
                              Quantitation Report    (QT Reviewed)
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX122118\
  Data File : VX006755.D                                          
  Acq On    : 22 Dec 2018  06:12
  Operator  : JC/MD
  Sample    : J6503-01
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 46   Sample Multiplier: 1
 
  Quant Time: Dec 22 09:42:22 2018
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W.M
  Quant Title  : SW846 8260
  QLast Update : Wed Dec 19 15:20:58 2018
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) Pentafluorobenzene           5.67  168   631014    50.00 ug/l    0.00
    34) 1,4-Difluorobenzene          6.86  114   986150    50.00 ug/l    0.00
    63) Chlorobenzene-d5            10.12  117   882807    50.00 ug/l    0.00
    72) 1,4-Dichlorobenzene-d4      12.08  152   416668    50.00 ug/l    0.00
 
   System Monitoring Compounds                                        
    33) 1,2-Dichloroethane-d4        6.07   65   344171    50.61 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  101.22%
    35) Dibromofluoromethane         5.51  113   299396    48.01 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   96.02%
    50) Toluene-d8                   8.71   98  1152401    49.02 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   98.04%
    62) 4-Bromofluorobenzene        11.14   95   403248    46.83 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   93.66%
 
   Target Compounds                                                   Qvalue
    16) Acetone                      2.45   43    51617    16.520 ug/l      98
    17) Carbon Disulfide             2.57   76    12801     0.858 ug/l #    95
    20) Methylene Chloride           2.86   84    16601     2.569 ug/l      90
    25) 2-Butanone                   4.70   43    16513     3.757 ug/l      94
    52) Toluene                      8.79   92   157066     9.793 ug/l      99
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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#1
Pentafluorobenzene
Concen:   50.000 ug/l  
RT: 5.67 min  Scan# 740
Delta R.T.   0.01 min
Lab File:   VX006755.D
Acq: 22 Dec 2018  06:12    

Tgt Ion:168 Resp:  631014
Ion  Ratio  Lower  Upper
168  100
 99   50.7   41.8   62.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 739 (5.659 min): VX006591.D (-725) (-)
168.0

99.0

137.0
75.0

48.0 221.6 253.8

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

50

m/z-->

Abundance
168.0

99.0

137.0
75.0

51.1 197.9 226.4 269.0293.1

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

50

m/z-->

Abundance Scan 740 (5.665 min): VX006755.D (-690) (-)
168.0

99.0

137.0
75.0

37.0 197.9 241.7 289.2

5.50 5.60 5.70 5.80

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 167.90 (167.60 to 168.60): VX006755.D

  5.67

Ion  98.90 (98.60 to 99.60): VX006755.D

#16
Acetone
Concen:   16.520 ug/l  
RT: 2.45 min  Scan# 212
Delta R.T.   -0.00 min
Lab File:   VX006755.D
Acq: 22 Dec 2018  06:12    

Tgt Ion: 43 Resp:   51617
Ion  Ratio  Lower  Upper
 43  100
 58   32.4   25.0   37.6 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 212 (2.446 min): VX006591.D (-205) (-)
43.0

75.0 145.2 175.798.9 203.5 240.3 280.4

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

50

m/z-->

Abundance
43.0

75.0 117.6 217.0 251.7 281.7142.5 171.2

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

50

m/z-->

Abundance Scan 212 (2.446 min): VX006755.D (-163) (-)
43.0

75.0 117.6 145.5 172.2197.4 234.6 269.5 297.9

2.35 2.40 2.45 2.50 2.55

0

10000

20000

30000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX006755.D

  2.45

Ion  58.00 (57.70 to 58.70): VX006755.D
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#17
Carbon Disulfide
Concen:    0.858 ug/l  
RT: 2.57 min  Scan# 233
Delta R.T.   0.01 min
Lab File:   VX006755.D
Acq: 22 Dec 2018  06:12    

