Data Path

Data File : VX@35089.D

Acqg On : 14 Apr 2023 17:30
Operator : JC/MD

Sample : 02345-02 10X

Misc

ALS vial : 22

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

Apr 17 08:57:07 2023
Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032923W.M

Quantitation Report

Sample Multiplier: 1

Sat Apr 01 01:50:18 2023
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041523\

: 1.62g/1emL/100uL/5.00mL/MSVOA_X/MEOH

(QT/LSC Reviewed)

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

Internal Standards

1) Pentafluorobenzene 5.556 168 260855 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.763 114 433960 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 388373 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 177337 50.000 ug/1l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.958 65 165517 41.489 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery =  82.980%

35) Dibromofluoromethane 5.385 113 129948 45.273 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  90.540%

50) Toluene-d8 8.653 98 517770 48.872 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery = 97.740%

62) 4-Bromofluorobenzene 11.079 95 192699 47.002 ug/l 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery =  94.000%
Target Compounds Qvalue
16) Acetone 2.386 43 372323  229.740 ug/l 99
39) Methylcyclohexane 7.379 83 32503 7.198 ug/l 97
52) Toluene 8.720 92 901731  113.294 ug/1 98

(#) = qualifier out of range (m) = manual integration (+) = signals summed

82X032923W.M Mon Apr 17 15:18:16 2023
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Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041523\
Data File : VX@35089.D

Acqg On : 14 Apr 2023 17:30

Operator : JC/MD

Sample : 02345-02 10X

Misc : 1.62g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Time: Apr 17 ©8:57:07 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032923W.M
Quant Title : SW846 8260

QLast Update : Sat Apr 01 01:50:18 2023

Response via : Initial Calibration

Abundance TIC: VX035089.D\data.ms
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Abundance Scan 732 (5.550 min): VX034820.D\data.ms (-71 #1

168.0 | pentafluorobenzene
99.0 Concen: 50.000 ug/1l
’ RT: 5.556 min Scan# 7gEigtll=ples
Ref 50 Delta R.T. ©0.006 min MSVOA X
Lab File: VvX035089.D [(GUEhISEnlellEll0f
750 P ek Acq: 14 Apr 2023 17:30
0‘37'\0‘”‘\“*“w‘”‘““i”“H\““\““w‘ \H‘
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 2608855
Abundance  Scan 733 (5.556 min): VX035089.D\data.ms 10" Ratio Lower Upper
168.0 168 100
99 60.7 45.7 68.5
99.0
Raw 50
Abundance
75.0 118030 80000 >°
‘3“7"1‘ ‘5‘?'?‘ }\‘\“‘\} I ‘\i . ‘H‘ e “‘ : }“ T \‘ =
m/z-—-> 40 60 80 100 120 140 160
Abundance Scan 733 (5.556 min): VX035089.D\data.ms (-68 60000
168.0
40000
99.0
Sub 50
20000
137.0
aras00 10 L T L R
miz--> 40 60 80 100 120 140 160 Time--> 540 560 5.80

3.

Abundance Scan 213 (2.386 min): VX034820.D\data.ms (-20 #16

Acetone

Concen: 229.740 ug/l

RT: 2.386 min Scan#t 213
Ref 50 Delta R.T. -0.000 min
58.1 Lab File: VX035089.D
Acq: 14 Apr 2023 17:30
0 37"\ NN . .
HH‘HH‘HH‘H\‘\\\\‘\\\\‘\\\\‘\H\‘HH‘HH‘HH‘HH‘ . .
miz--> 30 35 40 45 50 55 60 65 70 75 80 Tgt Ion: 43 Resp: 372323
Abundance  Scan 213 (2.386 min): VX035089.D\datams | 100 Ratio Lower Upper
43.1 43 100
58 30.3 24.7 37.1
Raw 50
58.1 Abundance
200000 2.386
87.0 ||, 52
0 HH‘HH‘\H\H\ T T[T T[T T T T [ TT T[T TT7T
m/z--> 30 35 40 45 50 55 60 65 70 75 80 150000
Abundance Scan 213 (2.386 min): VX035089.D\data.ms (-16
43.0
100000
Sub 50
58.1 50000
P T e e e S RRRERRRRARRARRARES
m/z--> 30 35 40 45 50 55 60 65 70 75 80 Time--> 2.302.40 2.50

