
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062818\
                              Quantitation Report    (QT Reviewed)
  Data File : VU025048.D                                          
  Acq On    : 29 Jun 2018  03:11
  Operator  : MD/SY
  Sample    : J3671-19ME
  Misc      : 7.03g/5mL/100uL/5.0mL/MSVOA_U/MEOH
  ALS Vial  : 44   Sample Multiplier: 1
 
  Quant Time: Jul 05 03:29:58 2018
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.M
  Quant Title  : SW846 8260
  QLast Update : Wed Jun 13 13:55:26 2018
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) Pentafluorobenzene           4.98  168   231760    50.00 ug/l    0.00
    34) 1,4-Difluorobenzene          5.89  114   349487    50.00 ug/l    0.00
    63) Chlorobenzene-d5             9.10  117   339943    50.00 ug/l    0.00
    72) 1,4-Dichlorobenzene-d4      11.49  152   197163    50.00 ug/l    0.00
 
   System Monitoring Compounds                                        
    33) 1,2-Dichloroethane-d4        5.31   65   173604    45.88 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   91.76%
    35) Dibromofluoromethane         4.89  113   133317    45.96 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   91.92%
    50) Toluene-d8                   7.57   98   512155    48.41 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   96.82%
    62) 4-Bromofluorobenzene        10.32   95   209990    49.99 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   99.98%
 
   Target Compounds                                                   Qvalue
     4) Vinyl Chloride               1.40   62     4350     1.423 ug/l      97
    39) Methylcyclohexane            6.41   83     2580     0.503 ug/l      89
    40) Benzene                      5.39   78    24979     2.135 ug/l      97
    65) Chlorobenzene                9.13  112   306618    35.307 ug/l      98
    83) tert-Butylbenzene           11.10  119     8494     0.673 ug/l      94
    85) sec-Butylbenzene            11.33  105    20599     1.304 ug/l      99
    88) 1,4-Dichlorobenzene         11.51  146    16627     2.333 ug/l      87
    91) 1,2-Dichlorobenzene         11.89  146    24693     3.482 ug/l      96
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062818\
                              Quantitation Report    (QT Reviewed)
  Data File : VU025048.D                                          
  Acq On    : 29 Jun 2018  03:11
  Operator  : MD/SY
  Sample    : J3671-19ME
  Misc      : 7.03g/5mL/100uL/5.0mL/MSVOA_U/MEOH
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Time: Jul 05 03:29:58 2018
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.M
  Quant Title  : SW846 8260
  QLast Update : Wed Jun 13 13:55:26 2018
  Response via : Initial Calibration
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#1
Pentafluorobenzene
Concen:   50.000 ug/l  
RT: 4.98 min  Scan# 1366
Delta R.T.   -0.01 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion:168 Resp:  231760
Ion  Ratio  Lower  Upper
168  100
 99   54.1   43.2   64.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1368 (4.989 min): VU024502.D (-1351) (-)
168

56
84

41
69

137
99 118

207 239150

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

50

m/z-->

Abundance
168

99

137
117756137 150

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

50

m/z-->

Abundance Scan 1366 (4.982 min): VU025048.D (-1275) (-)
168

99

137
117756137 150

4.90 5.00 5.10

0

20000

40000

60000

80000

100000

120000

Time-->

Abundance Ion 167.90 (167.60 to 168.60): VU025048.D

  4.98

Ion  98.90 (98.60 to 99.60): VU025048.D

#4
Vinyl Chloride
Concen:    1.423 ug/l  
RT: 1.40 min  Scan# 252
Delta R.T.   -0.00 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion: 62 Resp:    4350
Ion  Ratio  Lower  Upper
 62  100
 64   32.9   24.8   37.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 253 (1.404 min): VU024502.D (-244) (-)
62

