100000

150000

200000

Time-->

Abundance Ion  78.00 (77.70 to 78.70): VU033338.D

  5.36
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#34
Trichloroethene
Concen:   46.563 ug/L  
RT: 6.16 min  Scan# 1577
Delta R.T.   -0.00 min
Lab File:   VU033338.D
Acq: 19 Jul 2019  15:41    

Tgt Ion: 95 Resp:  108903
Ion  Ratio  Lower  Upper
 95  100
 97   64.7   43.8   81.4 
132   97.1   65.5  121.6 
130  102.9   69.7  129.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1578 (6.164 min): VU033332.D (-1564) (-)
94.9 129.9

60.0

37.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
129.995.0

60.0

41.0
77.0 207.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1577 (6.160 min): VU033338.D (-1485) (-)
129.995.0

60.0

41.0 77.0 207.0

6.10 6.15 6.20 6.25
0

20000

40000

60000

80000

Time-->

Abundance Ion  95.00 (94.70 to 95.70): VU033338.D

  6.16

Ion  97.00 (96.70 to 97.70): VU033338.D
Ion 132.00 (131.70 to 132.70): VU033338.D
Ion 130.00 (129.70 to 130.70): VU033338.D

#35
Methylcyclohexane
Concen:   88.092 ug/L  
RT: 6.39 min  Scan# 1648
Delta R.T.   -0.01 min
Lab File:   VU033338.D
Acq: 19 Jul 2019  15:41    

Tgt Ion: 83 Resp:  315609
Ion  Ratio  Lower  Upper
 83  100
 55   84.6   60.5   90.7 
 98   43.3   37.4   56.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1650 (6.395 min): VU033332.D (-1635) (-)
83.0

55.0

39.0

111.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
83.1

55.1

39.0

100.0 207.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1648 (6.389 min): VU033338.D (-1557) (-)
83.1

55.1

39.0

100.0 207.0

6.30 6.40 6.50

0

50000

100000

150000

200000

Time-->

Abundance Ion  83.00 (82.70 to 83.70): VU033338.D

  6.39

Ion  55.00 (54.70 to 55.70): VU033338.D
Ion  98.00 (97.70 to 98.70): VU033338.D
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#42
Toluene
Concen:   47.588 ug/L  
RT: 7.62 min  Scan# 2030
Delta R.T.   -0.00 min
Lab File:   VU033338.D
Acq: 19 Jul 2019  15:41    

Tgt Ion: 91 Resp:  458813
Ion  Ratio  Lower  Upper
 91  100
 92   55.8   39.8   74.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2030 (7.617 min): VU033332.D (-2016) (-)
91.1

65.039.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
91.1

65.139.0
109.1 207.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2030 (7.617 min): VU033338.D (-1937) (-)
91.0

65.1
39.0 112.1

7.50 7.60 7.70

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion  91.00 (90.70 to 91.70): VU033338.D

  7.62

Ion  92.00 (91.70 to 92.70): VU033338.D

#51
Chlorobenzene
Concen:   48.397 ug/L  
RT: 9.11 min  Scan# 2493
Delta R.T.   0.00 min
Lab File:   VU033338.D
Acq: 19 Jul 2019  15:41    

Tgt Ion:112 Resp:  304565
Ion  Ratio  Lower  Upper
112  100
114   32.0   22.3   41.3 
 77   58.5   47.2   70.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120 130
0

50

m/z-->

Abundance Scan 2492 (9.103 min): VU033332.D (-2478) (-)
112.0

77.0

51.0
38.0 63.0 97.086.9

30 40 50 60 70 80 90 100 110 120 130
0

50

m/z-->

Abundance
112.0

77.0

51.0
38.0 62.0 97.086.9 124.1

30 40 50 60 70 80 90 100 110 120 130
0

50

m/z-->

Abundance Scan 2493 (9.106 min): VU033338.D (-2399) (-)
112.0

77.0

51.0
38.0 63.0 86.9 97.0 127.3

9.05 9.10 9.15 9.20

0

50000

100000

150000

200000

Time-->

Abundance Ion 112.00 (111.70 to 112.70): VU033338.D

  9.11

Ion 114.00 (113.70 to 114.70): VU033338.D
Ion  77.00 (76.70 to 77.70): VU033338.D
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#52
Ethylbenzene
Concen:   25.607 ug/L  
RT: 9.23 min  Scan# 2533
Delta R.T.   0.00 min
Lab File:   VU033338.D
Acq: 19 Jul 2019  15:41    

Tgt Ion: 91 Resp:  264181
Ion  Ratio  Lower  Upper
 91  100
106   31.0   22.2   41.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2532 (9.231 min): VU033332.D (-2520) (-)
91.1

51.0
74.0 108.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
91.1

57.141.1 111.174.0 127.1 206.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2533 (9.234 min): VU033338.D (-2439) (-)
91.1

57.0
39.0 111.174.0 127.1 206.9

9.15 9.20 9.25 9.30

0

50000

100000

150000

200000

Time-->

Abundance Ion  91.00 (90.70 to 91.70): VU033338.D

  9.23

Ion 106.00 (105.70 to 106.70): VU033338.D

#53
m,p-Xylene
Concen:   49.167 ug/L  
RT: 9.36 min  Scan# 2572
Delta R.T.   -0.00 min
Lab File:   VU033338.D
Acq: 19 Jul 2019  15:41    

Tgt Ion:106 Resp:  192132
Ion  Ratio  Lower  Upper
106  100
 91  201.1  141.3  262.3 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2572 (9.360 min): VU033332.D (-2558) (-)
91.0

106.1

77.051.039.0 65.1

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

50

m/z-->

Abundance
91.1

106.1

77.051.039.0 65.1
124.1 138.0

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

50

m/z-->

Abundance Scan 2572 (9.360 min): VU033338.D (-2479) (-)
91.0

106.1

77.051.039.0 65.0
126.1 138.0

9.30 9.35 9.40 9.45

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 106.00 (105.70 to 106.70): VU033338.D

  9.36

Ion  91.00 (90.70 to 91.70): VU033338.D
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#56
Isopropylbenzene
Concen:   15.519 ug/L  
RT: 10.15 min  Scan# 2818
Delta R.T.   -0.00 min
Lab File:   VU033338.D
Acq: 19 Jul 2019  15:41    

Tgt Ion:105 Resp:  154950
Ion  Ratio  Lower  Upper
105  100
120   26.2   21.2   31.8 
 77   16.5   12.9   19.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2818 (10.151 min): VU033332.D (-2804) (-)
105.1

77.0
51.0

122.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
105.1

77.155.139.0
140.1123.1 207.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2818 (10.151 min): VU033338.D (-2725) (-)
105.1

77.0
51.0

140.1122.1 207.1

10.10 10.20

0

20000

40000

60000

80000

100000

120000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VU033338.D

 10.15

Ion 120.00 (119.70 to 120.70): VU033338.D
Ion  77.00 (76.70 to 77.70): VU033338.D
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