Quantitation Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU@50721\
Data File : VU@43613.D

Acq On : 07 May 2021 15:31

Operator : SY/MD

Sample : M2304-03

Misc : 5.emL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Time: May 08 01:09:53 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

(LSC Reviewed)

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

Internal Standards

1) Pentafluorobenzene 5.382 168 128208 50.
34) 1,4-Difluorobenzene 6.256 114 223874 50.
63) Chlorobenzene-d5 9.423 117 220140 50.
72) 1,4-Dichlorobenzene-d4 11.819 152 104236 50.

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.7106 65 128181 49.
Spiked Amount 50.000 Recovery
35) Dibromofluoromethane 5.295 113 86126 48.
Spiked Amount 50.000 Recovery
50) Toluene-d8 7.906 98 309722 48.
Spiked Amount 50.000 Recovery
62) 4-Bromofluorobenzene 10.639 95 115509 47.
Spiked Amount 50.000 Recovery
Target Compounds

16) Acetone 2.629 43 13661 9.
25) 2-Butanone 4.716 43 7953 3.
29) Tetrahydrofuran 5.057 42 77465 61.
73) Isopropylbenzene 10.491 105 61772 8.
78) n-propylbenzene 10.912 91 41011 4.
83) tert-Butylbenzene 11.426 119 4689 9.
85) sec-Butylbenzene 11.648 105 50227 7.
89) n-Butylbenzene 12.214 91 14980 4.

00
00
00
00

ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
98.78%

ug/1 0.00
96.48%

ug/1 0.00
97.86%

ug/1 0.00
95.92%

Qvalue

ug/1 94
ug/1 94
ug/1 99
ug/1 99
ug/1 99
ug/1 90
ug/1 98
ug/1 96

(#) = qualifier out of range (m) = manual integration (+) =
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Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@50721\
Data File : VU@43613.D

Acq On : 07 May 2021 15:31
Operator : SY/MD

Sample : M2304-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Time: May 08 ©1:09:53 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

Abundance TIC: VU043613.D\data.ms
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Abundance  scan 1257 (5.382 min): VU043567.D\data.ms  #1

B.0 Pentafluorobenzene
Concen: 50.00 ug/1
RT: 5.382 min Scan# 1257
Ref Delta R.T. -0.000 min
Lab File: VU@43613.D
Acq: 07 May 2021 15:31
L
m/z--> 40 60 80 100 120 140 160 Tgt Ton:168 Resp: 128208
Abundance gcan 1257 (5.382 min): VU043613.D\data.ms Ton Ratio Lower Upper
16bo 168 100
99 61.3 49.0 73.6
Raw
Abundance
60000 5.482
L
m/z--> 40 60 80 100 120 140 160
Abundance  scan 1257 (5.382 min): VU043613.D\data.ms 40000
168.0
Sub 20000
b 0
mz--> 40 60 80 100 120 140 160  Time..>  5.30 5.0
Abundance  scan 401 (2.629 min): VU043567.D\data.ms (- #16
43.0 Acetone
Concen: 9.48 ug/1
RT: 2.629 min Scan# 401
Ref 50 Delta R.T. -0.000 min
58.0 Lab File: VUe43613.D
Acq: 07 May 2021 15:31
0 37.0 ,
T R e
m/z--> 30 35 40 45 50 55 60 65 70 75 80  Tgt Ion: 43 Resp: 13661
Abundance  scan 401 (2.629 min): VU043613.D\data.ms Ton Ratio Lower Upper
43.0 43 100
58 23.8 21.7 32.5
Raw 50
Abundance
58.0 8000 2 429
36.9
Orrrrprrer et e e e
m/z--> 30 35 40 45 50 55 60 65 70 75 80 6000
Abundance  Scan 401 (2.629 min): VU043613.D\data.ms (-
43.0
4000
Sub
50 2000
58.0 //\\\
ol 369 0 '
T e e
m/z--> 30 35 40 45 50 55 60 65 70 75 80  Time.-> 260 270
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Abundance  scan 1047 (4.706 min): VU043567.Didata.ms = #25

43.0 2-Butanone
Concen: 3.58 ug/l
RT: 4.716 min Scan# 1050
Ref Delta R.T. ©.010 min
Lab File: VU@43613.D
Acq: 07 May 2021 15:31
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 43 Resp: 7953
Abundance gcan 1050 (4.716 min): VU043613.D\data.ms Ton Ratio Lower Upper
43.0 43 100
72 23.3 16.5 24.7
Raw 50
Abundance
72.0 3000{ 4116
57.0
(o}
m/z--> 30 40 50 60 70 80 90 100
Abundance  scan 1050 (4.716 min): VU043613.D\data.ms 2000
43.0
Sub 1000
5
72.0 //\\
o 57.0 0 n
m/z--> 30 40 50 60 70 80 90 100  Time--> 470 4.80

