Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041322\
Data File : VX028087.D

Acqg On : 13 Apr 2022 14:04

Operator : JC/MD

Sample : N2328-03ME

Misc : 6.15g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Apr 14 05:03:08 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.M
Quant Title : SW846 8260

QLast Update : Tue Apr 12 22:07:23 2022

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.544 168 247563 50.000 ug/l -0.01
34) 1,4-Difluorobenzene 6.763 114 415170 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 377974 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 198803 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.958 65 158655 47.238 ug/1 0.00

Spiked Amount 50.000 Range 61 - 141 Recovery =  94.480%

35) Dibromofluoromethane 5.385 113 135083 49.654 ug/l 0.00

Spiked Amount 50.000 Range 69 - 133 Recovery = 99.300%

50) Toluene-d8 8.647 98 510405 50.305 ug/l 0.00

Spiked Amount 50.000 Range 65 - 126 Recovery = 100.600%

62) 4-Bromofluorobenzene 11.085 95 171021 45.144 ug/1 0.00

Spiked Amount 50.000 Range 58 - 135 Recovery = 90.280%

Target Compounds Qvalue
39) Methylcyclohexane 7.373 83 22598 4.604 ug/l 99
73) Isopropylbenzene 10.964 105 112432 7.961 ug/l 100
78) n-propylbenzene 11.305 91 192984 11.758 ug/1 99
84) 1,2,4-Trimethylbenzene 11.756 105 125517 10.509 ug/1 99
85) sec-Butylbenzene 11.890 105 218531 14.506 ug/l 90
86) p-Isopropyltoluene 12.012 119 24100 1.888 ug/1l 93
89) n-Butylbenzene 12.335 91 192997 17.664 ug/l # 78

(#) = 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\VX041322\
Data File : VX028087.D

Acqg On : 13 Apr 2022 14:04

Operator : JC/MD

Sample : N2328-03ME

Misc : 6.15g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 10 Sample Multiplier: 1

Quant Time: Apr 14 ©5:03:08 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.M

Quant Title : SW846 8260

QLast Update : Tue Apr 12 22:07:23 2022

Response via : Initial Calibration

Abundance TIC: VX028087.D\data.ms
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Abundance Scan 733 (5.556 min): VX028049.D\data.ms (-72 #1

168.0 Pentafluorobenzene
Concen: 50.000 ug/1l
99.0 RT: 5.544 min Scan# 7St iglEies
Ref 50 Delta R.T. -0.012 min [US\ACLEDS
Lab File: Vx028087.D (SIS
Acq: 13 Apr 2022 14:04 [E=NIS
ol—2%0 .1 ‘\;Ls‘iqw‘ 282
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.68 RESpZ 247563
Abundance  Scan 731 (5.544 min): VX028087.D\datams 10" Ratio Lower Upper
168.0 168 100
99 55.7 41.7 62.5
99.0
Raw 50
Abundance
80000 Sqa4
ol 10|\ st | 2070
m/z--> 50 100 150 200 250 60000
Abundance Scan 731 (5.544 min): VX028087.D\data.ms (-68
168.0
40000
Sub 99.0
50
20000
ol B0, | 187 | 2000 =
miz--> 50 100 150 200 250 Time-->  5.40  5.60

Abundance Scan 799 (5.958 min): VX028049.D\data.ms (-78 #33

65.0 1,2-Dichloroethane-d4
Concen: 47.238 ug/l
RT: 5.958 min Scan# 799
Ref 50 Delta R.T. ©.000 min
102.0 Lab File: VX028087.D
' Acq: 13 Apr 2022 14:04
[V “\ ““ \‘M\ T ‘h‘\ T T ]‘-6\2\8\ \2‘07\(\) T \2\8\1\
m/z--> 50 100 150 200 250 Tgt Ion:.65 Resp: 158655
Abundance  Scan 799 (5.958 min): VX028087.D\datams ~ 10N Ratlo Lower Upper
65.0 65 100
67 50.6 0.0 107.4
Raw 50
Abundance
102.0 60000 5.058
[ ‘\ H“ \‘M\ T ‘h‘\ LI R B \2‘07\1\- T \2\8\1\'
m/z--> 50 100 150 200 250
Abundance Scan 799 (5.958 min): VX028087.D\data.ms (-75 40000
65.0
Sub 20000
50
102.0
ol byl ‘\\‘ 1909 281 e
miz--> 50 100 150 200 250 Time--> 5.80 5.90 6.00 6.10
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Abundance Scan 931 (6.763 min): VX028049.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.763 min Scan# 9lEidllEies
Ref 50 Delta R.T. ©.000 min  [US\ICLS
63.0 Lab File: Vx028087.D (SIS
: Acq: 13 Apr 2022 14:04 [E=NIS
O ‘}‘ “\m i . \“ ‘\”h T I T \2‘07\(\) T T 2\8\1\
m/z—> 50 100 150 200 250 Tgt Ion: :!.14 Resp: 415170
Abundance  Scan 931 (6.763 min): VX028087.D\datams 10" Ratio Lower Upper
114.0 114 100
63 19.3 0.0 36.8
88 15.2 0.0 32.4
Raw 50
Abundance
63.0 6.763
O ‘}‘ “\m i - \‘ ‘\“‘ T e T \2‘07\(\) L B B 150000
m/z--> 50 100 150 200 250
Abundance Scan 931 (6.763 min): VX028087.D\data.ms (-88
1140 100000
Sub gy 50000
63.0
Ot ‘}“‘\WM\“\“ \\\\‘\\\\2‘07\0\\\‘\\\\ OV‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 Time--> 6.60 6.70 6.80 6.90

