Quantitation Report

(LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU@50721\
Data File : VU@43619.D

Acq On : 07 May 2021 17:50

Operator : SY/MD

Sample : M2303-02

Misc : 5.emL/MSVOA_U/WATER

ALS vial : 21  Sample Multiplier: 1

Quant Time: May 08 01:11:41 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U050621W.M
Quant Title : SW846 8260

QLast Update : Thu May 06 07:26:23 2021

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.382 168 129492 50.00 ug/l 0.00
34) 1,4-Difluorobenzene 6.256 114 229902 50.00 ug/l 0.00
63) Chlorobenzene-d5 9.423 117 225550 50.00 ug/1l 0.00
72) 1,4-Dichlorobenzene-d4 11.819 152 108658 50.00 ug/1l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.7106 65 127238 48.54 ug/1 0.00

Spiked Amount 50.000 Recovery = 97.08%

35) Dibromofluoromethane 5.298 113 86999 47.45 ug/1 0.00

Spiked Amount 50.000 Recovery =  94.90%

50) Toluene-d8 7.906 98 316959 48.76 ug/1 0.00

Spiked Amount 50.000 Recovery = 97.52%

62) 4-Bromofluorobenzene 10.639 95 116669 47.17 ug/1 0.00

Spiked Amount 50.000 Recovery = 94.34%
Target Compounds Qvalue
16) Acetone 2.633 43 2557 1.76 ug/l 91
39) Methylcyclohexane 6.771 83 6561 2.60 ug/l 97
73) Isopropylbenzene 10.491 105 26130 3.35 ug/l 97
78) n-propylbenzene 10.912 91 35600 3.74 ug/l 99
83) tert-Butylbenzene 11.423 119 4935 0.76 ug/l 90
85) sec-Butylbenzene 11.648 105 22526 3.82 ug/l 99
89) n-Butylbenzene 12.214 91 15544 4.50 ug/l # 72

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Abundance  scan 1257 (5.382 min): VU043567.D\data.ms  #1

8.0 Pentafluorobenzene
Concen: 50.00 ug/1
RT: 5.382 min Scan# 1257
Ref Delta R.T. -0.000 min
Lab File: VU@43619.D
Acq: 07 May 2021 17:50
L
miz--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 129492
Abundance gcan 1257 (5.382 min): VU043619.D\data.ms Ton Ratio Lower Upper
1660 168 100
99 61.0 49.0 73.6
Raw
Abundance
60000 5.382
m/z--> 40 60 80 100 120 140 160
Abundance  scan 1257 (5.382 min): VU043619.D\data.ms 40000
168.0
Sub 20000
- 0
mz--> 40 60 80 100 120 140 160  Time--> 530 5.40
Abundance  scan 401 (2.629 min): VU043567.D\data.ms (- #16
43.0 Acetone
Concen: 1.76 ug/l
RT: 2.633 min Scan# 402
Ref 50 Delta R.T. ©.003 min
58.0 Lab File: VUe43619.D
Acq: 07 May 2021 17:50
37.0 ,
[0} RSNRER-E 41 FHRNNS) 1A' S ENSMNMS MM -
m/z--> 30 35 40 45 50 55 60 65 70 75 80  Tgt Ion: 43 Resp: 2557
Abundance  Scan 402 (2.633 min): VU043619.D\datams 10" Ratlo  Lower Upper
430 43 100
58 22.3 21.7 32.5
Raw 50
Abundance
58.0 2. 33
0] RSMEREHSS | NN SN NS———
m/z--> 30 35 40 45 50 55 60 65 70 75 80
z 1000
Abundance  scan 402 (2.633 min): VU043619.D\data.ms (-
43.0
Sub 500
g5
58.0
0 ! ‘ O
T e
m/z--> 30 35 40 45 50 55 60 65 70 75 80  Time.-> 2.60 2.65
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Abundance  scan 1359 (5.710 min): VU043567.Didata.ms =~ #33
65.0 1,2-Dichloroethane-d4

Concen:  48.54 ug/1
RT: 5.710 min Scan# 1359

Ref Delta R.T. ©.000 min
Lab File: VU@43619.D
Acq: 07 May 2021 17:50
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 65 Resp: 127238

Abundance scan 1359 (5.710 min): VU043619.D\data.ms Ton Ratio Lower Upper

65 100
67 51.0 0.0 104.6
Raw
Abundance
60000 5.[f10
m/z--> 30 40 50 60 70 80 90 100 110
Abundance  scan 1359 (5.710 min): VU043619.D\data.ms 40000
Sub 20000
) o
-l_'_'_'_'—l_'_'_'_'—l_'_'_'_
mz--> 30 40 50 60 70 80 90 100 110 Tjme..> 560 570 5.80

