
                            Quantitation Report    (QT/LSC Reviewed)
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN062520\
  Data File : VN062116.D                                          
  Acq On    : 25 Jun 2020  17:17
  Operator  : JC/MD
  Sample    : L3071-01
  Misc      : 4.76g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 18   Sample Multiplier: 1
 
  Quant Time: Jul 02 18:02:45 2020
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
  Quant Title  : SW846 8260
  QLast Update : Wed Jun 24 15:33:00 2020
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) Pentafluorobenzene           7.62  168   227867    50.00 ug/l    0.00
    34) 1,4-Difluorobenzene          8.55  114   416456    50.00 ug/l    0.00
    63) Chlorobenzene-d5            11.38  117   396740    50.00 ug/l    0.00
    72) 1,4-Dichlorobenzene-d4      13.32  152   176340    50.00 ug/l    0.00
 
   System Monitoring Compounds                                        
    33) 1,2-Dichloroethane-d4        7.99   65   146630    45.85 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   91.70%
    35) Dibromofluoromethane         7.54  113   121979    45.65 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   91.30%
    50) Toluene-d8                  10.06   98   525589    49.21 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   98.42%
    62) 4-Bromofluorobenzene        12.38   95   183942    50.98 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  101.96%
 
   Target Compounds                                                   Qvalue
    18) Methyl Acetate               4.28   43     4406     1.733 ug/l #    78
    39) Methylcyclohexane            9.04   83    40434     8.816 ug/l #     1
    73) Isopropylbenzene            12.22  105    37296     2.732 ug/l      99
    78) n-propylbenzene             12.57   91    79632     5.100 ug/l      99
    80) 1,3,5-Trimethylbenzene      12.71  105    85530     7.729 ug/l      98
    84) 1,2,4-Trimethylbenzene      13.01  105   336783    30.474 ug/l     100
    85) sec-Butylbenzene            13.15  105    28695     2.293 ug/l #    44
    86) p-Isopropyltoluene          13.26  119    10376m    0.946 ug/l        
    89) n-Butylbenzene              13.59   91    30998     3.401 ug/l #    63
    95) Naphthalene                 15.10  128    12280     5.339 ug/l #    79
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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#1
Pentafluorobenzene
Concen:   50.000 ug/l  
RT: 7.62 min  Scan# 1819
Delta R.T.   -0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion:168 Resp:  227867
Ion  Ratio  Lower  Upper
168  100
 99   57.2   45.8   68.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1820 (7.625 min): VN062059.D (-1800) (-)
168

56 84
99

41
69 137

149118
207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
168

99

137
117 1497543 56 86 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1819 (7.622 min): VN062116.D (-1727) (-)
168

99

137
117 1497556 8641 207

7.50 7.60 7.70

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion 167.90 (167.60 to 168.60): VN062116.D

  7.62

Ion  98.90 (98.60 to 99.60): VN062116.D

#18
Methyl Acetate
Concen:    1.733 ug/l  
RT: 4.28 min  Scan# 780
Delta R.T.   0.01 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion: 43 Resp:    4406
Ion  Ratio  Lower  Upper
 43  100
 74   17.0   22.9   34.3#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 778 (4.275 min): VN062059.D (-759) (-)
41

76

59

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
43

74

207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 780 (4.281 min): VN062116.D (-685) (-)
43

74

4.20 4.25 4.30 4.35

0

500

1000

1500

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VN062116.D

  4.28

Ion  74.00 (73.70 to 74.70): VN062116.D
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#33
1,2-Dichloroethane-d4
Concen:   45.854 ug/l  
RT: 7.99 min  Scan# 1932
Delta R.T.   0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion: 65 Resp:  146630
Ion  Ratio  Lower  Upper
 65  100
 67   52.4    0.0  106.2 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1932 (7.985 min): VN062059.D (-1914) (-)
78

65
51

10239
7356 84

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance
65

51
102

37 44 8359

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1932 (7.985 min): VN062116.D (-1839) (-)
65