47 13579 171 28395 208111 151 267

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

50

m/z-->

Abundance
44 62

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

50

m/z-->

Abundance Scan 252 (1.400 min): VU025048.D (-160) (-)
62

47

1.35 1.40 1.45

0

1000

2000

3000
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Time-->

Abundance Ion  61.90 (61.60 to 62.60): VU025048.D

  1.40

Ion  63.90 (63.60 to 64.60): VU025048.D
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#33
1,2-Dichloroethane-d4
Concen:   45.884 ug/l  
RT: 5.31 min  Scan# 1468
Delta R.T.   -0.00 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion: 65 Resp:  173604
Ion  Ratio  Lower  Upper
 65  100
 67   52.3    0.0  107.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1469 (5.313 min): VU024502.D (-1451) (-)
65

51

102
37 11393 12972 7958 86

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

50

m/z-->

Abundance
65

51

102

37 44 84

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

50

m/z-->

Abundance Scan 1468 (5.310 min): VU025048.D (-1376) (-)
65

51

102

37

5.20 5.30 5.40

0

20000

40000

60000

80000

Time-->

Abundance Ion  64.90 (64.60 to 65.60): VU025048.D

  5.31

Ion  66.90 (66.60 to 67.60): VU025048.D

#34
1,4-Difluorobenzene
Concen:   50.000 ug/l  
RT: 5.89 min  Scan# 1648
Delta R.T.   -0.00 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion:114 Resp:  349487
Ion  Ratio  Lower  Upper
114  100
 63   20.8    0.0   45.4 
 88   16.6    0.0   31.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1649 (5.892 min): VU024502.D (-1632) (-)
114

63 88
37 207 239 267

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

50

m/z-->

Abundance
114

63 88

37

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

50

m/z-->

Abundance Scan 1648 (5.889 min): VU025048.D (-1556) (-)
114

63 88

37

5.80 5.90 6.00

0

50000

100000

150000

200000

Time-->

Abundance Ion 113.90 (113.60 to 114.60): VU025048.D

  5.89

Ion  63.00 (62.70 to 63.70): VU025048.D
Ion  87.90 (87.60 to 88.60): VU025048.D
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#35
Dibromofluoromethane
Concen:   45.964 ug/l  
RT: 4.89 min  Scan# 1336
Delta R.T.   0.00 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion:113 Resp:  133317
Ion  Ratio  Lower  Upper
113  100
111  102.7   82.2  123.4 
192   20.7   16.2   24.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1336 (4.886 min): VU024502.D (-1318) (-)
111

19279 97
61 16047 175 267129 239

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

50

m/z-->

Abundance
111

19281

16044 175

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

50

m/z-->

Abundance Scan 1336 (4.886 min): VU025048.D (-1243) (-)
111

19281

16017544

4.80 4.90 5.00

0

20000

40000

60000

Time-->

Abundance Ion 112.80 (112.50 to 113.50): VU025048.D

  4.89

Ion 110.80 (110.50 to 111.50): VU025048.D
Ion 191.70 (191.40 to 192.40): VU025048.D

#39
Methylcyclohexane
Concen:    0.503 ug/l  
RT: 6.41 min  Scan# 1811
Delta R.T.   -0.01 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion: 83 Resp:    2580
Ion  Ratio  Lower  Upper
 83  100
 55   94.9   65.8   98.6 
 98   49.9   36.7   55.1 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1813 (6.419 min): VU024502.D (-1797) (-)
83

55

41
98

69

112 133 207 255

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

50

m/z-->

Abundance
8355

41
98

69

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

50

m/z-->

Abundance Scan 1811 (6.413 min): VU025048.D (-1720) (-)
8355

41
98

69

6.35 6.40 6.45

0

500

1000

1500

Time-->

Abundance Ion  83.00 (82.70 to 83.70): VU025048.D

  6.41

Ion  55.00 (54.70 to 55.70): VU025048.D
Ion  98.00 (97.70 to 98.70): VU025048.D
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#40
Benzene
Concen:    2.135 ug/l  
RT: 5.39 min  Scan# 1492
Delta R.T.   -0.01 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion: 78 Resp:   24979
Ion  Ratio  Lower  Upper
 78  100
 77   22.7   19.2   28.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1494 (5.394 min): VU024502.D (-1475) (-)
78