Tgt Ion: 76 Resp:   12801
Ion  Ratio  Lower  Upper
 76  100
 78   10.7    7.0   10.6#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 232 (2.568 min): VX006591.D (-221) (-)
75.9

44.0
137.6 189.0 219.1163.1 244.3101.2 275.8

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

50

m/z-->

Abundance
75.9

43.9

119.0 295.9146.3 215.5 265.2180.2 239.3

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

50

m/z-->

Abundance Scan 233 (2.574 min): VX006755.D (-183) (-)
75.8

42.0 119.0 215.5156.7 185.0 247.3 274.6

2.50 2.55 2.60 2.65

0

2000

4000

6000

8000

Time-->

Abundance Ion  75.90 (75.60 to 76.60): VX006755.D

  2.57

Ion  77.90 (77.60 to 78.60): VX006755.D

#20
Methylene Chloride
Concen:    2.569 ug/l  
RT: 2.86 min  Scan# 280
Delta R.T.   -0.00 min
Lab File:   VX006755.D
Acq: 22 Dec 2018  06:12    

Tgt Ion: 84 Resp:   16601
Ion  Ratio  Lower  Upper
 84  100
 49  129.6   91.8  137.6 
 51   33.3   28.5   42.7 
 86   68.0   50.2   75.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 280 (2.861 min): VX006591.D (-267) (-)
49.0 83.9

148.2173.0 202.7111.7 227.0 255.0 284.7

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

50

m/z-->

Abundance
49.0

84.0

160.9 206.9 244.1 269.9 298.6110.6

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

50

m/z-->

Abundance Scan 280 (2.861 min): VX006755.D (-231) (-)
49.0

84.0

160.9130.2 235.0193.8 261.5 289.0

2.75 2.80 2.85 2.90 2.95
0

5000

10000

15000

Time-->

Abundance Ion  83.90 (83.60 to 84.60): VX006755.D

  2.86

Ion  48.90 (48.60 to 49.60): VX006755.D
Ion  50.90 (50.60 to 51.60): VX006755.D
Ion  85.90 (85.60 to 86.60): VX006755.D
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#25
2-Butanone
Concen:    3.757 ug/l  
RT: 4.70 min  Scan# 582
Delta R.T.   0.01 min
Lab File:   VX006755.D
Acq: 22 Dec 2018  06:12    

Tgt Ion: 43 Resp:   16513
Ion  Ratio  Lower  Upper
 43  100
 72   31.1   22.4   33.6 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 581 (4.696 min): VX006591.D (-569) (-)
43.0

72.0

104.7 138.4163.1 208.0 245.1 272.2

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

50

m/z-->

Abundance
43.0

72.0

207.1131.0 163.3 281.3236.7

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

50

m/z-->

Abundance Scan 582 (4.702 min): VX006755.D (-532) (-)
43.0

72.0

281.3131.0 228.6192.8158.2

4.60 4.70 4.80

0

1000

2000

3000

4000

5000

6000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX006755.D

  4.70

Ion  72.00 (71.70 to 72.70): VX006755.D

#33
1,2-Dichloroethane-d4
Concen:   50.607 ug/l  
RT: 6.07 min  Scan# 806
Delta R.T.   0.01 min
Lab File:   VX006755.D
Acq: 22 Dec 2018  06:12    

Tgt Ion: 65 Resp:  344171
Ion  Ratio  Lower  Upper
 65  100
 67   53.0    0.0  105.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 805 (6.062 min): VX006591.D (-790) (-)
65.0

102.0

37.0 127.5 160.5 192.4 241.8264.9

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

50

m/z-->

Abundance
65.0

102.0

37.0 132.0 161.1 187.6 240.3 280.3

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

50

m/z-->

Abundance Scan 806 (6.068 min): VX006755.D (-756) (-)
65.0

102.0

37.0 136.4 166.4 240.3 280.3199.3

5.90 6.00 6.10 6.20

0

50000

100000

150000

Time-->

Abundance Ion  64.90 (64.60 to 65.60): VX006755.D

  6.07

Ion  66.90 (66.60 to 67.60): VX006755.D
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#34
1,4-Difluorobenzene
Concen:   50.000 ug/l  
RT: 6.86 min  Scan# 936
Delta R.T.   -0.00 min
Lab File:   VX006755.D
Acq: 22 Dec 2018  06:12    

