Data Path

Data File : VX029942.D

Acqg On : 06 Jul 2022 14:30
Operator : JC/MD

Sample : N3599-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12

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

Jul 07 02:36:16 2022
Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.M

Quantitation Report

Sample Multiplier: 1

: Wed Jun 29 ©5:54:51 2022
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070622\

(QT Reviewed)

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

Internal Standards

1) Pentafluorobenzene 5.556 168 197340 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.769 114 344878 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 300041 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 124567 50.000 ug/1l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.964 65 107961 43.219 ug/1 0.00

Spiked Amount 50.000 Range 74 - 125 Recovery =  86.440%

35) Dibromofluoromethane 5.391 113 100216 46.497 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  93.000%

50) Toluene-d8 8.653 98 385944 47.732 ug/1 0.00

Spiked Amount 50.000 Range 86 - 113 Recovery =  95.460%

62) 4-Bromofluorobenzene 11.085 95 126358 44,210 ug/l 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery =  88.420%
Target Compounds Qvalue
11) Tert butyl alcohol 2.971 59 18644 28.539 ug/1 99

(#) = 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\VX070622\
Data File : VX029942.D

Acqg On : 06 Jul 2022 14:30
Operator : JC/MD

Sample : N3599-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Time: Jul 07 02:36:16 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.M
Quant Title : SW846 8260

QLast Update : Wed Jun 29 05:54:51 2022

Response via : Initial Calibration

Abundance TIC: VX029942.D\data.ms
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Abundance Scan 733 (5.556 min): VX029833.D\data.ms (-72 #1

168.1 Pentafluorobenzene
Concen: 50.000 ug/1l
99.0 RT: 5.556 min Scan# 7St igl=nlies
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VvX@029942.D [(®IEIEETlsliEllof
137.1 Acq: 06 Jul 2022 14:30 =EE=UE
36.0 75.0
0\\\.’H\\“H\“\‘}\‘\\‘\‘i\\\\”‘\‘\\\‘\}‘\\‘\‘\\‘H\\‘H\.\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:168 Resp: 197348
Abundance  Scan 733 (5.556 min): VX029942.D\datams | 100 Ratio Lower Upper
168.1 168 100
99 57.3 44.0 66.0
99.1
Raw 50
Abundance
75.0 137.1
G\3\7\.’]\-\\\‘\}‘\“\.w‘\\\‘\‘i\\\\”‘\\\\‘\\“\\‘\ ‘\\‘\\\\2‘0\6\-\0\ 60000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
168.1 40000
99.1
sub 4, 20000
750 137.1
0 37.1 ' 206.0 0
T = ;
miz--> 40 60 80 100 120 140 160 180 200 Time-> 5.4
Abundance Scan 313 (2.995 min): VX029833.D\data.ms (-28 #11
59.1 Tert butyl alcohol
Concen: 28.539 ug/1
RT: 2.971 min Scan# 309
Ref 50 Delta R.T. -0.024 min
41.0 Lab File:  VX@29942.D
Acq: 06 Jul 2022 14:30
0\\\““‘\\\‘\‘“‘\\\\‘\8\9.\]-\‘\\\\‘\\\\‘\'\
miz--> 40 60 30 100 120 140 Tgt IOI’]Z.59 Resp: 18644
Abundance  Scan 309 (2.971 min): VX029942.D\data.ms | 100 Ratio Lower Upper
59.1 59 100
57 9.5 7.4 11.2
Raw 50
Abundance
41.1 8000
\H I 76.0
0\\\‘}‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 6000
Abundance
59.1
4000
Sub 50
2000
41.1
0 88.9 ol A
R R R R T
miz--> 40 60 80 100 120 140  Time-> 2.90 3.00
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Abundance Scan 799 (5.958 min): VX029833.D\data.ms (-78 #33

