Quantitation Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe81721\
Data File : VX023765.D

Acqg On : 17 Aug 2021 16:06

Operator : JC/MD

Sample : M3407-01ME

Misc : 9.13g/5mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 14

Quant Time:
Quant Method :
Quant Title : SW846 8260
QLast Update
Response via :

Aug 17 16:59:35 2021
Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M

Sample Multiplier: 1

: Tue Aug 17 11:57:51 2021
Initial Calibration

(QT Reviewed)

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

Internal Standards

1) Pentafluorobenzene 5.556 168 140302 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.769 114 233549 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.061 117 202567 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 93557 50.000 ug/l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.964 65 94843 48.434 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery =  96.860%

35) Dibromofluoromethane 5.397 113 71459 46.228 ug/l 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  92.460%

50) Toluene-d8 8.653 98 277558 47.176 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery =  94.360%

62) 4-Bromofluorobenzene 11.085 95 93897 43.354 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 86.700%
Target Compounds Qvalue
16) Acetone 2.410 43 9675 11.050 ug/l # 85
18) Methyl Acetate 2.727 43 18954 8.672 ug/l # 89
25) 2-Butanone 4.611 43 6923 5.220 ug/1 93

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081721\
Data File : VX023765.D

Acqg On : 17 Aug 2021 16:06

Operator : JC/MD

Sample : M3407-01ME

Misc : 9.13g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Time: Aug 17 16:59:35 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

QLast Update : Tue Aug 17 11:57:51 2021

Response via : Initial Calibration

Abundance TIC: VX023765.D\data.ms

520000
500000

480000

Chlorobenzene-d5,|
lorobenzene-d4,

1 4 Diet
14-DBiehi

d48

460000

fottene-a8,S
4

440000

Tal

420000

4-Bromofluorobenzene,S

400000

380000

360000

340000

320000

300000

280000

1,4-Difluorobenzene,|

260000

240000

220000

200000

180000

Pentafluorobenzene,|

160000

140000

1,2-Dichloroethane-d4,S

120000

Dibromofluoromethane,S

100000

80000

60000

Methyl Acetate, T

Acetone, T

40000

2-Butanone,T

20000
0 L L

I\ A I
L s L s L L B I L L B B B B B

Time--> 2.00 3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00

82X081721W.M Thu Aug 19 18:19:49 2021 Page: 2



Abundance Scan 734 (5.562 min): VX023756.D\data.ms (-72 #1
168.1 Ppentafluorobenzene
Concen: 50.000 ug/1l

99.0 RT: 5.556 min Scan# 733
Ref 50 Delta R.T. -0.006 min
Lab File: VX@23765.D
750 118.01370 Acq: 17 Aug 2021 16:06
0“‘\‘QQ‘V‘M“W‘WJ”i“‘W*"J\‘”“\‘“‘\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 140302

Abundance  Scan 733 (5.556 min): VX023765.D\datams 1N Ratio Lower Upper
168.1 168 100

99 59.2 45.8 68.6

99.0
Raw 50
Abundance
5.556
750 11&01370
\3\6\.9\ \5\5‘1':‘!‘\ “\“\ w “\ \‘\‘i TTT \H‘ i T \“ T }‘\ T ‘ T ‘\ T ‘ 40000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 733 (5.556 min): VX023765.D\data.ms (-68 30000
168.1
20000
Sub 990
50
10000
75.0 118.0137'O
olseo S8t b U L bt
miz--> 40 60 80 100 120 140 160 Time->  5.405.505.605.70

Abundance Scan 214 (2.392 min): VX023756.D\data.ms (-20 #16

43.0 Acetone
Concen: 11.050 ug/1
RT: 2.410 min Scan# 217
Ref 50 Delta R.T. ©.018 min
58.1 Lab File: VX023765.D
Acq: 17 Aug 2021 16:06
0 37w Al . .
H\‘HH‘HH‘H\‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH . .
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 18t Ion: 43 Resp: 9675
Abundance  Scan 217 (2.410 min): VX023765.D\data.ms Ion Ratio Lower Upper
43.0 43 100
58 26.1 27.8 41.8#
Raw 50
Abundance
8.0 4000{  2.410
.9‘ L 75.1
O\H‘HH‘HHN\\‘HH‘HH‘H\\‘HH‘HH‘HH“\\H“HH‘HH
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 3000
Abundance Scan 217 (2.410 min): VX023765.D\data.ms (-16
43.0
2000
Sub 50
1000
58.0
‘ 75.1 0
Ot T e T e T T
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 Time--> 240 2.50
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Abundance Scan 267 (2.715 min): VX023756.D\data.ms (-25 #18
44