VX035089.D 82X032923W.M
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Abundance Scan 799 (5.958 min): VX034820.D\data.ms (-78 #33

63.0 1,2-Dichloroethane-d4
Concen: 41.489 ug/1l
RT: 5.958 min Scan# 7{gEitigl=nies
Ref 50 510 Delta R.T. -0.000 min [ISNOLWS
: Lab File: VX@35089.D [(G®ICHIEEIelE(CH
102.0 Acq: 14 Apr 2023 17:30 HLGHES
0 \‘\3\3\.(‘)\\\‘\“\‘\H“\‘\i\“\\H‘H.H‘HH‘MM‘H
m/z--> 30 40 50 60 70 80 90 100 110 '8t Ion: 65 Resp: 165517
Abundance  Scan 799 (5.958 min): VX035089.D\datams | 10N Ratlo Lower Upper
65.0 65 100
67 53.0 0.0 104.0
Raw 50
51.0 Abundance
102.0 60000 5.858
ol 310 Ll 839 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 799 (5.958 min): VX035089.D\data.ms (-75 40000
65.0
Sub 20000
50 51.0
102.0
Gw?Z;?HmmH‘»‘m_‘Hﬁa-‘g‘wl!”_‘ O
miz--> 30 40 50 60 70 80 90 100 110 Time--> 5.90 6.00

Abundance Scan 931 (6.763 min): VX034820.D\data.ms (-91 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 6.763 min Scan# 931
Ref 50 Delta R.T. -0.000 min
63.0 Lab File: VX035089.D
: 88.0 Acq: 14 Apr 2023 17:30
50.0 75.0
0 \‘\\3\‘81‘.‘()\\\\““\\1\““\H\H\.\“H\!‘\‘1‘\\‘\\H‘\“H‘H
miz--> 30 40 50 60 70 80 90 100 110 120 '8t Ion:114 Resp: 433960
Abundance  Scan 931 (6.763 min): VX035089.D\datams | 100 Ratio Lower Upper
114.0 114 100
63 22.0 0.0 42.2
88 16.9 0.0 33.2
Raw 50
Abundance
co1 63.0 88.0 6.763
O+ T \:\BZ(‘:‘L\ T \““'\ T i‘\ “\“1 T ”7\?\'9“\ TT ! T \‘11\_(\)9\.9\ 7 ft ‘\ T 150000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 931 (6.763 min): VX035089.D\data.ms (-88
114.0 100000
Sub
50 50000
co1 63.0 88.0
. 75.0
0 ‘_§TC%H“J“N‘J;‘M‘H“w“!‘J%QP;QH‘u“W“ e
m/z-—-> 30 40 50 60 70 80 90 100 110 120 Time--> 6.70 6.80 6.90
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Abundance Scan 705 (5.385 min): VX034820.D\data.ms (-69 #35

96.9 Dibromofluoromethane
Concen: 45,273 ug/1
RT: 5.385 min Scan# 7{gEigtllElples
Ref 50 61.0 Delta R.T. -0.000 min US\e/ADA
Lab File: VX035089.D (SllqISEnldlEl0
18.9 101.9 | Acq: 14 Apr 2023 17:30 ELHES
0 ‘3‘)7“9\‘ - M - ‘U‘ ‘H‘H;\“‘ o ‘H‘\‘ e ‘:!'?‘9‘8” T ‘\!\‘ =
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 129948
Abundance  Scan 705 (5.385 min): VX035089.D\data.ms 100 Ratio Lower Upper
110.9 113 100
111 101.7 83.7 125.5
192  19.6 15.4 23.2
Raw 50
Abundance
78.9 191.9 5.485
0“ﬁég‘\H‘JW‘Ww“ww‘w‘\w%§%§‘w‘JM\‘ #9080
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 705 (5.385 min): VX035089.D\data.ms (-65 30000
110.9
20000
Sub 50
10000
78.9 191.9
G“ﬁ49‘\H‘w““w“H\‘H‘\H%sgg‘w‘wa‘ O}‘”\‘”‘\”“W“W
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50

