Data Path

Data File : VX044620.D

Acq On : 08 Jan 2025 12:10
Operator : JC/MD

Sample : Qleo7-01

Misc

ALS Vial : 7

Quant Time: Jan 08 12:39:40 2025

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

Quantitation Report

Sample Multiplier: 1

: Wed Jan 08 ©3:57:12 2025
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010825\

: 1.25g/16mL/100ul/5.00mL/MSVOA_X/MEOH

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X010725W.M

(LSC Reviewed)

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

Internal Standards

1) Pentafluorobenzene 5.538 168 153959 50.000 ug/l -0.01

34) 1,4-Difluorobenzene 6.751 114 282200 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.049 117 256515 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 134344 50.000 ug/1 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.952 65 131096 52.810 ug/l 0.00

Spiked Amount 50.000 Range 74 - 125 Recovery = 105.620%

35) Dibromofluoromethane 5.385 113 88577 45.774 ug/1l 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  91.540%

50) Toluene-d8 8.641 98 345902 52.331 ug/1 0.00

Spiked Amount 50.000 Range 86 - 113 Recovery = 104.660%

62) 4-Bromofluorobenzene 11.079 95 138130 59.206 ug/l 0.00

Spiked Amount 50.000 Range 77 - 121 Recovery = 118.420%
Target Compounds Qvalue
16) Acetone 2.416 43 10209 13.048 ug/l 95
17) Carbon Disulfide 2.477 76 748 0.210 ug/l # 92

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

82X010725W.M Thu Jan 09 10:07:03 2025
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Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX010825\
Data File : VX044620.D

Acqg On : 08 Jan 2025 12:10

Operator : JC/MD

Sample : Qlee7-01

Misc : 1.25g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Time: Jan @8 12:39:40 2025

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X010725W.M
Quant Title : SW846 8260

QLast Update : Wed Jan @8 ©3:57:12 2025

Response via : Initial Calibration

Abundance TIC: VX044620.D\data.ms
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Abundance Scan 731 (5.544 min): VX044599.D\data.ms (-71 #1
168.1 | pentafluorobenzene

99.0 Concen: 50.000 ug/1l
RT: 5.538 min Scan#t 73[Ed0nlEies
Ref 50 Delta R.T. -0.012 min [US\/eL\PH
Lab File: VX044620.D [(®lEiiSEInlolEI0RS
750 118010 Acq: ©8 Jan 2025 12:10 LA
0 ‘:‘3’?"0‘ — ‘\‘ | ‘\w o “‘” e ‘H‘ I “‘ , }“ v
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 153959

Abundance  Scan 720 (5.538 min): VX044620.D\datams | 10N Ratio  Lower  Upper
168.1 168 100

99 66.8 53.4 80.0

99.0
Raw 50
Abundance
137.0 50000
oo B0 | R L,
miz--> 40 60 80 100 120 140 160 0000
Abundance
168.1 30000
99.0 20000
Sub
50
10000
75.0 1180137'0
0,360 55.0 ' : ol
et S L D R TS N S S
miz--> 40 60 80 100 120 140 160 Time—> 5.40 5.50 5.60 5.70

Abundance Scan 212 (2.380 min): VX044599.D\data.ms (-2C #16

43.0 Acetone
Concen: 13.048 ug/1
RT: 2.416 min Scan# 218
Ref 50 Delta R.T. ©0.024 min
Lab File: VX044620.D
Acq: 08 Jan 2025 12:10
ol il 591 751 961
L R R R AR
miz--> 40 60 80 100 120 140 Tgt Ion:‘43 Resp: 10209
Abundance  Scan 218 (2.416 min): VX044620.D\data.ms | 1on Ratio Lower Upper
43.0 43 100
58 24.7 21.6 32.4
Raw 50
Abundance
2500
MM 7?.2 127.0142.1
0\\\“\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\ 2000
miz--> 40 60 80 100 120 140
Abundance
43.0 1500
1000
Sub
50
500
rrryrrrryrrrrprrrrr [ ror T rrToror 7\‘\\\\‘\\\\\\\7\7\
m/z--> Time-->
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Abundance Scan 233 (2.508 min): VX044599.D\data.ms (-22 #17