Abundance  scan 1529 (6.256 min): VU043567.D\data.ms ~ #34

114.0 1,4-Difluorobenzene
Concen: 50.00 ug/1
RT: 6.256 min Scan# 1529
Ref 50 Delta R.T. ©0.000 min
63.0 Lab File: VU@43619.D
50.0 88.0 Acq: 07 May 2021 17:50
0 37:'0 | T |
R R L R e T
m/z--> 30 40 50 60 70 80 90 100 110120 Tgt Ion:114 Resp: 229902
Abundance gcan 1529 (6.256 min): VU043619.D\data.ms Ton Ratio Lower Upper
ko 114 1ee
63 24.9 0.0 50.2
88 16.5 0.0 33.8
Raw 50
63.0 Abundance
500 | 88.0 656
37.0 717 |
Obrprrvirr freer bbb el e b epeb e 100000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance  scan 1529 (6.256 min): VU043619.D\data.ms
114.0
50000
Sub
50
63.0 88.0
37\0 500‘ H‘\ [P | B . | | 01
0-|u-i|-u-|ui-|-u-‘inu|-u-|--‘u|un,-‘u|u TT T T T T T T
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 620  6.30
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Abundance  scan 1231 (5.298 min): VU043567.Didata.ms ~ #35

110.9 Dibromofluoromethane

Concen:  47.45 ug/1

RT: 5.298 min Scan# 1231
Ref Delta R.T. ©.000 min
Lab File: VU@43619.D
Acq: 07 May 2021 17:50
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 86999
Abundance gcan 1231 (5.298 min): VU043619.D\data.ms Ton Ratio Lower Upper
110.9 113 100
111 102.3 82.3 123.5
192 19.2 15.8 23.6
Raw 50
Abundance
191.8 40000 5298
159.7
0
miz--> 40 60 80 100 120 140 160 180 30000
Abundance  scan 1231 (5.298 min): VU043619.D\data.ms
110.9
20000
Sub
10000
04
mz--> 40 60 80 100 120 140 160 180  Time.> 520 5.30
Abundance  scan 1689 (6.771 min): VU043567.D\data.ms ~ #39
55.0 83.0 Methylcyclohexane
41.0 Concen: 2.60 ug/l
: RT: 6.771 min Scan# 1689
Ref 50 98.1 Delta R.T. -0.000 min
69.0 Lab File: VU043619.D
‘ ‘ “ Acq: 07 May 2021 17:50
0 q...ﬂ.H.qh”HW!UJM..rﬁd!.W..nu.,”
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 83 Resp: 6561
Abundance gcan 1689 (6.771 min): VU043619.D\data.ms Ton Ratio Lower Upper
55.0 83.0 83 10
55 89.4 73.7 110.5
98 43.8 34.0 51.0
Raw g 410 98.1
69.0 Abundance
‘ ‘ ' 3000 6171
0 | || 1 || I |||| ||||| I
R S B o S SRR RS
miz--> 30 40 50 60 70 80 90 100
Abundance  scan 1689 (6.771 min): VU043619.D\data.ms 2000
55.0 83.0
Sub 50 41.0 98.1 1000
69.0
X T T Y 0

m/z-->

VU@43619.D 82UB50621W.M

30 40 50 60 70 80

LA B N

90 100

"—r'_'_'_'-l_'_'_'_'—r'_'_'_'—l
Time-.>  6.70 6.75 6.80
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Abundance  scan 2042 (7.906 min): VU043567.D\data.ms ~ #50

98.1 Toluene-d8
Concen:  48.76 ug/l
RT: 7.906 min Scan# 2042
Ref 50 Delta R.T. ©0.000 min
Lab File: VUe43619.D
420 5409 70.0 Acq: 07 May 2021 17:50
82.0
0 V|IIIliIII:i!lll'l:ll'llll'llll'lilI |IIIII|IIII|I
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ton: 98 Resp: 316959
Abundance Scan 2042 (7.906 min): VU043619.D\datams 10" Ratlo  Lower Upper
9d.1 98 100
100 62.5 50.5 75.7
Raw 50
Abundance
420 540 700 7.ho6
, 82.0 I, 1121
bbb 020 lll 1121 450000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance  scan 2042 (7.906 min): VU043619.D\data.ms
98.1 100000
Sub
50 50000
420 540 70.0
0 q.”.;”.;Hl.q.ﬂ.l”.%%g.“:ﬁ“MH%}%;W. 0
miz--> 30 40 50 60 70 80 90 100 110  Tjme.> 7.80 7.90 8.00