Abundance Scan 706 (5.391 min): VX028049.D\data.ms (-6S #35

96.9 Dibromofluoromethane
Concen: 49.654 ug/l

RT: 5.385 min Scan# 705

Ref 50| 61.0 Delta R.T. -0.006 min
Lab File: VX028087.D
191.9 Acq: 13 Apr 2022 14:04
[Ol8 = “‘ \h‘ T H“ u i‘ f H\‘ T \1‘519\8 T 1“ L L B B i
m/z--> 50 100 150 200 250 Tgt Ion: :!.13 Resp: 135083
Abundance  Scan 705 (5.385 min): VX028087.D\data.ms Ion Ratio Lower Upper
110.9 113 100

111 1e3.1 82.8 124.2
192 20.3 16.9 25.3

Raw 50
Abundance
78.9 191.8 5.485
01399 H L 1908 I 281. 40000
T ‘ T T T T T L T ‘ T T LI ‘ L T T ‘ T L T
miz--> 50 100 15 200 250
Abundance Scan 705 (5.385 min): VX028087.D\data.ms (-65 30000
110.9
20000
Sub
50
10000
789 191.8
ol4 H L 1598 | 281.
\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 Time--> 5.30 5.40 5.50
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Abundance Scan 1033 (7.385 min): VX028049.D\data.ms (-1 #39
83.1 Methylcyclohexane
Concen: 4.604 ug/l
RT: 7.373 min Scan# 1{gSidtipgl=lpies
Ref  50141.0 Delta R.T. -0.012 min [USMOLWS
Lab File: VvX028087.D |(®lEIEE lsliEll0f
H ‘ Acq: 13 Apr 2022 14:04 E===lllS
[ ‘\H i“h‘\ ‘H“ ”\“‘\ ”‘ T :\]-3\2\8‘ \1\76\8\2‘0\9:\[ L 2\8\1\‘
m/z--> 50 100 150 200 250 Tgt Ion:‘83 RESpZ 22598
Abundance Scan 1031 (7.373 min): VX028087.D\datams 10N Ratio Lower Upper
83.1 83 100
55 67.7 54.6 81.8
98 48.4 37.4 56.2
Raw 50141.1
Abundance
10000 7.873
(O “hh“\”uu ”\“‘ T ‘M‘ LI B \2‘099\ L B 8000
m/z--> 50 100 150 200 250
Abundance Scan 1031 (7.373 min): VX028087.D\data.ms (-9
83.1 6000
b 4000
Su 50{41.0
2000
obd bl hd e e
miz--> 50 100 150 200 250 Time--> 7.30  7.40
Abundance Scan 1241 (8.653 min): VX028049.D\data.ms (-1 #50
98.1 Toluene-d8
Concen: 50.305 ug/1
RT: 8.647 min Scan# 1240
Ref 50 Delta R.T. -0.006 min
Lab File: VX028087.D
42.0 Acq: 13 Apr 2022 14:04
[V ‘}‘ “‘“‘\“\‘ t \“‘ LI :\ngz‘g\ T \2\8\1\‘
m/z--> 50 100 150 200 250 Tgt Ion:.98 Resp: 510405
Abundance Scan 1240 (8.647 min): VX028087.D\datams 100 Ratio Lower Upper
98.1 98 100
100 64.2 52.6 78.8
Raw 50
Abundance
8.647
42.1 300000
[ ‘\“”“H‘\“\‘ T \H‘ T T T \]\-9\0‘9\ L B
miz--> 50 100 150 200 250
Abundance Scan 1240 9(88.](?47 min): VX028087.D\data.ms (-1 200000
sub o 100000
42.1
olldal b %09
m/z-—-> 50 100 150 200 250 Time-->  8.50 8.60 8.70 8.80
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Abundance Scan 1639 (11.079 min): VX028049.D\data.ms (- #62