51
102

37
59 84

7.90 7.95 8.00 8.05

0

20000

40000

60000

Time-->

Abundance Ion  64.90 (64.60 to 65.60): VN062116.D

  7.99

Ion  66.90 (66.60 to 67.60): VN062116.D

#34
1,4-Difluorobenzene
Concen:   50.000 ug/l  
RT: 8.55 min  Scan# 2107
Delta R.T.   -0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion:114 Resp:  416456
Ion  Ratio  Lower  Upper
114  100
 63   19.1    0.0   39.2 
 88   15.2    0.0   30.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2108 (8.551 min): VN062059.D (-2090) (-)
114

63 88
50 7537 99

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
114

63 88
50 7539 20799

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2107 (8.548 min): VN062116.D (-2015) (-)
114

63 88
50 7537 99 207

8.50 8.60

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 113.90 (113.60 to 114.60): VN062116.D

  8.55

Ion  63.00 (62.70 to 63.70): VN062116.D
Ion  87.90 (87.60 to 88.60): VN062116.D
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#35
Dibromofluoromethane
Concen:   45.655 ug/l  
RT: 7.54 min  Scan# 1795
Delta R.T.   -0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion:113 Resp:  121979
Ion  Ratio  Lower  Upper
113  100
111  102.8   82.2  123.4 
192   17.9   14.0   21.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1796 (7.548 min): VN062059.D (-1775) (-)
111

97

61

81 192
12137 47 160 173

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
111

79 192
43 9256 160171

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1795 (7.545 min): VN062116.D (-1703) (-)
111

79 192
43 9257 160 17369

7.50 7.60 7.70

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion 112.80 (112.50 to 113.50): VN062116.D

  7.54

Ion 110.80 (110.50 to 111.50): VN062116.D
Ion 191.70 (191.40 to 192.40): VN062116.D

#39
Methylcyclohexane
Concen:    8.816 ug/l  
RT: 9.04 min  Scan# 2261
Delta R.T.   -0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion: 83 Resp:   40434
Ion  Ratio  Lower  Upper
 83  100
 55  222.0   57.0   85.6#
 98   69.1   39.0   58.6#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2262 (9.046 min): VN062059.D (-2245) (-)
83

55

98
41

69

207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
5743

71 99
83 112

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2261 (9.043 min): VN062116.D (-2169) (-)
5743

71 99

83 112

8.95 9.00 9.05 9.10

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion  83.00 (82.70 to 83.70): VN062116.D

  9.04

Ion  55.00 (54.70 to 55.70): VN062116.D
Ion  98.00 (97.70 to 98.70): VN062116.D
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#50
Toluene-d8
Concen:   49.213 ug/l  
RT: 10.06 min  Scan# 2577
Delta R.T.   -0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion: 98 Resp:  525589
Ion  Ratio  Lower  Upper
 98  100
100   65.0   51.2   76.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2577 (10.059 min): VN062059.D (-2561) (-)
98

7042 54
82 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
98

7042 54 11283 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2577 (10.059 min): VN062116.D (-2484) (-)
98

7042 54
11282 207

10.00 10.10

0

100000

200000

300000

Time-->

Abundance Ion  98.00 (97.70 to 98.70): VN062116.D

 10.06

Ion 100.00 (99.70 to 100.70): VN062116.D

#62
4-Bromofluorobenzene
Concen:   50.977 ug/l  
RT: 12.38 min  Scan# 3298
Delta R.T.   -0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion: 95 Resp:  183942
Ion  Ratio  Lower  Upper
 95  100
174   77.3    0.0  154.8 
176   75.5    0.0  147.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3298 (12.378 min): VN062059.D (-3284) (-)
95

174

75

50
6237 143117 157 207106 128

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
95

176

75

57

41
111 141125 154 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3298 (12.378 min): VN062116.D (-3205) (-)
95