62
39

98 113128 147 207 267

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

50

m/z-->

Abundance
78

51

102

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

50

m/z-->

Abundance Scan 1492 (5.387 min): VU025048.D (-1401) (-)
78

51

102

5.30 5.35 5.40 5.45

0

2000

4000

6000

8000

10000

12000

Time-->

Abundance Ion  78.00 (77.70 to 78.70): VU025048.D

  5.39

Ion  77.00 (76.70 to 77.70): VU025048.D

#50
Toluene-d8
Concen:   48.409 ug/l  
RT: 7.57 min  Scan# 2170
Delta R.T.   -0.00 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion: 98 Resp:  512155
Ion  Ratio  Lower  Upper
 98  100
100   63.6   51.1   76.7 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2171 (7.571 min): VU024502.D (-2156) (-)
98

42 7054
82 129 207110

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
98

42 7054
82 112

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2170 (7.567 min): VU025048.D (-2078) (-)
98

42 7054
82 112

7.50 7.60 7.70

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion  98.00 (97.70 to 98.70): VU025048.D

  7.57

Ion 100.00 (99.70 to 100.70): VU025048.D
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#62
4-Bromofluorobenzene
Concen:   49.991 ug/l  
RT: 10.32 min  Scan# 3025
Delta R.T.   0.01 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion: 95 Resp:  209990
Ion  Ratio  Lower  Upper
 95  100
174   85.5    0.0  165.8 
176   82.3    0.0  159.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3023 (10.310 min): VU024502.D (-3007) (-)
95

174

75

50

143119 157 207 267

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

50

m/z-->

Abundance
95 174

75

50

117 141155

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

50

m/z-->

Abundance Scan 3025 (10.316 min): VU025048.D (-2930) (-)
95 174

75

50

117 141155

10.25 10.30 10.35

0

50000

100000

150000

Time-->

Abundance Ion  94.90 (94.60 to 95.60): VU025048.D

 10.32

Ion 173.80 (173.50 to 174.50): VU025048.D
Ion 175.80 (175.50 to 176.50): VU025048.D

#63
Chlorobenzene-d5
Concen:   50.000 ug/l  
RT: 9.10 min  Scan# 2646
Delta R.T.   0.00 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion:117 Resp:  339943
Ion  Ratio  Lower  Upper
117  100
 82   56.6   44.3   66.5 
119   31.9   25.4   38.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2645 (9.095 min): VU024502.D (-2630) (-)
117

82

54

40 99 133 239 26768

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

50

m/z-->

Abundance
117

82

54

40 99

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

50

m/z-->

Abundance Scan 2646 (9.098 min): VU025048.D (-2552) (-)
117

82

54

40 99

9.00 9.05 9.10 9.15 9.20

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 116.90 (116.60 to 117.60): VU025048.D

  9.10

Ion  82.00 (81.70 to 82.70): VU025048.D
Ion 118.90 (118.60 to 119.60): VU025048.D
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#65
Chlorobenzene
Concen:   35.307 ug/l  
RT: 9.13 min  Scan# 2655
Delta R.T.   0.00 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion:112 Resp:  306618
Ion  Ratio  Lower  Upper
112  100
114   32.9   25.6   38.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2654 (9.123 min): VU024502.D (-2636) (-)
112