Abundance  scan 1156 (5.057 min): VU043567.D\data.ms ~ #29

420 Tetrahydrofuran
Concen: 61.42 ug/l
RT: 5.057 min Scan# 1156
Ref 50 220 Delta R.T. -0.000 min
' Lab File: VU@43613.D
‘ Acq: 07 May 2021 15:31
0 ,|| |, 49.956.8 82.9
R e R R
m/z--> 30 40 50 60 70 80 90 Tgt Ion: 42 Resp: 77465
Abundance Scan 1156 (5.057 min): VU043613.D\datams 10" Ratlo  Lower Upper
24,0 42 100
72  34.2 28.5 42.7
71 34.0 27.4 41.2
Raw 50
71.0 Abundance
5.057
Al |, 50.0 , 30000
o e
m/z--> 30 40 50 60 70 80 90
Abundance  scan 1156 (5.057 min): VU043613.D\data.ms
20000
42.0
sub o 10000
71.0
Wose :
o
m/z--> 30 40 50 60 70 80 90 Time-> 5.00 5.10
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Abundance  scan 1359 (5.710 min): VU043567.Didata.ms =~ #33
65.0

Ref

m/z-->

Raw

m/z-->

30 40 50 60 70 80 90 100
Abundance gcan 1359 (5.710 min): VU043613.D\data.ms

Abundance

Sub

m/z-->

30 40 50 60 70 80 90 100
Scan 1359 (5.710 min): VU043613.D\data.ms

110

110

1,2-Dichloroethane-d4
Concen:  49.39 ug/l

RT: 5.710 min Scan# 1359
Delta R.T. -0.000 min
Lab File: VU@43613.D
Acq: 07 May 2021 15:31
Tgt Ion: 65 Resp: 128181
Ion Ratio Lower Upper
65 100
67 50.9 0.0 104.6
Abundance
60000 5.f10
40000
20000
0
5.70 5.80

30 40 50 60 70 80 90 100 110 Time.> 5.60

Abundance  scan 1529 (6.256 min): VU043567.D\data.ms ~ #34
1,4-Difluorobenzene

Concen: 50.00 ug/1

11

63.0

370 50.0

88.0

1.0

In PR Y PR TR In L
et e et
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120

Scan 1529 (6.256 min): VU043613.D\data.ms

11
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37.0 >0 | il
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L N T | I 1
T e e e T
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120

Scan 1529 (6.256 min): VU043613.D\data.ms

114

63.0
50.0

‘ 88.0

37.0 ‘ ‘

1.0

Ref 50
0
m/z-->
Abundance
Raw 50
0
m/z-->
Abundance
Sub
50
0
m/z-->

VU@43613.D 82UB50621W.M

T e e e

L
30 40 50 60 70 80 90 100110120 Time-->

RT: 6.256
Delta R.T.
Lab File:
Acq: 07 May
Tgt Ion:114
Ion Ratio
114 100

63 24.7
88 16.8

Abundance

100000

50000

min Scan# 1529
-0.000 min
VUe43613.D

2021 15:31

Resp: 223874
Lower Upper

50.2

0.0
0.0 33.8

6.456
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Abundance  scan 1231 (5.298 min): VU043567.D\data.ms  #35

110.9 Dibromofluoromethane
Concen:  48.24 ug/1
RT: 5.295 min Scan# 1230

Ref Delta R.T. -0.003 min
Lab File: VU@43613.D
Acq: 07 May 2021 15:31
m/z--> 40 60 80 100 120 140 160 180 Tgt Ton:113 Resp: 86126
Abundance gcan 1230 (5.295 min): VU043613.D\data.ms Ton Ratio Lower Upper
110.9 113 100
111 1e3.1 82.3 123.5
192 19.0 15.8 23.6
Raw 50
Abundance
191.8 40000 5.495
159.8
0
m/z--> 40 60 80 100 120 140 160 180 30000
Abundance  scan 1230 (5.295 min): VU043613.D\data.ms
110.9
20000
Sub
10000
0 A
mz--> 40 60 80 100 120 140 160 180  Tjme..> 520 5.30