63.1 1,2-Dichloroethane-d4
Concen: 43,219 ug/1l
RT: 5.964 min Scan# S(gEIiEtylEies
Ref 50 Delta R.T. ©0.006 min MSVOA_X
102.0 Lab File: VX029942.D [SUEWEEIIEIE
b 1 ‘ ' Acq: 06 Jul 2022 14:30 =EE=UE
0 \“\ ““\“ ‘\ T “\ L B B B B B B B B B
m/z—> 50 100 150 200 250 Tgt Ion: ‘65 Resp: 107961
Abundance  Scan 800 (5.964 min): VX029942.D\datams | 10N Ratio Lower Upper
65.1 65 100
67 56.7 0.0 109.6
Raw 50
Abundance
102.0 40000
0 T ‘\ ”“ \‘ ‘\ T T ‘h T T T T ‘ T T T T ‘ T T T T ‘26\1.\!
m/z--> 50 100 150 200 250 30000
Abundance
65.1
20000
Sub
50 10000
102.0
0 261.!
\\‘\ \\‘\\ \‘\\\\‘\\ \‘\\ ‘\\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 Time-> 5.80 5.90 6.00 6.10

Abundance Scan 931 (6.763 min): VX029833.D\data.ms (-92

114.1

#34

1,4-Difluorobenzene
Concen: 50.000 ug/l

RT: 6.769 min Scan# 932

Ref 50 Delta R.T. ©.006 min
Lab File: VX029942.D
631 881 Acq: @6 Jul 2022 14:30
0 \\37‘.‘1\ \“\ i‘ ““\‘ }”\H\ “\ \‘ \“‘\ T \“\ [T T T \]\-5\4\9
miz--> 40 60 80 100 120 140 Tgt IOI’]Z:!.14 Resp: 344878
Abundance  Scan 932 (6.769 min): VX029942.D\data.ms | 100 Ratio Lower Upper
114.1 114 100
63 17.9 0.0 38.4
88 16.5 0.0 31.8
Raw 50
Abundance
63.1 88.1
37.0 ‘ dy ol ‘ | Al
0 1T ‘ LI ‘ L ‘ T T ‘ T T 1T ‘ T T ‘ T T 1T
m/z--> 40 60 80 100 120 140 100000
Abundance
114.1
Sub 50000
50
63.1 88.1
37.0 _
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 Time--> 6.70 6.80 6.90
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Abundance Scan 706 (5.391 min): VX029833.D\data.ms (-69 #35