77

50

97 267207 239

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

50

m/z-->

Abundance
112

77

51

9736

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

50

m/z-->

Abundance Scan 2655 (9.127 min): VU025048.D (-2561) (-)
112

77

51

9736

9.10 9.20

0

50000

100000

150000

200000

Time-->

Abundance Ion 111.90 (111.60 to 112.60): VU025048.D

  9.13

Ion 113.90 (113.60 to 114.60): VU025048.D

#72
1,4-Dichlorobenzene-d4
Concen:   50.000 ug/l  
RT: 11.49 min  Scan# 3390
Delta R.T.   0.00 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion:152 Resp:  197163
Ion  Ratio  Lower  Upper
152  100
115   57.4   43.0  129.0 
150  157.1    0.0  354.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3389 (11.487 min): VU024502.D (-3375) (-)
119

150

13491
7852

6539 103 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
150

115
7852

40 63 89 126 139 207100

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3390 (11.490 min): VU025048.D (-3296) (-)
150

115
7852

40 63 89 132 207100

11.40 11.50 11.60

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 151.90 (151.60 to 152.60): VU025048.D

 11.49

Ion 114.90 (114.60 to 115.60): VU025048.D
Ion 149.90 (149.60 to 150.60): VU025048.D
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#83
tert-Butylbenzene
Concen:    0.673 ug/l  
RT: 11.10 min  Scan# 3270
Delta R.T.   0.00 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion:119 Resp:    8494
Ion  Ratio  Lower  Upper
119  100
 91   64.7   29.7   89.1 
134   24.4   11.6   34.7 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3270 (11.104 min): VU024502.D (-3255) (-)
119

91

134
1677741

60 105 200 267

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

50

m/z-->

Abundance
43 7157

11985
134103 156

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

50

m/z-->

Abundance Scan 3270 (11.104 min): VU025048.D (-3177) (-)
5743 71

119
85

134103 156

11.05 11.10 11.15

0

2000

4000

6000

Time-->

Abundance Ion 119.00 (118.70 to 119.70): VU025048.D

 11.10

Ion  91.00 (90.70 to 91.70): VU025048.D
Ion 134.00 (133.70 to 134.70): VU025048.D

#85
sec-Butylbenzene
Concen:    1.304 ug/l  
RT: 11.33 min  Scan# 3340
Delta R.T.   0.00 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion:105 Resp:   20599
Ion  Ratio  Lower  Upper
105  100
134   18.8    9.7   29.1 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3339 (11.326 min): VU024502.D (-3326) (-)
105

1349177
51 119 207 239 25537

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

50

m/z-->

Abundance
105

57

71
41

85
134

152119

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

50

m/z-->

Abundance Scan 3340 (11.329 min): VU025048.D (-3246) (-)
105

71 1349141 56
119 152

11.25 11.30 11.35 11.40

0

5000

10000

15000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VU025048.D

 11.33

Ion 134.00 (133.70 to 134.70): VU025048.D
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#88
1,4-Dichlorobenzene
Concen:    2.333 ug/l  
RT: 11.51 min  Scan# 3397
Delta R.T.   0.00 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion:146 Resp:   16627
Ion  Ratio  Lower  Upper
146  100
111   55.7   19.5   58.5 
148   68.4   32.4   97.0 
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Abundance Ion 145.90 (145.60 to 146.60): VU025048.D
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Ion 110.90 (110.60 to 111.60): VU025048.D
Ion 147.90 (147.60 to 148.60): VU025048.D

#91
1,2-Dichlorobenzene
Concen:    3.482 ug/l  
RT: 11.89 min  Scan# 3513
Delta R.T.   0.00 min
Lab File:   VU025048.D
Acq: 29 Jun 2018  03:11    

Tgt Ion:146 Resp:   24693
Ion  Ratio  Lower  Upper
146  100
111   42.2   20.5   61.6 
148   68.2   31.9   95.7 
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Abundance Scan 3512 (11.882 min): VU024502.D (-3498) (-)
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Abundance Scan 3513 (11.885 min): VU025048.D (-3419) (-)
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Abundance Ion 145.90 (145.60 to 146.60): VU025048.D
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Ion 110.90 (110.60 to 111.60): VU025048.D
Ion 147.90 (147.60 to 148.60): VU025048.D
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