Abundance  scan 2042 (7.906 min): VU043567.D\data.ms ~ #50

94.1 Toluene-d8

Concen:  48.93 ug/l

RT: 7.906 min Scan# 2042

Ref 50 Delta R.T. -0.000 min
Lab File: VU043613.D
42.0 549 70.0 Acq: 07 May 2021 15:31
82.0
OrrrrrHH e e
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 98 Resp: 309722
Abundance scan 2042 (7.906 min): VU043613.D\datams 10" Ratlo  Lower Upper
0d 1 98 100
100 62.7 50.5 75.7
Raw 50
Abundance
42.0 54.0 70|.0 60 2o 7.906
\ 0 112,
o) SSRATY N PO .- O | ' VU 150000
miz--> 30 40 50 60 70 80 90 100 110
Abundance  scan 2042 (7.906 min): VU043613.D\data.ms
od.1 100000
Sub
W5 50000
42.0 540 70.0
Ot ‘i“ - l 83'0 T “‘ﬂ 1}2'0 T 0
LA BLINLL L A TTTT[TTTT 'l_l_l_l_l—rl_l_l_l—'_l_l_r
miz--> 30 40 50 60 70 80 90 100 110  Time.> 7.80 7.90 8.00
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Abundance  scan 2892 (10.639 min): VU043567.D\data.ms #62
. 4-Bromofluorobenzene

Concen:  47.96 ug/1

RT: 10.639 min Scan# 2892

Delta R.T. -0.000 min

Lab File: VU@43613.D

Acq: 07 May 2021 15:31

Ref 50

115.8 140.9

0
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 95 Resp: 115509
Abundance  Scan 2892 (10.639 min): VU043613.D\data.me 107 Ratlo  Lower  Upper
95.0 95 100
1739 174 76.9 0.0 158.8
750 176 74.5 0.8 155.6
Raw 50
Abundance
500 10539
0 - .1.1.8,'.8. .1.4,0.'9. T 60000
miz--> 40 60 80 100 120 140 160 180
Abundance  scan 2892 (10.639 min): VU043613.D\data.ms
95.0 40000
Sub
50 20000
0 118.8 140.9 0
_'_l_'_'_|_
m/z--> 40 60 80 100 120 140 160 180 Time..> 10.55 10.71

Abundance  scan 2514 (9.423 min): VU043567.D\data.ms = #63
117.0 Chlorobenzene-d5
Concen: 50.00 ug/1

82.0 RT: 9.423 min Scan# 2514
Ref 50 Delta R.T. ©0.000 min
54.0 Lab File: VU@43613.D
40.0 H Acq: 07 May 2021 15:31
I PR P M-
miz--> 40 60 80 100 120 Tgt Ion:117 Resp: 220149

Abundance scan 2514 (9.423 min): VU043613.D\data.ms Ton Ratio Lower Upper
uro 117 1ee

82 62.1 47.5 71.3

82.0 119 32.8 24.7 37.1
Raw 50
54.0 Abundance
40.0 H 9423
0 ||| ! ! 66.9 Loyl 98.9
e e e
miz--> 40 60 80 100 120 100000
Abundance  scan 2514 (9.423 min): VU043613.D\data.ms
117.0
82.0 50000
Sub
50
54.0
40.0 H J ﬁ&
bt ol 669, ) 989 | 0
miz--> 40 60 80 100 120 Time.> 9.30 9.40 9.50
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Abundance  scan 3259 (11.819 min): VU043567.D\data.ms #72

149.9 1,4-Dichlorobenzene-d4

Concen: 50.00 ug/1

RT: 11.819 min Scan# 3259
Ref Delta R.T. -0.000 min
Lab File: VU@43613.D
Acq: 07 May 2021 15:31
m/z--> 40 60 80 100 120 140 Tgt Ion:152 Resp: 104236
Abundance  scan 3259 (11.819 min): VU043613.D\data.m igg E;;lo Lower  Upper
115 61.6 46.1 138.3
150 155.9 0.0 361.0
Raw
Abundance
100000
m/z--> 40 60 80 100 120 140 80000 1o
Abundance in): ¢
Scan 3259 (11.819 min): VU043613.D\data. m¢ 60000
40000
Sub
20000
04
miz--> 40 60 80 100 120 140 Time-> 11.72 11.91
Abundance  scan 2846 (10.491 min): VU043567.D\data.ms #73
105.0 Isopropylbenzene
Concen: 8.27 ug/1
RT: 10.491 min Scan# 2846
Ref 50 Delta R.T. -0.000 min
120.0 Lab File: VU@43613.D
51, 0 o Acq: 07 May 2021 15:31
oL3med o0 I 70 u |
miz--> 40 60 80 100 120 Tgt Ion:}@S Resp: 61772
Abundance  scan 2846 (10.491 min): VU043613.D\data.m Ton Ratio Lower Upper
105.0 105 100
120 25.8 12.6 37.6
Raw 50
120.0 Abundance
51.0 77.0 010 10491
P IS N el Y
m/z--> 40 60 80 100 120 30000
Abundance  scan 2846 (10.491 min): VU043613.D\data.ms
105.0 20000
Sub
S0 10000
770 120.0
51.0 91.0
odme dear JI WO L 0
m/z--> 40 60 80 100 120  Tme.> 10.40 10.57
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Abundance  scan 2977 (10.912 min): VU043567.D\data.ms #78
0

