
                                        Quantitation Report    (Not Reviewed)

 

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU033023\

  Data File : VU053484.D                                          

  Acq On    : 30 Mar 2023  13:54

  Operator  : JC/MD

  Sample    : O2035-01

  Misc      : 25.0mL/MSVOA_U/WATER

  ALS Vial  : 9   Sample Multiplier: 1

 

  Quant Time: Mar 30 16:13:34 2023

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\524U032923DW.M

  Quant Title  : METHOD 524.2 VOLATILES DRINKING WATER

  QLast Update : Thu Mar 30 13:33:10 2023

  Response via : Initial Calibration

 

          Compound                   R.T. QIon  Response  Conc Units Dev(Min)

   --------------------------------------------------------------------------

   Internal Standards

     1) Fluorobenzene               6.111   96    42763     1.00 ug/l   # 0.00

 

   System Monitoring Compounds                                        

    57) 4-Bromofluorobenzene       10.629   95    14539     0.94 ug/l    0.00  

     Spiked Amount      1.000                      Recovery   =   94.00%

    68) 1,2-Dichlorobenzene-d4     12.188  152    13482     0.87 ug/l    0.00  

     Spiked Amount      1.000                      Recovery   =   87.00%

 

   Target Compounds                                                   Qvalue

     5) Bromomethane                1.861   94      141    Below Cal  #    80

     8) 1,1,2-Trichloro-1,2,2-...   2.578  101   376509    30.48 ug/l      98

    10) Iodomethane                 2.723  142       72     0.62 ug/l #    31

    12) Acrylonitrile               3.359   53     9113     4.15 ug/l #    31

    13) Acetone                     2.578   43     4731     1.10 ug/l      91

    15) Methylene Chloride          3.047   84     6101    Below Cal  #    78

    18) 2-Butanone                  4.494   43   115640    26.40 ug/l #     1

    23) Diethyl Ether               2.578   59     3339     0.37 ug/l #    22

    24) tert-Butyl Alcohol          3.227   59    11482    14.09 ug/l #     1

    25) Methyl tert-Butyl Ether     3.359   73   931771    37.21 ug/l      98

    31) Isopropyl Ether             3.986   45  1115912    38.07 ug/l      93

    32) Ethyl-t-butyl ether         4.494   59  1127076    37.44 ug/l      99

    33) Tert-Amyl methyl ether      5.935   73  1140116    42.59 ug/l      98

    46) t-1,4-Dichloro-2-butene    10.902   75     7231     2.55 ug/l #     1

    71) 1,2,3-Trichloropropane     10.902   75     7231     0.93 ug/l #     1

    73) n-propylbenzene            10.902  120   258658    17.50 ug/l      99

    75) 1,3,5-Trimethylbenzene     10.902  105    41022     0.87 ug/l #     1

   --------------------------------------------------------------------------

 

   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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Abundance TIC: VU053484.D\data.ms
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#1

Fluorobenzene

Concen:    1.00 ug/l  

RT:   6.111 min  Scan# 1484

Delta R.T.  -0.004 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 96 Resp:   42763

Ion  Ratio  Lower  Upper

 96  100

 70   21.0   16.5   24.7 

 95   10.7    7.4   11.0 

 97    6.7    0.0    0.0#

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1485 (6.115 min): VU050974.D\data.ms (-1470) (-)
96.0

70.0
50.0

38.9 80.9
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0

50

m/z-->

Abundance Scan 1484 (6.111 min): VU053484.D\data.ms
96.2

70.2
50.2

39.1 81.0
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0

50

m/z-->

Abundance Scan 1484 (6.111 min): VU053484.D\data.ms (-1174) (-)
96.2

70.2
50.2

39.1 81.0

6.05 6.10 6.15
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20000

Time-->

Abundance

 6.111

#5

Bromomethane

Concen:   Below Cal    

RT:   1.861 min  Scan# 162

Delta R.T.  -0.000 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 94 Resp:     141

Ion  Ratio  Lower  Upper

 94  100

 96   75.4   75.4  113.2#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 162 (1.861 min): VU050974.D\data.ms (-152) (-)
93.9

80.9

46.8 127.7

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

50

m/z-->

Abundance Scan 162 (1.861 min): VU053484.D\data.ms
44.1

94.078.063.9

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

50

m/z-->

Abundance Scan 162 (1.861 min): VU053484.D\data.ms (-7) (-)
41.1 78.0

94.0

63.9

1.84 1.86 1.88

0

50

100

150

Time-->

Abundance

 1.861
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#8

1,1,2-Trichloro-1,2,2-trifluoroethane

Concen:   30.48 ug/l  

RT:   2.578 min  Scan# 385

Delta R.T.  -0.006 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion:101 Resp:  376509

