
                              Quantitation Report    (QT Reviewed)
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062620\
  Data File : VN062176.D                                          
  Acq On    : 27 Jun 2020   6:41
  Operator  : JC/MD
  Sample    : L3098-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 52   Sample Multiplier: 1
 
  Quant Time: Jun 27 07:24:53 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           7.63  168   200634    50.00 ug/l    0.00
    34) 1,4-Difluorobenzene          8.55  114   390206    50.00 ug/l    0.00
    63) Chlorobenzene-d5            11.38  117   374185    50.00 ug/l    0.00
    72) 1,4-Dichlorobenzene-d4      13.32  152   153212    50.00 ug/l    0.00
 
   System Monitoring Compounds                                        
    33) 1,2-Dichloroethane-d4        7.99   65   146442    52.01 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  104.02%
    35) Dibromofluoromethane         7.55  113   121445    48.51 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   97.02%
    50) Toluene-d8                  10.06   98   493955    49.36 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   98.72%
    62) 4-Bromofluorobenzene        12.38   95   168771    49.92 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   99.84%
 
   Target Compounds                                                   Qvalue
    11) Tert butyl alcohol           4.73   59    16552    40.945 ug/l      97
    16) Acetone                      3.78   43    10447     7.898 ug/l      92
    18) Methyl Acetate               4.28   43     2907     1.299 ug/l #    60
    39) Methylcyclohexane            9.05   83    34521     8.033 ug/l      97
    52) Toluene                     10.12   92     9727     1.334 ug/l      94
    68) m/p-Xylenes                 11.59  106    70959    13.220 ug/l     100
    69) o-Xylene                    11.92  106    72655    14.346 ug/l      98
    80) 1,3,5-Trimethylbenzene      12.71  105    96300    10.016 ug/l     100
    84) 1,2,4-Trimethylbenzene      13.01  105    28440     2.962 ug/l      96
    86) p-Isopropyltoluene          13.26  119    10592     1.112 ug/l      98
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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#1
Pentafluorobenzene
Concen:   50.000 ug/l  
RT: 7.63 min  Scan# 1820
Delta R.T.   -0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion:168 Resp:  200634
Ion  Ratio  Lower  Upper
168  100
 99   59.3   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
11775 1495641 87

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1820 (7.625 min): VN062176.D (-1727) (-)
168

99

137
117 149755641 87

7.50 7.60 7.70

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion 167.90 (167.60 to 168.60): VN062176.D

  7.63

Ion  98.90 (98.60 to 99.60): VN062176.D

#11
Tert butyl alcohol
Concen:   40.945 ug/l  
RT: 4.73 min  Scan# 920
Delta R.T.   -0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion: 59 Resp:   16552
Ion  Ratio  Lower  Upper
 59  100
 57    9.5    8.3   12.5 

Ref

Raw

Sub

30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

50

m/z-->

Abundance Scan 921 (4.735 min): VN062059.D (-895) (-)
59

41

5638 5044 8953

30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

50

m/z-->

Abundance
59

41
44 5650
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0
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m/z-->

Abundance Scan 920 (4.731 min): VN062176.D (-828) (-)
59

41
565044

4.60 4.70 4.80

0

1000

2000
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Time-->

Abundance Ion  59.00 (58.70 to 59.70): VN062176.D

  4.73

Ion  57.00 (56.70 to 57.70): VN062176.D
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#16
Acetone
Concen:    7.898 ug/l  
RT: 3.78 min  Scan# 624
Delta R.T.   0.01 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion: 43 Resp:   10447
Ion  Ratio  Lower  Upper
 43  100
 58   29.8   27.5   41.3 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 622 (3.773 min): VN062059.D (-602) (-)
43

58

39 5335 75
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0

50

m/z-->

Abundance
43

58

39

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

50

m/z-->

Abundance Scan 624 (3.780 min): VN062176.D (-529) (-)
43

58

39

3.70 3.80 3.90

0

1000

2000

3000

4000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VN062176.D

  3.78

Ion  58.00 (57.70 to 58.70): VN062176.D

#18
Methyl Acetate
Concen:    1.299 ug/l  
RT: 4.28 min  Scan# 781
Delta R.T.   0.01 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion: 43 Resp:    2907
Ion  Ratio  Lower  Upper
 43  100
 74    7.4   22.9   34.3#

Ref

Raw

Sub

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

50

m/z-->

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

76

38
594944 7363 79

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

50

m/z-->

Abundance
43

40 74

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

50

m/z-->

Abundance Scan 781 (4.284 min): VN062176.D (-685) (-)
43

74
40

4.25 4.30

0

500

1000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VN062176.D

  4.28

Ion  74.00 (73.70 to 74.70): VN062176.D
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#33
1,2-Dichloroethane-d4
Concen:   52.012 ug/l  
RT: 7.99 min  Scan# 1933
Delta R.T.   0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion: 65 Resp:  146442
Ion  Ratio  Lower  Upper
 65  100
 67   52.5    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 7844 59 84