Abundance  scan 2892 (10.639 min): VU043567.D\data.ms #62
93.0 173.9

m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 95
Abundance scan 2892 (10.639 min): VUU043619.D\data.m: 1On  Ratio
95.0 95 100

4-Bromofluorobenzene

Concen:  47.17 ug/l
75.0 RT: 10.639 min Scan# 2892
Ref 50 Delta R.T. -0.000 min
50.0 Lab File: VUe43619.D
Acq: 07 May 2021 17:50
ol 115.8 140.9

Resp: 116669
Lower Upper

1739 174 78.1 0.0 158.8
75.0 176 75.6 0.0 155.6
Raw 50
50.0 Abundance
: 10,439
o 116.8 140.9 60000
miz—-> 40 60 80 100 120 140 160 180
Abundance  scan 2892 (10.639 min): VU043619.D\data.m
94.0 40000
173.9
75.0
Sub
50 20000
50.0
bk 551000 | 0
miz—-> 40 60 80 100 120 140 160 180 Tjme..> 10.55 10.71

VU@43619.D 82UB50621W.M Mon May 10 ©8:32:41 2021
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Abundance  scan 2514 (9.423 min): VU043567.D\data.ms
11§.0

Ref

miz--> 40 60 80 100 120
Abundance gcan 2514 (9.423 min): VU043619.D\data.ms

Raw
miz--> 40 60 80 100 120
Abundance  scan 2514 (9.423 min): VU043619.D\data.ms
117.0
82.0
Sub
50
54.0
40.0
0 i \H \669 Liph 98.9 |
T
miz--> 40 60 80 100 120

Abundance  scan 3259 (11.819 min): VU043567.D\data.m
149.9

#63

Chlorobenzene-d5

Concen: 50.00 ug/1

RT: 9.423 min Scan# 2514
Delta R.T. ©0.000 min

Lab File: VU043619.D

Acq: 07 May 2021 17:50

Tgt Ion:117 Resp: 225550
Ion Ratio Lower Upper

117 100

82 60.2 47.5 71.3

119 31.5 24.7 37.1

Abundance

100000

50000

_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r
Time--> 9.40 9.50

#72
1,4-Dichlorobenzene-d4
Concen: 50.00 ug/1

Ref 50 115.0
52.0 78.0
ot l - .-I.l\-, agss liaze
miz--> 40 60 80 100 120 140
Abundance  scan 3259 (11.819 min): VU043619.D\data.m
150.0
Raw 50 115.0
52.0 78.0
ot ) - .-Il\-, a0 lams
miz--> 40 60 80 100 120 140
Abundance  scan 3259 (11.819 min): VU043619.D\data.m
150.0
Sub
50 115.0
52.0 78.0
0 L] AN \“)‘ ‘\95'0 “ 131.8 “\‘
R T e O R R o
miz--> 40 60 80 100 120 140

VU@43619.D 82UB50621W.M

RT: 11.819 min Scan# 3259
Delta R.T. ©.000 min
Lab File: VU@43619.D
Acq: 07 May 2021 17:50
Tgt Ion:152 Resp: 108658
Ion Ratio Lower Upper
152 100
115 62.0 46.1 138.3
150 157.8 0.0 361.0
Abundance
100000
80000
60000
40000
20000
04
Time> 11.73 11.90

Mon May 10 ©8:32:42 2021
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Abundance  scan 2846 (10.491 min): VU043567.D\data.ms #73