76.0 Carbon Disulfide
Concen: 0.210 ug/1
RT: 2.477 min Scan# 22[SigtiglElpies
Ref 50 Delta R.T. -0.024 min [USVEINA
Lab File: VX044620.D [(®lEiiSEInlolEI0RS
44.0 Acq: 08 Jan 2025 12:10 \UREUE
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 Tgt Ion: 76 Resp: 748
Abundance  Scan 228 (2.477 min): VX044620 D\data.ms | 100 Ratio  Lower  Upper
40.1 76 100
75.8
: 78 12.2 7.4 1l.e#
Raw 50
Abundance
57.9
‘ ‘ ‘ 400
S 1 o/ S
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 300
Abundance
75.8
200
43.1
Sub 50
57.9 100
L S S e
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85  Time--> 245 250

Abundance Scan 798 (5.952 min): VX044599.D\data.ms (-7¢ #33

63.0 1,2-Dichloroethane-d4
Concen: 52.810 ug/l

RT: 5.952 min Scan# 798

Ref 50 0 Delta R.T. -0.000 min
5L. Lab File: VX044620.D
102.0 Acq: ©8 Jan 2025 12:10
O“‘:?Zf:‘[‘m““H“H‘m“‘HHW'HWH‘MMH
m/z--> 30 40 50 60 70 80 90 100 110 T8t Ion: 65 Resp: 131096
Abundance  Scan 798 (5.952 min): VX044620.D\data.ms | 100 Ratio Lower Upper
65.0 65 100
67 48.7 0.0 101.6
Raw 50
51.1 Abundance
102.0
oL BTO I 40000
\‘\\\\‘\\\‘\“\\\\‘\\\‘\‘\\\\‘\\.\\‘\\\\‘\\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110
Abundance 30000
65.0
20000
Sub
50
51.1 10000
102.0
T[T T T T[T 1T 1T T[T T T T[T T T T[T T T T[T T T T[T T T T[T TTT[TT ‘\\\\'\\\\k\‘\\\\\\\
m/z--> Time-->
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Abundance Scan 930 (6.757 min): VX044599.D\data.ms (-92 #34

1141 1,4-Difluorobenzene

Concen: 50.000 ug/1l

RT: 6.751 min Scan# 92[Sigtiyl=lpies
Ref 50 Delta R.T. -0.006 min (US\eV\DX

63.0 Lab File: VX044620.D [(®lEiiSEInlolEI0RS
: 88.0 Acq: 08 Jan 2025 12:10 \LURECAE
a0, | 75T
O bt ettt e e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 18t Ion:114 Resp: 282200

Abundance  Scan 929 (6.751 min): VX044620.D\datams | 10N Ratio Lower Upper
114.1 114 100

63 22.5 0.0 40.6
88 16.8 0.0 31.8
Raw 50
Abundance
63.0
88.0
0 ‘_?Z:’?fﬂf“‘p:‘m:‘;7‘?"‘1“””_“““”‘wu‘wm 1
m/z--> 30 40 50 60 70 80 90 100 110 120 80000
Abundance
1141 60000
Sub 40000
50
20000
63.0 88.0
370 200 75.1 0 )
0 e e T
m/z--> 30 40 50 60 70 80 90 100 110 120 Tijme--> 6.60 6.70 6.80 6.90

Abundance Scan 704 (5.379 min): VX044599.D\data.ms (-6 #35
971.0 Dibromofluoromethane

Concen: 45.774 ug/1l

RT: 5.385 min Scan# 705

Ref 50 61.0 Delta R.T. -0.000 min
Lab File: VX044620.D
18.9 Acq: 08 Jan 2025 12:10
0‘§Z}QMM‘}w“‘HH‘WNJ"\JM“““‘%§?59“‘%2ﬁ;?
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 88577
Abundance  Scan 705 (5.385 min): VX044620.D\datams | 10N Ratio  Lower  Upper
111.0 113 100

111 100.4 80.4 120.6
192 18.5 13.3 19.9

Raw 50
Abl
80.9 UndSo
191.9
01,200 H T 1508 ||
TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘
m/z--> 40 60 80 100 120 140 160 180
Abundance 20000
111.0
Sub 10000
50
80.9
191.9
\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\‘ \\\\\\\\\\\\\'\
m/z--> Time-->
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Abundance Scan 1240 (8.647 min): VX044599.D\data.ms (-1 #50