Abundance Scan 1032 (7.379 min): VX034820.D\data.ms (-1 #39

55.1 83.1 Methylcyclohexane
Concen: 7.198 ug/1
RT: 7.379 min Scan# 1032
Ref 50, 411 98.1 Delta R.T. -8.000 min
s9.1 Lab File: VX@835089.D
‘ ‘ ‘ ‘ Acq: 14 Apr 2023 17:30
0 w"‘w‘“‘w“u‘w“Jw“‘w‘l‘w““ﬁ“‘w
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 83 Resp: 32503
Abundance Scan 1032 (7.379 min): VX035089.D\datams | 100 Ratio Lower Upper
83.1 83 100
55.1 55 72.6 60.5 90.7
98 48.2 40.4 60.6
Raw 50 41.1 98.1
Abundance
69.0 7.879
0
miz--> 30 40 50 60 80 90 100 10000
Abundance Scan 1032 (7.379 min): VXO35089.D\data.ms (-9
83.1
55.1
sub 11 08.1 5000
69.0
0 R NRRARERRE
miz--> 30 40 50 60 70 80 90 100 Time--> 730 7.40 750
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Abundance Scan 1240 (8.647 min): VX034820.D\data.ms (-1 #50

98.1 Toluene-d8
Concen: 48.872 ug/1l
RT: 8.653 min Scan# 11EdllEies
Ref 50 Delta R.T. ©0.006 min MSVOA_X
Lab File: VX035089.D (SllqISEnldlEl0
420 541 701 Acq: 14 Apr 2023 17:30 LGS
0\\‘u\€hwwiwliw\Cjw\\u?%%\‘\h‘wu\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 517770
Abundance Scan 1241 (8.653 min): VX035089.D\data.ms = 100 Ratio Lower Upper
98.1 98 100
160 66.6 52.5 78.7
Raw 50
Abundance
421 g4, 701 soooo0|  OF°3
0"_“‘Hc‘cwlcw‘ilw"H%%%“‘M‘WH“‘
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 1241 (8.653 min): VX035089.D\data.ms (-1 200000
98.1
sub 100000
421 544 701
) AN O N VU | O
miz--> 30 40 50 60 70 80 90 100 Time--> 8.50 8.60 8.70 8.80

Abundance Scan 1252 (8.720 min): VX034820.D\data.ms (-1 #52

911 Toluene

Concen: 113.294 ug/1l

RT: 8.720 min Scan# 1252

Ref 50 Delta R.T. -0.000 min
Lab File: VX@35089.D
390 511 650 Acq: 14 Apr 2023 17:30
0 \‘H\1“\\‘\\“‘\.H\H‘i‘u‘\7\5\.0\‘\\\\“‘\‘\\\‘\\\\
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 92 Resp: 9061731
Abundance Scan 1252 (8.720 min): VX035089.D\datams A 100 Ratio Lower Upper
91.1 92 100
91 168.7 136.8 205.2
Raw 50
Abundance
1000000
39.1 65.1
\‘ \‘5?‘.‘0 \\“‘ 770 Lyl
0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 800000
m/z--> 30 40 50 60 70 80 90 100
Abundance 8can1252(&720nﬂm:vxo350893?Tmaxnsol 600000 8.720
400000
Sub
50
200000
39.1 510 6?1
o) S NPT USRI N NN 1 M| P e
miz--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70 8.80 8.90
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Abundance Scan 1639 (11.079 min): VX034820.D\data.ms (- #62