174

75

57

43 111 141123 155

12.30 12.35 12.40 12.45

0

50000

100000

150000

Time-->

Abundance Ion  94.90 (94.60 to 95.60): VN062116.D

 12.38

Ion 173.80 (173.50 to 174.50): VN062116.D
Ion 175.80 (175.50 to 176.50): VN062116.D
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#63
Chlorobenzene-d5
Concen:   50.000 ug/l  
RT: 11.38 min  Scan# 2988
Delta R.T.   -0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion:117 Resp:  396740
Ion  Ratio  Lower  Upper
117  100
 82   54.9   43.8   65.8 
119   31.8   25.2   37.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2988 (11.381 min): VN062059.D (-2972) (-)
117

82

54
40

9966

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
117

82

54
41 71 95 128 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2988 (11.381 min): VN062116.D (-2895) (-)
117

82

54
40 71 99 128 207

11.30 11.40

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion 116.90 (116.60 to 117.60): VN062116.D

 11.38

Ion  82.00 (81.70 to 82.70): VN062116.D
Ion 118.90 (118.60 to 119.60): VN062116.D

#72
1,4-Dichlorobenzene-d4
Concen:   50.000 ug/l  
RT: 13.32 min  Scan# 3591
Delta R.T.   0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion:152 Resp:  176340
Ion  Ratio  Lower  Upper
152  100
115   58.9   29.5   88.5 
150  157.2    0.0  351.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3590 (13.316 min): VN062059.D (-3576) (-)
150

1157852

40 99 20766

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
150

115
7852

41 8964 132 168 207100

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3591 (13.320 min): VN062116.D (-3497) (-)
150

115
7852

40 9966 168132

13.30 13.40

0

50000

100000

150000

200000

Time-->

Abundance Ion 151.90 (151.60 to 152.60): VN062116.D

 13.32

Ion 114.90 (114.60 to 115.60): VN062116.D
Ion 149.90 (149.60 to 150.60): VN062116.D
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#73
Isopropylbenzene
Concen:    2.732 ug/l  
RT: 12.22 min  Scan# 3250
Delta R.T.   -0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion:105 Resp:   37296
Ion  Ratio  Lower  Upper
105  100
120   25.7   13.2   39.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3250 (12.223 min): VN062059.D (-3235) (-)
105

120
77

51 9139 63 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
105

120
695541

83 140

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3250 (12.223 min): VN062116.D (-3157) (-)
105

120
77

51 916338 138

12.15 12.20 12.25

0

5000

10000

15000

20000

25000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VN062116.D

 12.22

Ion 120.00 (119.70 to 120.70): VN062116.D

#78
n-propylbenzene
Concen:    5.100 ug/l  
RT: 12.57 min  Scan# 3357
Delta R.T.   -0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion: 91 Resp:   79632
Ion  Ratio  Lower  Upper
 91  100
120   23.1   11.4   34.1 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3357 (12.567 min): VN062059.D (-3344) (-)
91

120
65 78 10551 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
91

12057
41 69 105 140 20780

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3357 (12.567 min): VN062116.D (-3264) (-)
91

120
65 7851 105 13739 207

12.50 12.60

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion  91.00 (90.70 to 91.70): VN062116.D

 12.57

Ion 120.00 (119.70 to 120.70): VN062116.D
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#80
1,3,5-Trimethylbenzene
Concen:    7.729 ug/l  
RT: 12.71 min  Scan# 3401
Delta R.T.   0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion:105 Resp:   85530
Ion  Ratio  Lower  Upper
105  100
120   50.5   24.6   74.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3401 (12.709 min): VN062059.D (-3384) (-)
105

120

77
5139 17494 20766

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
105

57 120
43

71
85

140 154 174 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3401 (12.709 min): VN062116.D (-3308) (-)
105