3.0 Methyl Acetate
Concen: 8.672 ug/l
RT: 2.727 min Scan# 269
Ref 50 Delta R.T. ©0.012 min
74.0 Lab File: VX023765.D
59.0 Acq: 17 Aug 2021 16:06
OH\‘HH‘HH‘H }‘\\H‘\H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘
m/z--> 30 35 40 45 50 55 60 65 70 75 80 Tgt Ion: 43 Resp: 18954
Abundance  Scan 269 (2.727 min): VX023765.D\datams 19" Ratlo Lower Upper
43.0 43 100
74 21.8 21.9 32.9#
Raw 50
Abundance
74.0 2.7r27
59.0
0\\\‘\\\\3‘6\.\1\-\“\‘\‘ 1‘\\H‘\H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘ 8000
m/z--> 30 35 40 45 50 55 60 65 70 75 80
Abundance Scan 269 (2.727 min): VX023765.D\data.ms (-21 6000
43.0
4000
Sub
50
74.0 2000
59.0 N
O e 1,‘mWH‘m!_m‘uwmwm“m‘ [ —— e
m/z--> 30 35 40 45 50 55 60 65 70 75 80  Time--> 2.70 2.80

Abundance Scan 571 (4.568 min): VX023756.D\data.ms (-56 #25

43.0 2-Butanone
Concen: 5.220 ug/1l
RT: 4.611 min Scan# 578
Ref 50 Delta R.T. ©.043 min
72.0 Lab File: VX023765.D
Acq: 17 Aug 2021 16:06
G‘HH‘HH‘\}i‘\\'\59'\9\\‘\\‘.\\‘6\\2\.3\\\\‘\\\\‘\\\\‘\\\
m/z--> 30 35 40 45 50 55 60 65 70 75 80 18t Ion: 43 Resp: 6923
Abundance  Scan 578 (4.611 min): VX023765.D\data.ms Ion Ratio Lower Upper
43.0 43 100
72 33.5 23.7 35.5
Raw 50
72.1 Abundance
61.0 4.611
L], \ ‘ 1500
O‘HH‘HH‘H\‘\H\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 30 35 40 45 50 55 60 65 70 75 80
Abundance Scan 578 (4.611 min): VX023765.D\data.ms (-52
43.0 1000
Sub 50 500
72.1
61.0

m/z--> 30 35 40 45 50 55 60 65 70 75 80 Time--> 450 4.60 4.70
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Abundance Scan 800 (5.964 min): VX023756.D\data.ms (-78 #33

65.0 1,2-Dichloroethane-d4
Concen: 48.434 ug/1

RT: 5.964 min Scan# 800

Ref 50 510 Delta R.T. ©0.000 min
: Lab File: VX@23765.D
102.0 Acq: 17 Aug 2021 16:06
3?0 1l AN ‘
0 \‘\\H‘\H‘\‘\\\\“\\M‘HH‘H-H‘HH‘HM‘H
m/z--> 30 40 50 60 70 80 90 100 110 T8t Ion: 65 Resp: 94843
Abundance  Scan 800 (5.964 min): VX023765.D\datams 100 Ratlo Lower Upper
65.0 65 100

67 52.4 0.0 105.4

Raw 50
51.0 Abundance
102.0 5.964
0\‘\?Z\'?\H‘\“\‘\\\“\‘\M“\\\\‘8\%.9\‘\\\\‘111\‘\\ 30000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 800 (5.964 min): VX023765.D\data.ms (-75
65.0 20000
Sub
50 10000
51.0
102.0
miz--> 30 40 50 60 70 80 90 100 110 Time-> 590 6.00 6.10

Abundance Scan 932 (6.769 min): VX023756.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l

RT: 6.769 min Scan# 932
Ref 50 Delta R.T. -0.000 min

Lab File: VX023765.D

63.0 88.0 Acq: 17 Aug 2021 16:06

1 0 e

m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:114 Resp: 233549

Abundance  Scan 932 (6.769 min): VX023765.D\data.ms 10N Ratio Lower Upper
114.0 114 100

o

63 20.8 0.0 40.8
88 16.2 0.0 32.8
Raw gg
Abundance
500 63.0 e o 88.0
0 \‘\S\Z{“OHH}"\\i‘\“}‘h\“i\“\.\“\‘u!‘\‘1‘\\‘\\\\‘\“\\‘\\\ 80000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 932 (6.769 min): VX023765.D\data.ms (-88 60000
114.0
40000
Sub
50
20000
63.0 88.0
0 37.0 50‘0 ‘ \‘ | 7?\0\ Ly | 1
RN R N N N N N NN RN R R LR I O R
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.70 6.80 6.90
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Abundance Scan 707 (5.397 min): VX023756.D\data.ms (-68 #35

97.0 Dibromofluoromethane
Concen: 46.228 ug/1l

RT: 5.397 min Scan# 707

Ref 50 61.0 Delta R.T. ©0.000 min
Lab File: VX023765.D
18.9 191.9 Acq: 17 Aug 2021 16:06
0 \31.‘9‘\‘\ “N‘ - ‘Hm‘ “WM“ v ‘H‘\‘ e ‘]‘_‘5?‘8“ T ‘\!\‘ =
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 71459
Abundance  Scan 707 (5.397 min): VX023765.D\datams 10" Ratio Lower Upper
110.9 113 100
111 1e3.9 81.9 122.9
192 19.5 16.7 25.1
Raw 50
Abundance
80.9 191.9 5.397
ol 439 H TS - Il ~ 20000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 707 (5.397 min): VX023765.D\data.ms (-65 15000
112.9
10000
Sub
50
5000
80.9 1919
0“3‘9\"9‘”\‘H‘H‘HHH‘\H“wHw”l‘??‘?w”‘!‘w 0 A RARARRARRE AR
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50

