Data Path

Data File : VX044725.D

Acq On : 27 Jan 2025 15:42
Operator : JC/MD

Sample : PB166212ZHE#03

Misc : 5.0mL/MSVOA_X/WATER
ALS vial : 16

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

Compound

Jan 28 04:14:07 2025
Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011525W.M

Quantitation Report

Sample Multiplier: 1

Thu Jan 16 01:16:09 2025
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012725\

(QT Reviewed)

PB166212ZHE#03

Units Dev(Min)

Internal Standards
1) Pentafluorobenzene
34) 1,4-Difluorobenzene
63) Chlorobenzene-d5
72) 1,4-Dichlorobenzene-d4

System Monitoring Compounds
33) 1,2-Dichloroethane-d4
Spiked Amount 50.000
35) Dibromofluoromethane

Spiked Amount 50.000
50) Toluene-d8
Spiked Amount 50.000

62) 4-Bromofluorobenzene
Spiked Amount 50.000

Target Compounds

16) Acetone

25) 2-Butanone

43) Isopropyl Acetate

Range
Range
Range

11
Range

R.T. QIon
544 168
751 114
049 117
018 152
.952 65

74 - 125

.379 113

75 - 124
.647 98

86 - 113
.079 95

77 - 121
380 43

580 43

336 43

Response Conc
144171 50.
284703 50.
249994 50.
108791 50.
104715 48.

Recovery
91211 50.
Recovery
345617 54.
Recovery
122315 52.
Recovery
50898 59.
6671 5
146387 29.

000 ug/l 0.00
000 ug/l 0.00
000 ug/l 0.00
000 ug/l 0.00
119 ug/l  @.00
= 96.240%

430 ug/1 0.00
= 100.860%

803 ug/1 0.00
= 109.600%

827 ug/1 9.00
= 104.060%

Qvalue

117 ug/1 91
.211 ug/1 96
679 ug/l 99

(#) = qualifier out of range (m) =

82X011525W.M Tue Jan 28 12:11:07 2025

manual integration (+) =

signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX012725\
Data File : VX044725.D

Acqg On : 27 Jan 2025 15:42

Operator : JC/MD

Sample : PB1662127ZHE#03

Misc : 5.0mL/MSVOA_X/WATER PB166212ZHE#03

ALS Vvial : 16 Sample Multiplier: 1

Quant Time: Jan 28 04:14:07 2025

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011525W.M
Quant Title : SW846 8260

QLast Update : Thu Jan 16 01:16:09 2025

Response via : Initial Calibration

Abundance TIC: VX044725.D\data.ms
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Abundance Scan 731 (5.544 min): VX044651.D\data.ms (-71 #1

168.0 Pentafluorobenzene
99.0 Concen: 50.000 ug/1l
' RT: 5.544 min Scan# 73E0ERIS
Ref 50 Delta R.T. -0.000 min [USVEIERE
Lab File: Vvxe44725.D  [SlEAEEIEER
750 137.0 Acq: 27 Jan 2025 15:42 PB166212ZHE#03
olaro TP L u L L zoee
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:168 Resp: 144171
Abundance  Scan 731 (5.544 min): VX044725 D\datams 1o Ratio  Lower Upper
168.0 168 100
99 62.1 51.1 76.7
99.0
Raw 50
Abundance
750 137.0
0 ‘?T?"luumMf‘}m“J‘,HH”WH‘_:M‘ I 40000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 30000
168.0
99.0 20000
Sub
50
10000
137.0
0l371 5.0 0
e i e e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 5.40 5.60 5.80
Abundance Scan 213 (2.386 min): VX044651.D\data.ms (-2C #16
43.1 Acetone
Concen: 59.117 ug/1l
RT: 2.380 min Scan# 212
Ref 50 Delta R.T. -0.006 min
Lab File: VX044725.D
Acq: 27 Jan 2025 15:42
bl | 722 1052 207.2
T T T e A
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 43 Resp: 50898
Abundance  Scan 212 (2.380 min): VX044725 D\data.ms | 10N Ratio  Lower Upper
43.1 43 100
58 25.8 24.6 37.0
Raw 50
Abundance
‘ 25000
0\\\“i\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 20000
Abundance
431 15000
Sub 10000
50
5000
TTT[TT T T[T T T[T T I T[T T T T[T TT T [ TTTT[TTT T[T T TT[TTTT \‘\\\\ T T T
m/z--> Time-->
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Abundance Scan 569 (4.556 min): VX044651.D\data.ms (-55 #25