98.1 Toluene-ds8
Concen: 52.331 ug/1
RT: 8.641 min Scan# 12[Sigtiyl=lpies
Ref 50 Delta R.T. -0.006 min [USVEIERE
Lab File: VX044620.D [(®lEiiSEInlolEI0RS
421 70.1 Acq: 08 Jan 2025 12:10 \LURECAE
ol gl 381l 840 Ll 1320
miz--> 4‘0 ‘ 8‘0 100 12‘0 ‘ Tgt Ion: 98 Resp: 345902
Abundance Scan 1239 (8.641 min): VX044620 D\data.ms  ton Ratio Lower Upper
98.1 98 100
100 65.1 51.5 77.3
Raw 50
Abundance
91 701 200000
omMw??‘lwwm_m_m
miz--> 40 80 100 120 150000
Abundance
98.1
100000
Sub 50
50000
42.1 70.1
0 56.1 84.1 0
—_———— e —— e
miz--> 40 60 80 100 120 Time--> 8.60 8.70 8.80

Abundance Scan 1639 (11.079 min): VX044599.D\data.ms (- #62

95.1 4-Bromofluorobenzene
1740 | concen: 59.206 ug/l
75.1 RT: 11.079 min Scan# 1639
Ref 50 Delta R.T. -0.000 min
Lab File: VX044620.D
50.0 Acq: ©8 Jan 2025 12:10
i Ly L1160 1420
m/z--> 40 60 80 100 120 140 160 180 '8t Ion: 95 Resp: 138130
Abundance Scan 1639 (11.079 min): VX044620.D\datams | 100 Ratio Lower Upper
95.1 95 100
174 73.0 0.0 145.8
174.0 176 71.9 0.0 137.8
Raw 50 75.1
Abundance
50.1 100000
‘\ (N H ‘\H Iy \\‘\ 117.0 1429 It
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 80000
miz--> 40 60 80 100 120 140 160 180
Abundance
95.1 60000
176.0
40000
Sub 75.1
50
20000
50.1
\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\‘\ \\‘\\\\ T T \\7
m/z--> Time-->
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Abundance Scan 1470 (10.049 min): VX044599.D\data.ms (- #63
11y1 Chlorobenzene-d5
Concen: 50.000 ug/1l

82.1 RT: 10.049 min Scan# 14Siiinlie
Ref 50 Delta R.T. -0.000 min [USVEIERE
54.1 Lab File: VX044620.D [(®lEiiSEInlolEI0RS
Acq: 08 Jan 2025 12:10 \LURECAE
40.0
Oberreetibrrbtb 8T Ll 991
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 256515

Abundance Scan 1470 (10.049 min): VX044620 D\datams = 10N Ratio  Lower  Upper
117.1 117 100

82 59.4 45.8 68.8

82.1 119 31.2 25.0 37.4
Raw 50
Abundance
54.1
O 88 990 150000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance
1171 100000
82.1
sub o 50000
54.1
Obo B89 se0 ol e
m/z--> 30 40 50 60 70 80 90 100110120  Time--> 10.00 10.10 10.20

Abundance Scan 1793 (12.018 min): VX044599.D\data.ms (- #72
150.1 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

119.1
RT: 12.024 min Scan# 1794
Ref 50 Delta R.T. ©0.006 min
52.1 78.0 Lab File: VX044620.D

' ‘ Acq: 08 Jan 2025 12:10
o oo LW
m/z--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 134344

Abundance Scan 1794 (12.024 min): VX044620. D\data.ms | 10N Ratio  Lower Upper
1500 152 100

115 62.7 44.5 133.3
150 158.5 0.0 353.8
Raw 50
78.1 1151 Abundance
52.1 ‘ 150000
0 \:3\5\.‘0‘ T \‘!‘\ ‘ T \“‘ ‘ \“\ \5\ ‘ LI }‘ ‘ \1\3\2.\0‘ T ‘\“\ ‘ T
m/z--> 40 60 80 100 120 140 160
Abundance 100000
150.0
Sub 50000
50 115.1
521 78.1
LI T T L T T L T T L ‘ T T L T LI T “\ \7
m/z--> Time-->
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