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1933 (7.989 min): VN062176.D (-1839) (-)
65

51

102

37 7859 84

7.90 7.95 8.00 8.05 8.10

0

20000

40000

60000

Time-->

Abundance Ion  64.90 (64.60 to 65.60): VN062176.D

  7.99

Ion  66.90 (66.60 to 67.60): VN062176.D

#34
1,4-Difluorobenzene
Concen:   50.000 ug/l  
RT: 8.55 min  Scan# 2108
Delta R.T.   -0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion:114 Resp:  390206
Ion  Ratio  Lower  Upper
114  100
 63   19.5    0.0   39.2 
 88   15.4    0.0   30.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

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

63 88
5750 9475 816937 44
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50

m/z-->

Abundance
114

63 88
5750 9475 816937 44

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2108 (8.551 min): VN062176.D (-2015) (-)
114

63 88
5750 9475 8137 6944
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0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 113.90 (113.60 to 114.60): VN062176.D

  8.55

Ion  63.00 (62.70 to 63.70): VN062176.D
Ion  87.90 (87.60 to 88.60): VN062176.D
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#35
Dibromofluoromethane
Concen:   48.513 ug/l  
RT: 7.55 min  Scan# 1796
Delta R.T.   -0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion:113 Resp:  121445
Ion  Ratio  Lower  Upper
113  100
111  102.7   82.2  123.4 
192   18.0   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

81 192
91

160 17344

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1796 (7.548 min): VN062176.D (-1703) (-)
111

81 192
91

160 17344

7.45 7.50 7.55 7.60 7.65

0

20000

40000

60000

Time-->

Abundance Ion 112.80 (112.50 to 113.50): VN062176.D

  7.55

Ion 110.80 (110.50 to 111.50): VN062176.D
Ion 191.70 (191.40 to 192.40): VN062176.D

#39
Methylcyclohexane
Concen:    8.033 ug/l  
RT: 9.05 min  Scan# 2262
Delta R.T.   -0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion: 83 Resp:   34521
Ion  Ratio  Lower  Upper
 83  100
 55   72.9   57.0   85.6 
 98   52.3   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
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50

m/z-->

Abundance Scan 2262 (9.046 min): VN062176.D (-2169) (-)
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Time-->

Abundance Ion  83.00 (82.70 to 83.70): VN062176.D

  9.05

Ion  55.00 (54.70 to 55.70): VN062176.D
Ion  98.00 (97.70 to 98.70): VN062176.D
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#50
Toluene-d8
Concen:   49.362 ug/l  
RT: 10.06 min  Scan# 2577
Delta R.T.   -0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion: 98 Resp:  493955
Ion  Ratio  Lower  Upper
 98  100
100   64.9   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
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0

50

m/z-->

Abundance
98

7042 54
82 112 207
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50
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Abundance Scan 2577 (10.059 min): VN062176.D (-2484) (-)
98

7042 54
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Time-->

Abundance Ion  98.00 (97.70 to 98.70): VN062176.D

 10.06

Ion 100.00 (99.70 to 100.70): VN062176.D

#52
Toluene
Concen:    1.334 ug/l  
RT: 10.12 min  Scan# 2597
Delta R.T.   -0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion: 92 Resp:    9727
Ion  Ratio  Lower  Upper
 92  100
 91  163.4  137.4  206.0 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2597 (10.124 min): VN062059.D (-2581) (-)
91

6539 5145 74 8560
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m/z-->

Abundance
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986539 5044 74
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0

50
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Abundance Scan 2597 (10.123 min): VN062176.D (-2504) (-)
91

986539 51 7444
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0
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4000
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Time-->

Abundance Ion  92.00 (91.70 to 92.70): VN062176.D

 10.12

Ion  91.00 (90.70 to 91.70): VN062176.D
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#62
4-Bromofluorobenzene
Concen:   49.920 ug/l  
RT: 12.38 min  Scan# 3298
Delta R.T.   -0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion: 95 Resp:  168771
Ion  Ratio  Lower  Upper
 95  100
174   76.0    0.0  154.8 
176   73.1    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

174

75

50
38 62 117 141 155 207106 128

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3298 (12.377 min): VN062176.D (-3205) (-)
95

174

75

50
6238 141117 157 207106 128

12.30 12.35 12.40 12.45

0

50000

100000

Time-->

Abundance Ion  94.90 (94.60 to 95.60): VN062176.D

 12.38

Ion 173.80 (173.50 to 174.50): VN062176.D
Ion 175.80 (175.50 to 176.50): VN062176.D