95.0 4-Bromofluorobenzene
174.0 | Concen: 47.002 ug/l
75.0 RT: 11.079 min Scan# 1(QES{giinCliss
Ref 50 Delta R.T. -0.000 min MS_VO/-\_X
Lab File: VX035089.D (SllqISEnldlEl0
50.0 ) P 1611
Acq: 14 Apr 2023 17:30
0 TT \ ‘ T \“\ \‘ ‘m\ U\‘}“‘\‘\ ”‘\‘ ‘ T }}ﬁ.?\ \]-\4.‘1-\-\0\ T ‘ TT \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 18t Ion: 95 Resp: 192699
Abundance Scan 1639 (11.079 min): VX035089.D\datams 100 Ratlo Lower Upper
95.0 95 100
174  74.8 0.0 147.4
1740 176 72.5 0.0 140.6
Raw o 75.0
Abundance
50.0 11.079
0 TT \ ‘ T \“\ \‘ ‘H‘\ U\‘l“‘\h\ ”‘\‘ ‘ T EI-\]-E.\Q\ \]\-4‘.2\.\9\ T ‘ TT \‘\“ T
miz--> 40 60 80 100 120 140 160 180 100000
Abundance Scan 1639 (11.079 min): VX035089.D\data.ms (-
95.0
174.0
Sub 75.0 50000
50
50.0
ob i bp i 1169 1420 I
miz--> 40 60 80 100 120 140 160 180 Time-> 11.00 11.10

Abundance Scan 1471 (10.055 min): VX034820.D\data.ms (- #63
11y.0 Chlorobenzene-d5
Concen: 50.000 ug/l

82.1 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. -0.000 min
54.1 Lab File:  VX@35089.D
H Acq: 14 Apr 2023 17:30
0‘ww‘}“wwwwwH‘Mi“‘wg?\'?ww“wv
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 388373

Abundance Scan 1471 (10.055 min): VX035089.D\data.ms = 10N Ratio Lower Upper
117.0 117 100

82 57.0 45.0 67.4

821 119 32.3 26.0 39.0
Raw 50
Abundance
54.1 10.055
0 \‘\\\4\‘0“\‘]\.\\‘\\‘\\“\6\\\‘OH}H\‘\\\‘\\9\\9‘\0\\\‘\\\1‘\\\\’ 250000
m/z--> 30 40 50 60 70 80 90 100 110 120 200000
Abundance Scan 1471 (10.055 min): VX035089.D\data.ms (-
117.0 150000
Sub 82.1 100000
50
54.1 50000
40.1
OWHJJJHWHHMWHmeug‘%?uWHMHH, Oo——= P
m/z--> 30 40 50 60 70 80 90 100110120  Time--> 10.00 10.20
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Abundance Scan 1794 (12.024 min): VX034820.D\data.ms (- #72
150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 12.024 min Scan#t 11gigil=gles
Ref 50 115.0 Delta R.T. ©.000 min  [SVEIWX
78.1 Lab File: Vx035089.D (SUERISEICIe
52.0
‘ ‘ ‘ Acq: 14 Apr 2023 17:30 HLEHEE
[ \“} \‘\“\“\‘ ‘”“\”\ \“!“i \“\‘9\5\.’9\ TT ‘\“i \1\3\2\0‘ T \‘\“\ T
m/z--> 40 60 80 100 120 140 160 18t Ion:152 Resp: 177337
Abundance Scan 1794 (12.024 min): VX035089.D\datams 10" Ratlo Lower Upper
1500 | 152 10@
115 62.0 45.0 135.0
150 158.8 0.0 352.4
Raw 50
115.0 Abundance
521 /81
0 \3\5\.%\ \‘!‘\‘ “\ T f T ‘\‘9\5\.9\ T ‘\“ \1\3\2\0‘ T \‘\“\ T 200000
miz--> 40 60 80 100 120 140 160 19ld2a
Abundance Scan 1794 (12.024 min): VX035089.D\data.ms (- 50000
150.0
100000
Sub
50
115.0 50000
521 /81
o2 L |l sso | 120 | -
miz--> 40 60 80 100 120 140 160 Time-> 1200  12.10
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