
                            Quantitation Report    (QT/LSC Reviewed)
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN080718\
  Data File : VN050431.D                                          
  Acq On    :  7 Aug 2018  15:01
  Operator  : MD\SY
  Sample    : J4297-06
  Misc      : 5.10g/5mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Time: Aug 08 06:19:47 2018
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W.M
  Quant Title  : SW846 8260
  QLast Update : Tue Aug 07 05:22:15 2018
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) Pentafluorobenzene           7.66  168   736889    50.00 ug/l    0.00
    34) 1,4-Difluorobenzene          8.59  114  1144633    50.00 ug/l    0.00
    63) Chlorobenzene-d5            11.41  117  1051155    50.00 ug/l    0.00
    72) 1,4-Dichlorobenzene-d4      13.35  152   579197    50.00 ug/l    0.00
 
   System Monitoring Compounds                                        
    33) 1,2-Dichloroethane-d4        8.03   65   469344    47.67 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   95.34%
    35) Dibromofluoromethane         7.59  113   419066    45.63 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   91.26%
    50) Toluene-d8                  10.09   98  1653316    47.88 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   95.76%
    62) 4-Bromofluorobenzene        12.40   95   585861    49.78 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   99.56%
 
   Target Compounds                                                   Qvalue
    10) Methyl Iodide                3.94  142     9465m    2.54 ug/l        
    16) Acetone                      3.83   43     5771     1.61 ug/l      99
    17) Carbon Disulfide             4.03   76    10022     0.39 ug/l #    95
    18) Methyl Acetate               4.33   43    53462     6.84 ug/l     100
    39) Methylcyclohexane            9.07   83     5001     0.36 ug/l #    85
    85) sec-Butylbenzene            13.17  105    95089     2.32 ug/l #    61
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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#1
Pentafluorobenzene
Concen:   50.00 ug/l  
RT: 7.66 min  Scan# 1889
Delta R.T.   -0.00 min
Lab File:   VN050431.D
Acq:  7 Aug 2018  15:01    

Tgt Ion:168 Resp:  736889
Ion  Ratio  Lower  Upper
168  100
 99   51.6   40.0   60.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1890 (7.667 min): VN050378.D (-1870) (-)
168

56
84

9941
69

137
149118
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0

50

m/z-->

Abundance
168

99

137
1491177561 8637 51 192

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1889 (7.664 min): VN050431.D (-1797) (-)
168

99

137
117 1497561 8637 51 192
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0

100000
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300000

Time-->

Abundance Ion 167.90 (167.60 to 168.60): VN050431.D

  7.66

Ion  98.90 (98.60 to 99.60): VN050431.D

#10
Methyl Iodide
Concen:    2.54 ug/l m
RT: 3.94 min  Scan# 731
Delta R.T.   -0.01 min
Lab File:   VN050431.D
Acq:  7 Aug 2018  15:01    

Tgt Ion:142 Resp:    9465
Ion  Ratio  Lower  Upper
142  100
127   38.0   33.4   50.2 
141   12.9   11.6   17.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 733 (3.947 min): VN050378.D (-713) (-)
142
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Abundance
142

12744
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Abundance Scan 731 (3.941 min): VN050431.D (-639) (-)
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Abundance Ion 141.80 (141.50 to 142.50): VN050431.D

  3.94

Ion 126.80 (126.50 to 127.50): VN050431.D
Ion 140.80 (140.50 to 141.50): VN050431.D
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#16
Acetone
Concen:    1.61 ug/l  
RT: 3.83 min  Scan# 697
Delta R.T.   0.01 min
Lab File:   VN050431.D
Acq:  7 Aug 2018  15:01    

Tgt Ion: 43 Resp:    5771
Ion  Ratio  Lower  Upper
 43  100
 58   31.5   25.8   38.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 694 (3.821 min): VN050378.D (-676) (-)
43

58

75
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0

50

m/z-->

Abundance
43

58

207
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0

50

m/z-->

Abundance Scan 697 (3.831 min): VN050431.D (-601) (-)
43
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3.75 3.80 3.85 3.90

0

500
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2000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VN050431.D

  3.83

Ion  58.00 (57.70 to 58.70): VN050431.D

#17
Carbon Disulfide
Concen:    0.39 ug/l  
RT: 4.03 min  Scan# 758
Delta R.T.   -0.02 min
Lab File:   VN050431.D
Acq:  7 Aug 2018  15:01    

Tgt Ion: 76 Resp:   10022
Ion  Ratio  Lower  Upper
 76  100
 78   11.1    7.3   10.9#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 765 (4.050 min): VN050378.D (-742) (-)
76