43.0 2-Butanone
Concen: 5.211 ug/1
RT: 4.580 min Scan# S7ALSEE e
Ref 50 Delta R.T. ©.025 min MSVOA_X
72.0 Lab File: VX044725.D [(®lEiESEInlolEI0RS
57.0 Acq: 27 Jan 2025 15:42 |[e=EISPARVARISvE
Obprerrprrrryd \50\0\‘\65\0\\\
m/z--> 30 35 40 45 50 55 60 65 70 75 80 Tgt Ion: 43 Resp: 6671
Abundance  Scan 573 (4.580 min): VX044725 D\data.ms | 100 Ratio  Lower  Upper
43.0 43 100
72 24.8 21.7 32.5
Raw 50
Abundance
72.0 2000
57.0
0 \””\”‘1\““ w”‘w”‘w‘1”\”w”w”“‘l”w””
m/z--> 30 35 40 45 50 55 60 65 70 75 80 1500
Abundance
43.0
1000
Sub
50 500
72.0
57.0
Oy e Or‘wﬁ‘w‘”wii
m/z--> 30 35 40 45 50 55 60 65 70 75 80  Time-> 450 4.60 4.70

Abundance Scan 798 (5.952 min): VX044651.D\data.ms (-7¢ #33

63.0 1,2-Dichloroethane-d4
Concen: 48.119 ug/1l
RT: 5.952 min Scan# 798
Ref 50 Delta R.T. ©.000 min
102.0 Lab File: VX044725.D
35‘.0 y ‘\ Acq: 27 Jan 2025 15:42
O bttt
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 65 Resp: 104715
Abundance  Scan 798 (5.952 min): VX044725 D\datams 1O Ratio  Lower Upper
65.0 65 100
67 52.6 0.0 103.4
Raw 50
Abundance
102.0
w0
O\\\“\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 30000
miz--> 40 60 80 100 120 140 160 180 200
Abundance
65.0 20000
Sub
50 10000
102.0
TTT [ TT T T[T T T T[T T T T[T ITT T[T T T T[T T T T[T T TT [T T TT[TTTIT 7\‘\\\\\\\\\\\\\\\\
m/z--> Time-->
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Abundance Scan 930 (6.757 min): VX044651.D\data.ms (-91 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.751 min Scan# 92t
Ref 50 Delta R.T. -0.006 min [USVEIERE
63.0 Lab File: VX044725.D (GUERVEEG[sIE[E
- 88.0 Acq: 27 Jan 2025 15:42 |RERLCRRRYAR|=vE
LYY P D TR X
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:114 Resp: 284703
Abundance  Scan 929 (6.751 min): VX044725 D\datams 10N Ratio  Lower Upper
114.0 114 100
63 21.6 0.0 43.0
88 16.5 0.0 35.4
Raw 50
Abundance
63.0
88.0
100000
N A
m/z--> 40 60 80 100 120 140 160 180 200 80000
Abundance
114.0 60000
Sub 40000
50
63.0 88.0 20000
0 37.0 0 J
o K i e o e R e
miz--> 40 60 80 100 120 140 160 180 200 Time-> 6.60 6.70 6.80 6.90
Abundance Scan 704 (5.379 min): VX044651.D\data.ms (-6 #35
97.0 Dibromofluoromethane
Concen: 50.430 ug/l
RT: 5.379 min Scan# 704
Ref 50 61.0 Delta R.T. ©.000 min
Lab File: VX044725.D
191.9 Acq: 27 Jan 2025 15:42
0 ‘3}"9\ = M‘ " ‘H‘; ‘”‘”“”i“ ‘%‘jﬂ‘(‘)“g‘ o ‘175?"‘8‘ T Al [
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:113 Resp: 91211
Abundance  Scan 704 (5379 min): VX044725 D\datams 1O Ratio Lower  Upper
110.9 113 100
111 103.9 81.6 122.4
192 17.8 14.4 21.6
Raw 50
Abundance
78.9 191.9 30000
ol 200 H T 159.8
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance 20000
110.9
Sub
50 10000
78.9 191.9
m/z--> Time-->
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Abundance Scan 861 (6.336 min): VX044651.D\data.ms (-84 #43

43.1 Isopropyl Acetate
Concen: 29.679 ug/1
RT: 6.336 min Scan# Sl
Ref 50 Delta R.T. ©.000 min MSVOA_X
610 Lab File: VX044725.D [(®lEiESEInlolEI0RS
' 87.1 Acq: 27 Jan 2025 15:42 |[e=EISPARVARISvE
YBR[ £ R N [
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 43 Resp: 146387
Abundance  Scan 861 (6.336 min): VX044725 D\data.ms | 10N Ratio Lower Upper
43.1 43 100
61 20.9 16.6 24.8
87 13.4 11.0 16.6
Raw 50
Abundance
610 87.0 50000
owwumww\ww‘_“\‘_“1‘91‘-9“
m/z--> 30 40 50 60 70 80 90 100 40000
Abundance
43.1 30000
Sub 20000
50
10000
61.0 870 “
o O 1S N R s 2 ) e —
m/z--> 30 40 50 60 70 80 90 100 Time-->  6.20 6.30 6.40 6.50