#63
Chlorobenzene-d5
Concen:   50.000 ug/l  
RT: 11.38 min  Scan# 2988
Delta R.T.   -0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion:117 Resp:  374185
Ion  Ratio  Lower  Upper
117  100
 82   56.8   43.8   65.8 
119   32.1   25.2   37.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

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

82

54
40 76

47 61 89 99 11167

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
117

82

54
40 76 8947 61 9967

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2988 (11.381 min): VN062176.D (-2895) (-)
117

82

54
40 76 8947 61 9967

11.30 11.40 11.50

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion 116.90 (116.60 to 117.60): VN062176.D

 11.38

Ion  82.00 (81.70 to 82.70): VN062176.D
Ion 118.90 (118.60 to 119.60): VN062176.D
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#68
m/p-Xylenes
Concen:   13.220 ug/l  
RT: 11.59 min  Scan# 3054
Delta R.T.   -0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion:106 Resp:   70959
Ion  Ratio  Lower  Upper
106  100
 91  196.8  157.8  236.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 3054 (11.593 min): VN062059.D (-3038) (-)
91

106

775139 65
846045 97

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance
91

106

775139 6357 8645 9869

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 3054 (11.593 min): VN062176.D (-2961) (-)
91

106

775139 6357 8545 9869

11.50 11.55 11.60 11.65

0

20000

40000

60000

80000

Time-->

Abundance Ion 106.00 (105.70 to 106.70): VN062176.D

 11.59

Ion  91.00 (90.70 to 91.70): VN062176.D

#69
o-Xylene
Concen:   14.346 ug/l  
RT: 11.92 min  Scan# 3156
Delta R.T.   -0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion:106 Resp:   72655
Ion  Ratio  Lower  Upper
106  100
 91  210.4  104.0  311.9 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 3156 (11.921 min): VN062059.D (-3142) (-)
91

106

7751
39 63

988445

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance
91

106

775139 65
57 978545

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 3156 (11.921 min): VN062176.D (-3063) (-)
91

106

775139 65
9845

11.85 11.90 11.95 12.00

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion 106.00 (105.70 to 106.70): VN062176.D

 11.92

Ion  91.00 (90.70 to 91.70): VN062176.D
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#72
1,4-Dichlorobenzene-d4
Concen:   50.000 ug/l  
RT: 13.32 min  Scan# 3591
Delta R.T.   0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion:152 Resp:  153212
Ion  Ratio  Lower  Upper
152  100
115   61.1   29.5   88.5 
150  157.5    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

40 8963 207100

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3591 (13.319 min): VN062176.D (-3497) (-)
150

115
7852

40 63 89 100

13.30 13.40

0

50000

100000

150000

Time-->

Abundance Ion 151.90 (151.60 to 152.60): VN062176.D

 13.32

Ion 114.90 (114.60 to 115.60): VN062176.D
Ion 149.90 (149.60 to 150.60): VN062176.D

#80
1,3,5-Trimethylbenzene
Concen:   10.016 ug/l  
RT: 12.71 min  Scan# 3401
Delta R.T.   -0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion:105 Resp:   96300
Ion  Ratio  Lower  Upper
105  100
120   49.4   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

120

77 9139 51 63 140 174

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3401 (12.709 min): VN062176.D (-3308) (-)
105

120

77 9139 51 63 140

12.65 12.70 12.75 12.80

0

20000

40000

60000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VN062176.D

 12.71

Ion 120.00 (119.70 to 120.70): VN062176.D
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#84
1,2,4-Trimethylbenzene
Concen:    2.962 ug/l  
RT: 13.01 min  Scan# 3496
Delta R.T.   -0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion:105 Resp:   28440
Ion  Ratio  Lower  Upper
105  100
120   49.0   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 65 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3496 (13.014 min): VN062176.D (-3403) (-)
57

207

44

12.95 13.00 13.05

0

5000

10000

15000

20000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VN062176.D

 13.01

Ion 120.00 (119.70 to 120.70): VN062176.D

#86
p-Isopropyltoluene
Concen:    1.112 ug/l  
RT: 13.26 min  Scan# 3573
Delta R.T.   -0.00 min
Lab File:   VN062176.D
Acq: 27 Jun 2020   6:41    

Tgt Ion:119 Resp:   10592
Ion  Ratio  Lower  Upper
119  100
134   25.0   13.0   39.0 
 91   21.7   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
119

13491
41 57 77 103 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3573 (13.262 min): VN062176.D (-3481) (-)
119

134
43 8357 71 105 207

13.25 13.30

0

2000

4000

6000

8000

10000

12000

Time-->

Abundance Ion 119.00 (118.70 to 119.70): VN062176.D

 13.26

Ion 134.00 (133.70 to 134.70): VN062176.D
Ion  91.00 (90.70 to 91.70): VN062176.D
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