Ion  Ratio  Lower  Upper

101  100

 85   47.3   35.4   53.0 

151   67.4   54.0   81.0 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 387 (2.584 min): VU050974.D\data.ms (-370) (-)
60.9

95.9

150.9

115.936.9 168.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 385 (2.578 min): VU053484.D\data.ms
101.1

151.1

66.1
47.1

132.1 170.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 385 (2.578 min): VU053484.D\data.ms (-231) (-)
101.1

151.1

66.1
47.1

132.1 170.9

2.50 2.60

0

50000

100000

150000

200000

Time-->

Abundance

 2.578

#10

Iodomethane

Concen:    0.62 ug/l  

RT:   2.723 min  Scan# 430

Delta R.T.  -0.000 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion:142 Resp:      72

Ion  Ratio  Lower  Upper

142  100

127    0.0   35.9   53.9#

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 430 (2.723 min): VU050974.D\data.ms (-415) (-)
141.9

63.3 79.945.9

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 430 (2.723 min): VU053484.D\data.ms
44.1

103.0
84.9 151.0

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 430 (2.723 min): VU053484.D\data.ms (-275) (-)
103.084.9

151.0

2.71 2.72 2.73

0

50

100

Time-->

Abundance

 2.723
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#12

Acrylonitrile

Concen:    4.15 ug/l  

RT:   3.359 min  Scan# 628

Delta R.T.  0.032 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 53 Resp:    9113

Ion  Ratio  Lower  Upper

 53  100

 52   19.6   62.9   94.3#

 51   76.1   27.8   41.6#

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 618 (3.327 min): VU050974.D\data.ms (-592) (-)
53.0

95.9

62.9
73.0

37.9

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 628 (3.359 min): VU053484.D\data.ms
73.2

57.241.2

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 628 (3.359 min): VU053484.D\data.ms (-463) (-)
73.2

57.241.2

3.30 3.35 3.40

0

1000

2000

3000

Time-->

Abundance

 3.359

#13

Acetone

Concen:    1.10 ug/l  

RT:   2.578 min  Scan# 385

Delta R.T.  -0.077 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 43 Resp:    4731

Ion  Ratio  Lower  Upper

 43  100

 58   30.7   29.0   43.4 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 409 (2.655 min): VU050974.D\data.ms (-392) (-)
43.0

74.8

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 385 (2.578 min): VU053484.D\data.ms
101.1

151.1

66.1
47.1

132.1 170.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 385 (2.578 min): VU053484.D\data.ms (-254) (-)
101.1

151.1

66.1
47.1

132.1 170.9

2.50 2.55 2.60
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Time-->

Abundance

 2.578
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#15

Methylene Chloride

Concen:   Below Cal    

RT:   3.047 min  Scan# 531

Delta R.T.  0.003 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 84 Resp:    6101

Ion  Ratio  Lower  Upper

 84  100

 49   89.4   98.9  148.3#

 51   40.5    0.0   75.4 

 86   52.3   51.3   76.9 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 530 (3.044 min): VU050974.D\data.ms (-515) (-)
48.9

83.9

36.9 69.962.9

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

50

m/z-->

Abundance Scan 531 (3.047 min): VU053484.D\data.ms
84.149.1

35.1
57.142.0

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

50

m/z-->

Abundance Scan 531 (3.047 min): VU053484.D\data.ms (-374) (-)
84.149.1

37.1 57.1

3.00 3.05 3.10

0

1000

2000

3000

Time-->

Abundance

 3.047

#18

2-Butanone

Concen:   26.40 ug/l  

RT:   4.494 min  Scan# 981

Delta R.T.  -0.235 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 43 Resp:  115640

Ion  Ratio  Lower  Upper

 43  100

 57  325.2    0.0   19.6#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1054 (4.729 min): VU050974.D\data.ms (-1039) (-)
43.0

72.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 981 (4.494 min): VU053484.D\data.ms
59.2

87.2

207.137.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 981 (4.494 min): VU053484.D\data.ms (-899) (-)
59.1

87.2

207.137.2

4.40 4.50 4.60

0

50000

100000

Time-->

Abundance

 4.494
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#23

Diethyl Ether

Concen:    0.37 ug/l  

RT:   2.578 min  Scan# 385

Delta R.T.  0.199 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 59 Resp:    3339