91 n-propylbenzene
Concen: 4.49 ug/1
RT: 10.912 min Scan# 2977
Ref 50 Delta R.T. -0.000 min
Lab File: VU@43613.D
Acq: 07 May 2021 15:31
9.0 .
0 281.:
m/z--> 50 100 150 200 250 Tgt Ion: 91 Resp: 41011
Abundance  scan 2977 (10.912 min): VU043613.D\data.m Ton Ratio Lower Upper
91.0 91 100
120 21.1 10.4 31.2
Raw 50
Abundance
10912
3.9 25000
0
m/z--> 50 100 150 200 250 20000
Abundance  scan 2977 (10.912 min): VU043613.D\data.m
91.0 15000
10000
Sub
5
5000
8.9
oL l“ﬂ ‘ T T T 0
1 1 1T LN B N N N N B B N B B N B NN B B B _l_l_l_l_|_
miz--> 50 100 150 200 250 Time--> 10.83 10.98

Abundance  scan 3137 (11.426 min): VU043567.D\data.ms #83

119.0 tert-Butylbenzene
91.0 Concen: 0.75 ug/l
RT: 11.426 min Scan# 3137
Ref Delta R.T. -0.000 min
Lab File: VU@43613.D
Acq: 07 May 2021 15:31
mz--> 40 60 80 100 120 140 160 180 200 = Tgt Ion:119 Resp: 4689
Abundance  scan 3137 (11.426 min): VU043613.D\data.m Ton Ratio Lower Upper
116.0 119 100
91.0 91 72.7 32.0 96.0
134  25.2 10.9 32.9
Raw 50
40.9 Abundance
11/A26
64.9 2500
04
m/z--> 40 60 80 100 120 140 160 180 200 2000
Abundance  Scan 3137 (11.426 min): VU043613.D\data.m
91.0 119.0 1500
1000
Sub 50
40.9 500 /\
64.9 ‘
0"w'J“|w“'w“l'”"M"“l'“'l“"v"w" O‘_*__T_ﬁ__T__F_
miz--> 40 60 80 100 120 140 160 180 200 Tjme..> 11.36 11.47
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Abundance  scan 3207 (11.652 min): VU043567.D\data.ms #85
sec-Butylbenzene

105.0
Ref 50
77.0 134.1
51.0 |
O |IIII|II.I|IIII|I
miz--> 40 60 80 100 120 140
Abundance  scan 3206 (11.648 min): VU043613.D\data.m
105.0
Raw 50
134.1
5o 770
0 SRR NN 7V SR M
miz--> 40 60 80 100 120 140
Abundance  Scan 3206 (11.648 min): VU043613.D\data.m
105.0
Sub
50
134.1
5o 770 |
0 L A " m [yl Ll
SR NSHEAP POWPPRSE | A S B SO N
mz--> 40 60 80 100 120 140

Concen: 7.10 ug/l
RT: 11.648 min Scan# 3206
Delta R.T. -0.004 min
Lab File: VU@43613.D
Acq: 07 May 2021 15:31
Tgt Ion:105 Resp: 50227
Ion Ratio Lower Upper
105 100
134 19.4 9.2 27.6
Abundance
so000{  Mf*
20000
10000
0
Time> 11.57 11.71

Abundance  scan 3382 (12.214 min): VU043567.D\data.ms #39
n-Butylbenzene

91.0
Ref 50 145.9
500 740 111.0 J) ‘
0 ult |||. || I||||| o dlt ul || 128. AN
bt L 2EB A M
miz--> 40 60 80 100 120 140
Abundance  scan 3382 (12.214 min): VU043613.D\data.m
91.0
Raw 50
65.0 134.1
3.0 ' 115.0
o} SN P POSRY SN PN 'S Loty VY NI
I T T T T T T
miz--> 40 60 80 100 120 140
Abundance  scan 3382 (12.214 min): VU043613.D\data.ms
91.0
Sub
50
65.0 134.1
39"0 " 115.0
0 | A \ IL, i N 1
SRR AR SRS A N R L MM
miz--> 40 60 80 100 120 140

VU@43613.D 82UB50621W.M

Concen: 4.51 ug/1
RT: 12.214 min Scan# 3382
Delta R.T. ©0.000 min
Lab File: VU@43613.D
Acq: 07 May 2021 15:31
Tgt Ion: 91 Resp: 14980
Ion Ratio Lower Upper
91 100
92 47.6 25.4 76.2
134 23.5 11.3 33.9
Abundance
12.214
8000
6000
4000
2000
0
Time> 12.12 12.27
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