Abundance Scan 1241 (8.653 min): VX023756.D\data.ms (-1 #50

98.1 Toluene-d8

Concen: 47.176 ug/1l

RT: 8.653 min Scan# 1241

Ref 50 Delta R.T. -0.000 min
Lab File: VX023765.D
420 541 70.1 Acq: 17 Aug 2021 16:06
0 \‘H\ii\‘u\‘“”’\‘\‘i\‘1\“\\\\8‘2\.9\\‘\1\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 277558
Abundance Scan 1241 (8.653 min): VX023765.D\data.ms Ion Ratio Lower Upper
98.1 98 100
100 64.3 51.9 77.9
Raw 50
Abundance
8.653
42.1 541 70.1
0 \‘HH‘i\‘u\‘“”\‘\‘\11\“\\\\8‘2\.}\\‘\1\““\\\\‘\ 150000
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 1241 (8.653 min): VX023765.D\data.ms (-1
98.1 100000
Sub
50 50000
421 541 70.1
0 Wm;“m‘ H‘“mwm‘_'m_w““uw R R
m/z--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70
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Abundance Scan 1640 (11.085 min): VX023756.D\data.ms (- #62

93.0 174.0 4-Bromofluorobenzene
Concen: 43.354 ug/1
750 RT: 11.085 min Scan#t 1640
Ref 50 Delta R.T. ©0.000 min
50.0 Lab File: VX@23765.D
' Acq: 17 Aug 2021 16:06
0 [ n‘\ 117.0 140.9 i
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 40 60 80 100 120 140 160 1go 18t Ion: 95 Resp: ~ 93897
Abundance Scan 1640 (11. 085 min): VX023765.D\data.ms Ig; igglo Lower Upper
95.1
1740 174 80.4 0.0 154.6
75.0 176 77.0 0.0 155.8
Raw 50
Abundance
50.0 11.p85
0 \\\‘\\“\ \“H‘\ U\‘M“\w }“1‘\1\-\]-\6‘0\\\]\-4‘.?\0\\‘\\\‘\“\ 60000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1640 (11.085 min): VX023765.D\data.ms (-
q
95.1 174.0 40000
Sub 75.0
50 20000
50.0
ob bbb 2160 1430 ot A
m/z--> 40 60 80 100 120 140 160 180 Time-> 11.00 11.10

Abundance Scan 1472 (10.061 min): VX023756.D\data.ms (- #63
111 Chlorobenzene-d5
Concen: 50.000 ug/l

82.1 RT: 10.061 min Scan# 1472
Ref 50 Delta R.T. -0.000 min
521 Lab File: VX023765.D
Acq: 17 Aug 2021 16:06
0‘\“3‘%\‘1“*”\HHwH'w“Mi“‘wwwww‘ww
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 202567

Abundance Scan 1472 (10.061 min): VX023765.D\data.ms 10N Ratio Lower Upper
1171 117 100

82 55.0 47.4 71.2
119 32.8 26.6 39.8

82.1
Raw 50
Abundance
54.1
421 | ‘ | ANERN 99.1
0\‘\H\‘HH‘HH‘\H\‘\H\’HH‘HH‘HH‘HH’HH‘
m/z--> 30 40 50 60 70 80 90 100 110 120 100000
Abundance Scan 1472 (10.061 min): VX023765.D\data.ms (-
117.1
Sub 82.1 50000
50
54.1
m/z--> 30 40 50 60 70 80 90 100 110 120  Time--> 10.00 10.10

VX023765.D 82X081721W.M Thu Aug 19 18:19:53 2021 Page 7



Abundance Scan 1794 (12.024 min): VX023756.D\data.ms (- #72
149.9 1,4-Dichlorobenzene-d4

119.1 Concen: 50.000 ug/1l
RT: 12.024 min Scan# 1794
Ref 50 Delta R.T. ©0.000 min
52.1 78.0 Lab File: VX023765.D
Acq: 17 Aug 2021 16:06
ow u‘u“g‘g‘q‘ : “‘ - ‘ el
m/z--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 93557

Abundance Scan 1794 (12.024 min): VX023765.D\data.ms 1N Ratio Lower Upper
150.0 152 100

115 57.9 41.1 123.3
150 154.9 0.0 349.0

Raw 50
115.0 Abundance
52 .0 78.0
m/z--> 40 60 100 120 140 160 80000 121024
Abundance Scan 1794 (12.024 min): VX023765.D\data.ms (-
Sub 40000
50 115.0
500 780 20000
ol el 989 | 1319 oL
miz--> 40 60 80 100 120 140 160 Time> 12.00 12.10
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