Ion  Ratio  Lower  Upper

 59  100

 45    5.4   56.1   84.1#

 74    7.0   57.4   86.2#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 323 (2.379 min): VU050974.D\data.ms (-310) (-)
59.0

38.9 77.8 102.8

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 385 (2.578 min): VU053484.D\data.ms
101.1

151.1

66.1
47.1

132.1 170.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 385 (2.578 min): VU053484.D\data.ms (-168) (-)
101.1

151.1

66.1
47.1

132.1 170.9

2.55 2.60

0

500

1000

1500

Time-->

Abundance

 2.578

#24

tert-Butyl Alcohol

Concen:   14.09 ug/l  

RT:   3.227 min  Scan# 587

Delta R.T.  -0.046 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 59 Resp:   11482

Ion  Ratio  Lower  Upper

 59  100

 57    0.0  105.6  158.4#

Ref

Raw

Sub

30 40 50 60 70 80 90
0

50

m/z-->

Abundance Scan 601 (3.273 min): VU050974.D\data.ms (-562) (-)
59.0

41.0

50.0 90.979.0

30 40 50 60 70 80 90
0

50

m/z-->

Abundance Scan 587 (3.227 min): VU053484.D\data.ms
59.2

41.2

30 40 50 60 70 80 90
0

50

m/z-->

Abundance Scan 587 (3.227 min): VU053484.D\data.ms (-446) (-)
59.2

41.2

3.15 3.20 3.25

0

1000

2000

3000

4000

5000

Time-->

Abundance

 3.227
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#25

Methyl tert-Butyl Ether

Concen:   37.21 ug/l  

RT:   3.359 min  Scan# 628

Delta R.T.  -0.010 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 73 Resp:  931771

Ion  Ratio  Lower  Upper

 73  100

 43   17.9   15.0   22.6 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 631 (3.369 min): VU050974.D\data.ms (-611) (-)
73.0

60.9
41.0 95.9

83.9

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 628 (3.359 min): VU053484.D\data.ms
73.2

57.241.2

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 628 (3.359 min): VU053484.D\data.ms (-476) (-)
73.2

57.241.2

3.30 3.40 3.50

0

100000

200000

300000

400000

Time-->

Abundance

 3.359

#31

Isopropyl Ether

Concen:   38.07 ug/l  

RT:   3.986 min  Scan# 823

Delta R.T.  -0.013 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 45 Resp: 1115912

Ion  Ratio  Lower  Upper

 45  100

 43   49.8   27.5   82.5 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 827 (3.999 min): VU050974.D\data.ms (-804) (-)
45.0

87.0

59.0
102.070.0

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 823 (3.986 min): VU053484.D\data.ms
45.2

87.2

59.2
102.270.2

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 823 (3.986 min): VU053484.D\data.ms (-672) (-)
45.2

87.2

59.2
102.270.2

3.90 4.00 4.10

0

100000

200000

300000

400000

Time-->

Abundance

 3.986
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#32

Ethyl-t-butyl ether

Concen:   37.44 ug/l  

RT:   4.494 min  Scan# 981

Delta R.T.  -0.013 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 59 Resp: 1127076

Ion  Ratio  Lower  Upper

 59  100

 87   42.4   33.5   50.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 985 (4.507 min): VU050974.D\data.ms (-964) (-)
59.0

87.0

36.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 981 (4.494 min): VU053484.D\data.ms
59.2

87.2

207.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 981 (4.494 min): VU053484.D\data.ms (-830) (-)
59.2

87.2

207.1

4.40 4.50 4.60

0

100000

200000

300000

400000

Time-->

Abundance

 4.494

#33

Tert-Amyl methyl ether

Concen:   42.59 ug/l  

RT:   5.935 min  Scan# 1429

Delta R.T.  -0.010 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 73 Resp: 1140116

Ion  Ratio  Lower  Upper

 73  100

 87   23.6   18.6   28.0 

 71   11.0    9.9   14.9 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1432 (5.944 min): VU050974.D\data.ms (-1415) (-)
73.0

55.043.0
87.0

100.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1429 (5.935 min): VU053484.D\data.ms
73.2

43.2 87.255.2

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1429 (5.935 min): VU053484.D\data.ms (-1277) (-)
73.2

43.2 87.255.2

5.90 6.00

0

100000

200000

300000

400000

500000

Time-->

Abundance

 5.935
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#46

t-1,4-Dichloro-2-butene

Concen:    2.55 ug/l  

RT:  10.902 min  Scan# 2974

Delta R.T.  0.067 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 75 Resp:    7231