44
64 10836

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

50

m/z-->

Abundance
76

44

142127

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

50

m/z-->

Abundance Scan 758 (4.027 min): VN050431.D (-672) (-)
76

44
142127

3.95 4.00 4.05 4.10 4.15

0

1000

2000

3000

4000

Time-->

Abundance Ion  75.90 (75.60 to 76.60): VN050431.D

  4.03

Ion  77.90 (77.60 to 78.60): VN050431.D
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#18
Methyl Acetate
Concen:    6.84 ug/l  
RT: 4.33 min  Scan# 853
Delta R.T.   0.00 min
Lab File:   VN050431.D
Acq:  7 Aug 2018  15:01    

Tgt Ion: 43 Resp:   53462
Ion  Ratio  Lower  Upper
 43  100
 74   24.1   19.2   28.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 852 (4.329 min): VN050378.D (-832) (-)
41

76

59

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
43

74
59

207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 853 (4.333 min): VN050431.D (-759) (-)
43

74
59

207
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10000

15000

20000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VN050431.D

  4.33

Ion  74.00 (73.70 to 74.70): VN050431.D

#33
1,2-Dichloroethane-d4
Concen:   47.67 ug/l  
RT: 8.03 min  Scan# 2002
Delta R.T.   -0.00 min
Lab File:   VN050431.D
Acq:  7 Aug 2018  15:01    

Tgt Ion: 65 Resp:  469344
Ion  Ratio  Lower  Upper
 65  100
 67   54.3    0.0  108.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2003 (8.030 min): VN050378.D (-1983) (-)
78
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37 83 207117128 145 173
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50

m/z-->

Abundance Scan 2002 (8.027 min): VN050431.D (-1910) (-)
65

51

102

37 120 14578 17391
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Time-->

Abundance Ion  64.90 (64.60 to 65.60): VN050431.D

  8.03

Ion  66.90 (66.60 to 67.60): VN050431.D

VN050431.D  82N080618W.M      Wed Aug 08 11:56:42 2018      Page 5

Instrument :
MSVOA_N
ClientSampleId :
TP-6

Manual Integrations
APPROVED

              MMDadoda
     8/8/2018 10:47:23 AM



#34
1,4-Difluorobenzene
Concen:   50.00 ug/l  
RT: 8.59 min  Scan# 2176
Delta R.T.   0.00 min
Lab File:   VN050431.D
Acq:  7 Aug 2018  15:01    

Tgt Ion:114 Resp: 1144633
Ion  Ratio  Lower  Upper
114  100
 63   19.9    0.0   40.0 
 88   15.2    0.0   31.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2176 (8.587 min): VN050378.D (-2158) (-)
114

63 88
50 7537 99

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
114

63 88
50 7537 128 141 153 165176 20799

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2176 (8.587 min): VN050431.D (-2083) (-)
114

63 88
50 7537 131 145 163174 20799

8.50 8.60 8.70

0

200000

400000

600000

Time-->

Abundance Ion 113.90 (113.60 to 114.60): VN050431.D

  8.59

Ion  63.00 (62.70 to 63.70): VN050431.D
Ion  87.90 (87.60 to 88.60): VN050431.D

#35
Dibromofluoromethane
Concen:   45.63 ug/l  
RT: 7.59 min  Scan# 1866
Delta R.T.   -0.00 min
Lab File:   VN050431.D
Acq:  7 Aug 2018  15:01    

Tgt Ion:113 Resp:  419066
Ion  Ratio  Lower  Upper
113  100
111  103.3   80.7  121.1 
192   22.3   17.8   26.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1867 (7.593 min): VN050378.D (-1847) (-)
111

97

61
192

79
1601214737 171

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
111

192
81

93 160 17344 55 67 145

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1866 (7.590 min): VN050431.D (-1774) (-)
111

192
79

93 160 1736743 145

7.50 7.60 7.70

0

50000

100000

150000

200000

Time-->

Abundance Ion 112.80 (112.50 to 113.50): VN050431.D

  7.59

Ion 110.80 (110.50 to 111.50): VN050431.D
Ion 191.70 (191.40 to 192.40): VN050431.D
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#39
Methylcyclohexane
Concen:    0.36 ug/l  
RT: 9.07 min  Scan# 2327
Delta R.T.   -0.01 min
Lab File:   VN050431.D
Acq:  7 Aug 2018  15:01    

Tgt Ion: 83 Resp:    5001
Ion  Ratio  Lower  Upper
 83  100
 55   64.3   61.8   92.8 
 98   56.0   36.5   54.7#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2330 (9.082 min): VN050378.D (-2311) (-)
83

55

9841

69

112
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0

50

m/z-->

Abundance
55 8341
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133121 147 159 173 190 207
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50
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Abundance Scan 2327 (9.072 min): VN050431.D (-2237) (-)
83

5541
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147 174 190124112 207161135

9.00 9.05 9.10

0

1000

2000

3000

4000

Time-->

Abundance Ion  83.00 (82.70 to 83.70): VN050431.D

  9.07

Ion  55.00 (54.70 to 55.70): VN050431.D
Ion  98.00 (97.70 to 98.70): VN050431.D

#50
Toluene-d8
Concen:   47.88 ug/l  
RT: 10.09 min  Scan# 2644
Delta R.T.   0.00 min
Lab File:   VN050431.D
Acq:  7 Aug 2018  15:01    