Abundance Scan 1240 (8.647 min): VX044651.D\data.ms (-1 #50
98.0 Toluene-d8
Concen: 54.803 ug/l
RT: 8.647 min Scan# 1240

Ref 50 Delta R.T. ©0.000 min
Lab File: VX044725.D
420 541 70.0 Acq: 27 Jan 2025 15:42
0 ‘WHgmul1”‘mhl‘H‘S,ngww“huw
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 345617
Abundance Scan 1240 (8.647 min): \VX044725 D\data.ms | 100 Ratio  Lower Upper
98.1 98 100
100 65.7 53.2 79.8
Raw 50
Abundance
200000
421 541 701
0\‘\\\\“!\\}11\\‘\}1\“\\\\8’2\.\]-\\‘\}\““\\\\‘\
miz--> 30 40 50 60 70 80 90 100 150000
Abundance
98.1
100000
Sub
50 50000
42.0 70.1
\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\ \\7 T T T 7T T T T
m/z--> Time-->
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Abundance Scan 1639 (11.079 min): VX044651.D\data.ms (- #62

95.0 4-Bromofluorobenzene
1740 @ Concen: 52.027 ug/1l
RT: 11.079 min Scan# 16lSigtiyl=lgies
Ref 50 75.0 Delta R.T. ©.000 min MSVOA_X
Lab File: VX044725.D [(®lEiESEInlolEI0RS
50.0 Acq: 27 Jan 2025 15:42 |RERLCRRRYAR|=vE
ol ks bl 1188 2810 |
m/z--> 40 60 80 100 120 140 160 180 T8t Ion: 95 Resp: 122315
Abundance Scan 1639 (11.079 min): VX044725.D\data.ms | 100 Ratio Lower Upper
95.0 95 100
174 70.3 0.0 133.0
174.0
176  67.9 0.0 129.4
Raw 50 75.0
Abundance
50.0
ol meS 109 80000
m/z--> 40 60 80 100 120 140 160 180
Abundance 60000
95.0
174.0 40000
sub 75.0
20000
50.0
0 116.9 140.9 0 S
SRR AR | TN N s B2 NBR M e
m/z--> 40 60 80 100 120 140 160 180 Time-->  11.0011.10 11.20

Abundance Scan 1470 (10.049 min): VX044651.D\data.ms (- #63
117.0 Chlorobenzene-d5
Concen: 50.000 ug/l

82.0 RT: 10.049 min Scan# 1470
Ref 50 Delta R.T. ©0.000 min
541 Lab File: VX@44725.D
40.0 Acq: 27 Jan 2025 15:42
Obrpre bbb 89 Ly 990 L
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 249994

Abundance Scan 1470 (10.049 min): VX044725 D\data.ms | 10N Ratio  Lower Upper
117.0 117 100

82 58.7 47.6 71.4

82.1 119 31.6 25.4 38.2
Raw 50
Abundance
54.0
0 4\0\} H [N 101.0 Al 150000
\‘\H\‘\\H‘HH‘HH‘HH‘\H\‘\H\‘\\H‘\\H‘HH‘
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance
117.0 100000
82.1
Sub 50000
54.0
TTTTTT TTTT TTTT TTTT TTTT TTTT TTTT TTTT TTTT HH‘ T L \\7\\ T
m/z--> Time-->
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VX044725.D 82X011525W.M
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Abundance Scan 1793 (12.018 min): VX044651.D\data.ms (- #72
150.0 1,4-Dichlorobenzene-d4
1191 Concen: 50.000 ug/1l
RT: 12.018 min Scan# 17LSigtiylclgies
Ref 50 Delta R.T. ©.000 min MSVOA_X
520 /80 Lab File: VXe44725.0 (OUEWEEHIEEE
‘ ‘ Acq: 27 Jan 2025 15:42 [|sEHlCoPAbrAg|SvE
oL~ ‘H}\‘ ‘M‘\“h ‘Hm“ “M “\‘\ ““9‘9"9‘ , w — ““ P
m/z--> 40 60 80 100 120 140 160 '8t Ion:152 Resp: 108791
Abundance Scan 1793 (12.018 min): VX044725 D\data.ms | 100 Ratio Lower  Upper
150.0 152 100
115 60.4 43.8 131.4
150 157.0 0.0 347.8
Raw 50 115.0
520 78.0 Abundance
ol 957 | 1317
m/z--> 40 60 80 100 120 140 160 100000 12
Abundance 18
150.0
Sub 50000
50 115.0
52.0 78.0
0‘”\H‘w”‘w“g‘s"\?‘Hw‘l“?;"?\”‘w‘ R
m/z--> 40 60 80 100 120 140 160 Time--> 12.00 12.10
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