Ion  Ratio  Lower  Upper

 75  100

 53   69.2   73.3  109.9#

 89  453.8   48.2   72.4#

 88   14.0   36.4   54.6#

Ref

Raw

Sub

0 50 100 150 200 250
0

50

m/z-->

Abundance Scan 2953 (10.835 min): VU050974.D\data.ms (-2953) (-)

0 50 100 150 200 250
0

50

m/z-->

Abundance Scan 2974 (10.902 min): VU053484.D\data.ms
91.2

51.2 281.1

0 50 100 150 200 250
0

50

m/z-->

Abundance Scan 2974 (10.902 min): VU053484.D\data.ms (-2798) (-)
91.2

51.2 281.1

10.85 10.90 10.95

0

5000

10000

15000

20000

Time-->

Abundance

10.902

#57

4-Bromofluorobenzene

Concen:    0.94 ug/l  

RT:  10.629 min  Scan# 2889

Delta R.T.  -0.003 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 95 Resp:   14539

Ion  Ratio  Lower  Upper

 95  100

174   65.8   63.3   94.9 

176   60.4   59.3   88.9 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2890 (10.632 min): VU050974.D\data.ms (-2878) (-)
95.0

173.9

75.0

50.0

143.0116.8

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2889 (10.629 min): VU053484.D\data.ms
95.1

174.1

75.1

50.2

128.1

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2889 (10.629 min): VU053484.D\data.ms (-2579) (-)
95.1

174.1

75.1

50.2

128.1

10.60 10.70

0

2000

4000

6000

8000

Time-->

Abundance

10.629
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#68

1,2-Dichlorobenzene-d4

Concen:    0.87 ug/l  

RT:  12.188 min  Scan# 3374

Delta R.T.  -0.004 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion:152 Resp:   13482

Ion  Ratio  Lower  Upper

152  100

115   68.6    0.0  308.8 

150  158.6    0.0  635.0 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3375 (12.192 min): VU050974.D\data.ms (-3363) (-)
91.0

145.9

110.965.039.0
128.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3374 (12.188 min): VU053484.D\data.ms
150.1

115.1
78.252.2

35.1

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3374 (12.188 min): VU053484.D\data.ms (-3064) (-)
150.1

115.1
78.252.2

35.1

12.15 12.20 12.25

0

5000

10000

Time-->

Abundance

12.188

#71

1,2,3-Trichloropropane

Concen:    0.93 ug/l  

RT:  10.902 min  Scan# 2974

Delta R.T.  0.077 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion: 75 Resp:    7231

Ion  Ratio  Lower  Upper

 75  100

 77  669.8    0.0  116.4#

110    2.4    0.0   74.6 

 97    0.5    0.0   40.0 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2950 (10.825 min): VU050974.D\data.ms (-2941) (-)
74.9

109.9
39.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2974 (10.902 min): VU053484.D\data.ms
91.2

51.2 122.2 281.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2974 (10.902 min): VU053484.D\data.ms (-2794) (-)
91.2

51.2 122.2 281.1

10.85 10.90 10.95

0

10000

20000

30000

Time-->

Abundance

10.902
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#73

n-propylbenzene

Concen:   17.50 ug/l  

RT:  10.902 min  Scan# 2974

Delta R.T.  -0.004 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion:120 Resp:  258658

Ion  Ratio  Lower  Upper

120  100

 91  465.5  369.8  554.6 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2975 (10.906 min): VU050974.D\data.ms (-2961) (-)
91.0

39.0 122.0 281.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2974 (10.902 min): VU053484.D\data.ms
91.2

51.2 122.2 281.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2974 (10.902 min): VU053484.D\data.ms (-2820) (-)
91.2

51.2 122.2 281.1

10.90

0

200000

400000

600000

Time-->

Abundance

10.902

#75

1,3,5-Trimethylbenzene

Concen:    0.87 ug/l  

RT:  10.902 min  Scan# 2974

Delta R.T.  -0.184 min

Lab File:   VU053484.D

Acq: 30 Mar 2023  13:54    

Tgt Ion:105 Resp:   41022

Ion  Ratio  Lower  Upper

105  100

120  630.5   37.8   56.8#

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 3031 (11.086 min): VU050974.D\data.ms (-3018) (-)
105.0

63.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2974 (10.902 min): VU053484.D\data.ms
91.2

51.2 122.2 281.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2974 (10.902 min): VU053484.D\data.ms (-2876) (-)
91.2

51.2 122.2 281.1

10.85 10.90 10.95

0

50000

100000

150000

Time-->

Abundance

10.902
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