105.0 Isopropylbenzene
Concen: 3.35 ug/1
RT: 10.491 min Scan# 2846
Ref Delta R.T. ©.000 min
Lab File: VU@43619.D
Acq: 07 May 2021 17:50
m/z--> 40 60 80 100 120 Tgt Ion:105 Resp: 26130
Abundance  scan 2846 (10.491 min): VU043619.D\data.m igg E;;lo Lower  Upper
120 26.8 12.6 37.6
Raw
Abundance
10491
15000
m/z--> 40 60 80 100 120
Abundance scan 2846 (10.491 min): VU043619.D\data. m 10000
105.0
sub 5000
120.0
51.0 77.0 91.0
o..3.7}?..“:.,‘.‘...m,..‘..,‘i‘..,,‘.. 0
m'z--> 40 60 80 100 120  ‘Time.> 1041 10.55
Abundance  scan 2977 (10.912 min): VU043567.D\data.ms #78
91.0 n-propylbenzene
Concen: 3.74 ug/l
RT: 10.912 min Scan# 2977
Ref 50 Delta R.T. ©.000 min
Lab File: VU@43619.D
9.0 ‘ Acq: 07 May 2021 17:50
0.'.#.J.ﬂ L e ,.%8}7
mz--> 50 100 150 200 250 Tgt Ion:.91 Resp: 35600
Abundance  scan 2977 (10.912 min): VU043619.D\data.m Ton Ratio Lower Upper
91.0 91 100
120 21.4 10.4 31.2
Raw 50
Abundance
10912
p8.9 | 20000
[0 e o e e L B LA A e s e s s o
m/z--> 50 100 150 200 250
Abundance  scan 2977 (10.912 min): VU043619.D\data.m 15000
91.0
10000
S
ub 50
5000
38.9 A
L 0
ot
m/z--> 50 100 150 200 250 Time--> 10.83 10.98
VU@43619.D 82U050621W.M Mon May 10 ©8:32:43 2021
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Abundance  scan 3137 (11.426 min): VU043567.D\data.ms #83
119.0 tert-Butylbenzene
Concen: 0.76 ug/l
RT: 11.423 min Scan# 3136

Ref

Delta R.T.

Lab

m/z--> 40 60 80 100 120 140 160 180 200 Tgt

Acq:

File:
07 May

Ion:119
Ratio

-0.003 min
VUe43619.D
2021 17:50

Resp: 4935
Lower Upper

Abundance in): . Lon
Scan 3136 (11.423 mln.). VU043619.D\data. ms 119 100

91 74.0 32.0 96.0
134 22.6 10.9 32.9

Raw
Abundance
3000 1LA2
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  Scan 3136 (11.423 min): VU043619.D\data.m 2000
Sub 1000
0
_'_'_'_'_|_
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 11.36 11.47
Abundance  scan 3207 (11.652 min): VU043567.D\data.ms #85
105.0 sec-Butylbenzene
Concen: 3.82 ug/l
RT: 11.648 min Scan# 3206
Ref 50 Delta R.T. -0.004 min
Lab File: VU@43619.D
o 70 | 13?-1 Acq: 07 May 2021 17:50
O‘V—r—vﬁ‘-v—v‘lﬁ—v—r‘r'—v—v—v]'ll|----|l“d--'-|----|-
miz--> 40 60 80 100 120 140 Tgt Ion:105 Resp: 22526
Abundance scan 3206 (11.648 min): VU043619.D\data.m igg Eg;m Lower  Upper
105.0
134 18.1 9.2 27.6
Raw 50
Abundance
77.0 134.0 11848
51.0 | |
O‘v—r—v-lfﬂ—r‘lﬁ“v—r‘v*—v—v—vl'l'l|----|h1|--'-‘|----|-
m/z--> 40 60 80 100 120 140 10000
Abundance  scan 3206 (11.648 min): VU043619.D\data.m
105.0
Sub 5000
50
510 77.0 134.0
0.,.‘,‘..“.'.,‘.‘...‘,..‘..,‘:‘..w,....,. 0
m/z--> 40 60 80 100 120 140 Tipe..> 11.57 11.71

VU@43619.D 82UB50621W.M
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Abundance  scan 3382 (12.214 min): VU043567.D\data.ms #89

91.0 n-Butylbenzene
Concen: 4.50 ug/1
RT: 12.214 min Scan# 3382
Ref 50 145.9 Delta R.T. ©.000 min
111.0 Lab File: VU@43619.D
50.0 74,0 ’ Acq: 07 May 2021 17:50
0 128.
m/z--> 40 60 80 100 120 140 Tgt Ion: 91 Resp: 15544
Abundance  Scan 3382 (12.214 min): VU043619.D\data.me 107 Ratlo  Lower  Upper
91.0 91 100
92 36.9 25.4 76.2
134 0.0 11.3 33.9#
Raw 50
Abundance
134.0
39.0 65.0
o 117.0 20000
m/z--> 40 60 80 100 120 140
Abundance  scan 3382 (12.214 min): VU043619.D\data.ms 15000
91.0
10000
12.214
S
ub 50
5000
134.0
3.0 650 117.0
0 ’ 0
_l_l_l_l_l_
mz--> 40 60 80 100 120 140 Time--> 12.11 12.27
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