Tgt Ion:114 Resp:  986150
Ion  Ratio  Lower  Upper
114  100
 63   18.6    0.0   34.8 
 88   14.6    0.0   28.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 936 (6.860 min): VX006591.D (-923) (-)
114.0

63.0 88.0
37.0 137.2 165.2 196.2 223.2246.9

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

50

m/z-->

Abundance
114.0

63.0 88.0
37.0 147.5 192.0 246.9 282.8

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

50

m/z-->

Abundance Scan 936 (6.860 min): VX006755.D (-887) (-)
114.0

63.0 88.0
37.0 147.5 204.5 246.9 282.8

6.70 6.80 6.90 7.00

0

100000

200000

300000

400000

500000

Time-->

Abundance Ion 113.90 (113.60 to 114.60): VX006755.D

  6.86

Ion  63.00 (62.70 to 63.70): VX006755.D
Ion  87.90 (87.60 to 88.60): VX006755.D

#35
Dibromofluoromethane
Concen:   48.009 ug/l  
RT: 5.51 min  Scan# 714
Delta R.T.   0.01 min
Lab File:   VX006755.D
Acq: 22 Dec 2018  06:12    

Tgt Ion:113 Resp:  299396
Ion  Ratio  Lower  Upper
113  100
111  102.3   81.6  122.4 
192   21.1   16.7   25.1 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 713 (5.501 min): VX006591.D (-698) (-)
96.9

61.0

191.8
120.837.0 159.8 225.3 254.9280.0

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

50

m/z-->

Abundance
112.9

191.878.9

157.744.0 253.7 295.6

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

50

m/z-->

Abundance Scan 714 (5.507 min): VX006755.D (-664) (-)
112.9

191.880.9

159.848.1 253.7 295.6

5.40 5.50 5.60

0

50000

100000

150000

Time-->

Abundance Ion 112.80 (112.50 to 113.50): VX006755.D

  5.51

Ion 110.80 (110.50 to 111.50): VX006755.D
Ion 191.70 (191.40 to 192.40): VX006755.D
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#50
Toluene-d8
Concen:   49.016 ug/l  
RT: 8.71 min  Scan# 1240
Delta R.T.   -0.00 min
Lab File:   VX006755.D
Acq: 22 Dec 2018  06:12    

Tgt Ion: 98 Resp: 1152401
Ion  Ratio  Lower  Upper
 98  100
100   64.0   52.0   78.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1240 (8.713 min): VX006591.D (-1233) (-)
98.0

70.042.0
137.4 160.4182.0 213.6 238.2 265.6

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

50

m/z-->

Abundance
98.1

42.0 70.1
122.6 154.4 183.0 253.2

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

50

m/z-->

Abundance Scan 1240 (8.713 min): VX006755.D (-1191) (-)
98.1

42.0 70.1
119.2 143.0 168.4 253.2199.6

8.60 8.70 8.80 8.90

0

200000

400000

600000

800000

Time-->

Abundance Ion  98.00 (97.70 to 98.70): VX006755.D

  8.71

Ion 100.00 (99.70 to 100.70): VX006755.D

#52
Toluene
Concen:    9.793 ug/l  
RT: 8.79 min  Scan# 1252
Delta R.T.   -0.00 min
Lab File:   VX006755.D
Acq: 22 Dec 2018  06:12    

Tgt Ion: 92 Resp:  157066
Ion  Ratio  Lower  Upper
 92  100
 91  174.0  137.6  206.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1252 (8.787 min): VX006591.D (-1244) (-)
91.0