97.0 Dibromofluoromethane
Concen: 46.497 ug/1l
RT: 5.391 min Scan# 7(EeglEies
Ref 50 61.0 Delta R.T. -0.000 min |USVeZ0X
Lab File: VX029942.D [GlEERISEIAE
119.0 192.0 | Acq: 06 Jul 2022 14:30 ==
0 \?\)K.‘(\)‘M T N\ TT \H‘\ \‘\‘H‘\”i‘\ T \H“\ T \]\-I:\-’ig\?\ T \‘!‘\ T
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 100216
Abundance  Scan 706 (5.391 min): VX029942 D\data.ms | 10N Ratlo Lower Upper
111.0 113 100
111 102.9 83.2 124.8
192 18.4 14.8 22.2
Raw 50
Abundance
81.0 191.9
o M2 1599 || 30000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180
Abundance
111.0 20000
Sub gy 10000
81.0 191.9
0 48.0 159.9
— IR REEEEEEEREE
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
Abundance Scan 1241 (8.653 min): VX029833.D\data.ms (-1 #50
98.2 Toluene-d8
Concen: 47.732 ug/1
RT: 8.653 min Scan#t 1241
Ref 50 Delta R.T. -0.000 min
Lab File: VX029942.D
421 541 700 Acq: 06 Jul 2022 14:30
0 \‘\\\\i\‘\\\‘“\‘\‘\‘\‘\i\‘\l\\\\8‘2\.\1\\‘\\‘\““\\\\‘\
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: .98 Resp: 385944
Abundance Scan 1241 (8.653 min): VX029942 D\data.ms 10N Ratio Lower Upper
98.2 98 100
100 65.6 52.3 78.5
Raw 50
Abundance
250000
421 541 70.1
0 ] o 82.1 Ly
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\ 200000
miz--> 30 40 50 60 70 80 90 100
Abundance
98.2 150000
100000
Sub
50
50000
42.1 541 70.1
O b P e e e o e e
m/z--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70
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Abundance Scan 1639 (11.079 min): VX029833.D\data.ms (- #62
95.1 4-Bromofluorobenzene
1741  Concen: 44.?19 ug/1
RT: 11.085 min Scan#t 1(lgigiipgl=gles
Ref 50 1 Delta R.T. ©.006 min  [USVEIX
Lab File: VX@29942.D [(®ICHIEEGIelEI(CR
50.1 Acq: 06 Jul 2022 14:30 HasUeZ
0 T \ ‘ T \“\ \‘ ‘H‘\ U\‘}“‘\‘\‘ \“\‘ ‘ TTT \2‘3\\()\1\-4‘.2\\9\ T ‘ T \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 18t Ion: 95 Resp: 126358
Abundance Scan 1640 (11.085 min): VX029942.D\data.ms | 100 Ratlo Lower Upper
95.1 95 100
1740 1174 78.8 0.0 149.0
176 75.7 0.0 146.0
Raw 50 75.1 Y
U560
50.1
117.0 143.0
G\\\‘\\“\\‘H‘\U\‘}“‘\w”‘\“\\\\‘\\\\‘\\\\‘\\\‘\“\ 80000
m/z--> 40 60 80 100 120 140 160 180
Abundance
60000
95.1
174.0
40000
Sub
50 75.1
20000
50.1
0 117.0 140.9 4 S
R S e
miz--> 40 60 80 100 120 140 160 180 Time-> 11.00 11.10
Abundance Scan 1471 (10.055 min): VX029833.D\data.ms (- #63
117.1 Chlorobenzene-d5
Concen: 50.000 ug/l
82.1 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. -0.000 min
Lab File: VX029942.D
Acq: 06 Jul 2022 14:30
G “‘q‘ ‘\ \H\” T T ‘\ T T ‘ T L T ‘ T L T ‘ T L T .“
miz--> 100 150 200 250 Tgt Ion: :!.17 Resp: 300041
Abundance Scan 1471 (10.055 min): VX029942.D\datams | 100 Ratio Lower Upper
117.1 117 100
82 53.0 42.7 64.1
119 31.0 25.4 38.2
Raw 50 82.1
Abundance
200000
0 “‘ ]‘.H ‘\ T “\” T T ‘\ T T ‘ T L T ‘ T L T ‘ T L T
miz--> 100 150 200 250 150000
Abundance
117.1
100000
Sub 82.1
50
50000
40.0
O T T
miz--> 50 100 150 200 250 Time--> 10.00  10.10
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Abundance Scan 1794 (12.024 min): VX029833.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 12.024 min Scan#t 11gigil=gles
Ref 50 119.2 Delta R.T. -0.000 min [US\YeLDX
78.1 Lab File: VX@29942.D [(®ICHIEEGIelEI(CR
“ Acq: 06 Jul 2022 14:30 =EE=UE
N

0\\\“}‘\\\\‘\\\\‘\\\\‘\\\’\\\‘\’\\‘\\‘\\
m/z--> 40 100 120 140 160 Tgt Ion:152 RESpZ 124567

Abundance Scan 1794(12.024m|n). VX029942 D\datams | 1on Ratio Lower Upper

150.1 152 100
115 59.3 40.5 121.5
150 155.4 0.0 347.0
Raw 50
1151 Abundance
521 781 150000
G\\\‘}\\‘\“\“\\\“M‘\‘\9\5\.‘9\\\ ";‘\3\2\1-’\\‘\“\‘\\
m/z--> 40 60 80 100 120 140 160 12.024
Abundance 100000
150.1
Sub 50000
50 115.1
52.1 78.1
Ol ettty ey 1989 M USS=
miz--> 40 60 80 100 120 140 160 Time-> 12.00
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