120

43
8555

69
140 154

12.70 12.75

0

20000

40000

60000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VN062116.D

 12.71

Ion 120.00 (119.70 to 120.70): VN062116.D

#84
1,2,4-Trimethylbenzene
Concen:   30.474 ug/l  
RT: 13.01 min  Scan# 3496
Delta R.T.   -0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion:105 Resp:  336783
Ion  Ratio  Lower  Upper
105  100
120   46.4   23.2   69.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3496 (13.014 min): VN062059.D (-3484) (-)
105

120

167
13260 7739 94 200

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
105

120

77 9139 51 63 138 154 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3496 (13.014 min): VN062116.D (-3403) (-)
105

120

77 915139 65 137 207

13.00 13.10

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VN062116.D

 13.01

Ion 120.00 (119.70 to 120.70): VN062116.D
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#85
sec-Butylbenzene
Concen:    2.293 ug/l  
RT: 13.15 min  Scan# 3537
Delta R.T.   0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion:105 Resp:   28695
Ion  Ratio  Lower  Upper
105  100
134   44.8    9.7   29.1#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3537 (13.146 min): VN062059.D (-3522) (-)
105

1349177
5139 65 117 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
10557

41 9171
134

123 154 168 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3537 (13.146 min): VN062116.D (-3444) (-)
105

57

91
134

71
41

117

13.10 13.15 13.20

0

5000

10000

15000

20000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VN062116.D

 13.15

Ion 134.00 (133.70 to 134.70): VN062116.D

#86
p-Isopropyltoluene
Concen:    0.946 ug/l m
RT: 13.26 min  Scan# 3574
Delta R.T.   0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion:119 Resp:   10376
Ion  Ratio  Lower  Upper
119  100
134   37.9   13.0   39.0 
 91   21.4   11.3   33.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3574 (13.265 min): VN062059.D (-3560) (-)
119

146
13491

755039 63 103

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
57

43

69
85 119

98
134 156 168 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3574 (13.265 min): VN062116.D (-3481) (-)
119

84
98

134

65 156 20750 168

13.25 13.30

0

2000

4000

6000

8000

10000

Time-->

Abundance Ion 119.00 (118.70 to 119.70): VN062116.D

 13.26

Ion 134.00 (133.70 to 134.70): VN062116.D
Ion  91.00 (90.70 to 91.70): VN062116.D
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#89
n-Butylbenzene
Concen:    3.401 ug/l  
RT: 13.59 min  Scan# 3675
Delta R.T.   -0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion: 91 Resp:   30998
Ion  Ratio  Lower  Upper
 91  100
 92   74.8   26.6   79.7 
134    0.0   12.3   36.9#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3675 (13.590 min): VN062059.D (-3661) (-)
91

134
65 1057739 51 117 146

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
91

105
134

5741 69
119

15180 207166

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3675 (13.590 min): VN062116.D (-3582) (-)
91

105
134

65 77 11951 151 166 207

13.60

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion  91.00 (90.70 to 91.70): VN062116.D

 13.59

Ion  92.00 (91.70 to 92.70): VN062116.D
Ion 134.00 (133.70 to 134.70): VN062116.D

#95
Naphthalene
Concen:    5.339 ug/l  
RT: 15.10 min  Scan# 4146
Delta R.T.   0.00 min
Lab File:   VN062116.D
Acq: 25 Jun 2020  17:17    

Tgt Ion:128 Resp:   12280
Ion  Ratio  Lower  Upper
128  100
127   23.2   10.5   15.7#
129   16.3    8.6   13.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 4146 (15.104 min): VN062059.D (-4131) (-)
128

1026351 7539 86 113 208

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
128

57

41 71
91 105 162 207

147117

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 4146 (15.104 min): VN062116.D (-4053) (-)
128

57

71 162
10543 85 147 207

15.05 15.10 15.15

0

2000

4000

6000

8000

Time-->

Abundance Ion 128.00 (127.70 to 128.70): VN062116.D

 15.10

Ion 127.00 (126.70 to 127.70): VN062116.D
Ion 129.00 (128.70 to 129.70): VN062116.D
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