65.039.0
235.5 298.6115.5 152.8 185.0

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

50

m/z-->

Abundance
91.0

65.039.0
116.2141.5 168.1 233.9 272.0209.2

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

50

m/z-->

Abundance Scan 1252 (8.787 min): VX006755.D (-1203) (-)
91.0

65.039.0
116.2 143.5168.6 209.2233.9 272.0

8.70 8.80 8.90

0

50000

100000

150000

200000

Time-->

Abundance Ion  92.00 (91.70 to 92.70): VX006755.D

  8.79

Ion  91.00 (90.70 to 91.70): VX006755.D
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#62
4-Bromofluorobenzene
Concen:   46.831 ug/l  
RT: 11.14 min  Scan# 1638
Delta R.T.   0.01 min
Lab File:   VX006755.D
Acq: 22 Dec 2018  06:12    

Tgt Ion: 95 Resp:  403248
Ion  Ratio  Lower  Upper
 95  100
174   88.7    0.0  182.2 
176   84.6    0.0  178.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1637 (11.134 min): VX006591.D (-1630) (-)
95.0 173.9

50.0

143.0 296.6212.0 248.8

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

50

m/z-->

Abundance
95.0 173.9

50.0
140.9 199.4 240.0 283.8

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

50

m/z-->

Abundance Scan 1638 (11.140 min): VX006755.D (-1588) (-)
95.0 173.9

50.0
140.9 231.3 283.8207.0 258.5

11.10 11.20

0

100000

200000

300000

400000

Time-->

Abundance Ion  94.90 (94.60 to 95.60): VX006755.D

 11.14

Ion 173.80 (173.50 to 174.50): VX006755.D
Ion 175.80 (175.50 to 176.50): VX006755.D

#63
Chlorobenzene-d5
Concen:   50.000 ug/l  
RT: 10.12 min  Scan# 1470
Delta R.T.   0.01 min
Lab File:   VX006755.D
Acq: 22 Dec 2018  06:12    

Tgt Ion:117 Resp:  882807
Ion  Ratio  Lower  Upper
117  100
 82   47.9   41.0   61.6 
119   32.2   25.4   38.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1469 (10.110 min): VX006591.D (-1462) (-)
117.0

82.0

54.0

144.0 173.1 206.9 230.9 267.4

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

50

m/z-->

Abundance
117.0

82.0

54.0

146.9 183.4205.5 249.0

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

50

m/z-->

Abundance Scan 1470 (10.116 min): VX006755.D (-1420) (-)
117.0

82.0

54.0

146.9 183.4 207.2 235.8

10.10 10.20

0

200000

400000

600000

800000

Time-->

Abundance Ion 116.90 (116.60 to 117.60): VX006755.D

 10.12

Ion  82.00 (81.70 to 82.70): VX006755.D
Ion 118.90 (118.60 to 119.60): VX006755.D
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#72
1,4-Dichlorobenzene-d4
Concen:   50.000 ug/l  
RT: 12.08 min  Scan# 1792
Delta R.T.   -0.00 min
Lab File:   VX006755.D
Acq: 22 Dec 2018  06:12    

Tgt Ion:152 Resp:  416668
Ion  Ratio  Lower  Upper
152  100
115   54.9   39.1  117.2 
150  157.3    0.0  344.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1792 (12.079 min): VX006591.D (-1786) (-)
150.0

115.0

78.052.0

176.7 205.0 240.5

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

50

m/z-->

Abundance
150.0

115.0
78.0

52.0

207.1 282.0

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

50

m/z-->

Abundance Scan 1792 (12.079 min): VX006755.D (-1743) (-)
150.0

115.0
78.0

52.0

207.1 289.7

12.00 12.10 12.20

0

200000

400000

600000

Time-->

Abundance Ion 151.90 (151.60 to 152.60): VX006755.D

 12.08

Ion 114.90 (114.60 to 115.60): VX006755.D
Ion 149.90 (149.60 to 150.60): VX006755.D
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