Tgt Ion: 98 Resp: 1653316
Ion  Ratio  Lower  Upper
 98  100
100   64.3   50.7   76.1 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2644 (10.091 min): VN050378.D (-2627) (-)
98

42 7054
82 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
98

7042 54
82 112 177 191 206124135146157

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2644 (10.091 min): VN050431.D (-2551) (-)
98

7042 54
82 112 189 204124135146157 171

10.00 10.10 10.20

0

200000

400000

600000

800000

1000000

Time-->

Abundance Ion  98.00 (97.70 to 98.70): VN050431.D

 10.09

Ion 100.00 (99.70 to 100.70): VN050431.D
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#62
4-Bromofluorobenzene
Concen:   49.78 ug/l  
RT: 12.40 min  Scan# 3362
Delta R.T.   -0.00 min
Lab File:   VN050431.D
Acq:  7 Aug 2018  15:01    

Tgt Ion: 95 Resp:  585861
Ion  Ratio  Lower  Upper
 95  100
174   85.1    0.0  178.2 
176   82.5    0.0  173.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3363 (12.403 min): VN050378.D (-3348) (-)
95 174

75

50

141119 156 191207 265281249

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

50

m/z-->

Abundance
95

174

75

55 125
39 110 143 191207222 281158

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

50

m/z-->

Abundance Scan 3362 (12.400 min): VN050431.D (-3270) (-)
95 174

75

50
125

141110 158 190205 222 281

12.35 12.40 12.45

0

100000

200000

300000

400000

500000

Time-->

Abundance Ion  94.90 (94.60 to 95.60): VN050431.D

 12.40

Ion 173.80 (173.50 to 174.50): VN050431.D
Ion 175.80 (175.50 to 176.50): VN050431.D

#63
Chlorobenzene-d5
Concen:   50.00 ug/l  
RT: 11.41 min  Scan# 3054
Delta R.T.   0.00 min
Lab File:   VN050431.D
Acq:  7 Aug 2018  15:01    

Tgt Ion:117 Resp: 1051155
Ion  Ratio  Lower  Upper
117  100
 82   53.0   43.7   65.5 
119   32.4   26.1   39.1 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 3054 (11.410 min): VN050378.D (-3038) (-)
117

82

54
40 9966

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
117

82

54
40 69 97 141 167 181 194206 220129 153

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 3054 (11.410 min): VN050431.D (-2961) (-)
117

82

54
40 14166 99 153 170 188 205 220

11.30 11.40 11.50

0

200000

400000

600000

800000

Time-->

Abundance Ion 116.90 (116.60 to 117.60): VN050431.D

 11.41

Ion  82.00 (81.70 to 82.70): VN050431.D
Ion 118.90 (118.60 to 119.60): VN050431.D
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#72
1,4-Dichlorobenzene-d4
Concen:   50.00 ug/l  
RT: 13.35 min  Scan# 3656
Delta R.T.   0.00 min
Lab File:   VN050431.D
Acq:  7 Aug 2018  15:01    

Tgt Ion:152 Resp:  579197
Ion  Ratio  Lower  Upper
152  100
115   53.2   27.8   83.3 
150  141.2    0.0  348.6 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3656 (13.345 min): VN050378.D (-3642) (-)
150

1157852

99 191 20936

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

50

m/z-->

Abundance
150

115
69

52
95

20819317337 131 223 281

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

50

m/z-->

Abundance Scan 3656 (13.345 min): VN050431.D (-3563) (-)
150

115
7852

97 167 185 20237 220 281132

13.30 13.40

0

200000

400000

600000

Time-->

Abundance Ion 151.90 (151.60 to 152.60): VN050431.D

 13.35

Ion 114.90 (114.60 to 115.60): VN050431.D
Ion 149.90 (149.60 to 150.60): VN050431.D

#85
sec-Butylbenzene
Concen:    2.32 ug/l  
RT: 13.17 min  Scan# 3603
Delta R.T.   0.00 min
Lab File:   VN050431.D
Acq:  7 Aug 2018  15:01    

Tgt Ion:105 Resp:   95089
Ion  Ratio  Lower  Upper
105  100
134   38.0   10.1   30.1#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3603 (13.175 min): VN050378.D (-3588) (-)
105

134
77

51 191 209 281

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

50

m/z-->

Abundance
55

97
81

13939
112

159 193174 208224 281

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

50

m/z-->

Abundance Scan 3603 (13.175 min): VN050431.D (-3510) (-)
105

139
81

55

159174189 20938 122 281

13.10 13.15 13.20

0

20000

40000

60000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VN050431.D

 13.17

Ion 134.00 (133.70 to 134.70): VN050431.D
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