95.0
173.9
Ref 50
0 T H H ‘\m H\ ‘H\‘ ‘\““‘ T T ]\-4\]- 0\ T h\ \2‘0\8\8 T T ‘ T 2\8\1\
m/z--> 50 100 150 200 250
Abundance Scan 1640 (11.085 min): VX028087.D\data.ms
95.0 175.9
57.1
Raw 50
0 1409 | 2079 281.;
‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance Scan 1640 (11.085 min): VX028087.D\data.ms (-
95.0 173.9
Sub
50
50.0
o “»\ SUNERCII SN
m/z--> 100 150 200 250

4-Bromofluorobenzene

Concen: 45.144 ug/1

RT: 11.085 min Scan#t 1Sl
Delta R.T. ©0.006 min MSVOA_X

Lab File: VvX028087.D |(®lEIEE lsliEll0f

Acq: 13 Apr 2022 14:04 [E=NIS

Tgt Ion: 95 Resp: 171021
Ion Ratio Lower Upper
95 100
174  83.9 0.0 163.0
176  83.0 0.0 155.0
Abundance
11.085
100000
50000

Time--> 11.00 11.05 11.10

Abundance Scan 1471 (10.055 min): VX028049.D\data.ms (- #63

Chlorobenzene-d5

Concen: 50.000 ug/l

RT: 10.055 min Scan# 1471
Delta R.T. ©0.000 min

Lab File: VX028087.D

Acq: 13 Apr 2022 14:04

Tgt Ion:117 Resp: 377974
Ion Ratio Lower Upper

117
82
119

100
53.8
32.4

41.8
24.8

62.8
37.2

11%.0
82.1
Ref 50
40. oH seL.
0‘\‘\ A ‘\\‘\\\\i\\\\‘\\\'\'
m/z--> 100 150 200 250
Abundance Scan 1471 (10.055 min): VX028087.D\data.ms
117.0
Raw 50 82.1
401
ey ‘ 207.1
0 T L ‘ L L ‘ L L ‘ L L
m/z--> 100 150 200 250
Abundance Scan 1471 (10.055 min): VX028087.D\data.ms (-
117.0
Sub 82.1
50
40. OH
ow“ R R T
m/z--> 100 150 200 250

VX028087.D 82X041222W.M
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10.p55
250000
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150000

100000

50000
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Abundance Scan 1794 (12.024 min): VX028049.D\data.ms (- #72

149.9 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 12.024 min Scan# 1[[Eigial=lies
Delta R.T. ©.000 min MSVOA_X
Lab File: VX028087.D (GUEINEENTIEIH
Acq: 13 Apr 2022 14:04 [E=NIS

Ref 50

0,
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:152 Resp: 198803
Abundance Scan 1794 (12.024 min): VX028087.D\datams 100 Ratlo Lower Upper
150.0 152 100

115 60.3 37.5 112.7
150 158.4 0.0 338.2

Raw 50
78.0 115.0 Abundance
52.0 . 250000
Ol \w“\ ‘\“‘!‘H\H ““i”\‘”\“‘!“i‘ ‘\M\‘ T ‘\‘”‘ Tt 1“‘ T § ‘\“\ [TTTT ‘1\9\:\“\]‘-\ T 200000
m/z--> 40 60 80 100 120 140 160 180 200 12loba
undance Scan 1794 (12.024 min): VX028087.D\data.ms (-
Abund i (0280 \d 150000
100000
Sub
50 115.0
520 78.0 50000
o‘w\\wzow or—/
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 12.00 12.10
Abundance Scan 1620 (10.963 min): VX028049.D\data.ms (- #73
105.1 Isopropylbenzene
Concen: 7.961 ug/1
RT: 10.964 min Scan# 1620
Ref 50 Delta R.T. ©0.001 min
Lab File: VX028087.D
51.0 ‘ ‘ Acq: 13 Apr 2022 14:04
G\‘\““\H\”“\\"H\\‘\\ L e LA B A —
m/z--> 5‘0 160 1%0 260 25‘0 Tgt IOI’]Z:!.@S Resp: 112432
Abundance Scan 1620 (10.964 min): VX028087.D\data.ms ig; ig'glo Lower Upper
105.1
120 26.8 13.5 40.5
Raw 50
Abundance
10.964
51.0
[ U“ i‘”h‘\“ ‘1““\“ ‘\‘ h““\‘ !‘ 1\4\0‘1\ T \297\(\) T ‘2\66\9\ T 50000
miz--> 50 100 150 200 250
Abundance Scan 1620 (10.964 min): VX028087.D\data.ms (- 00000
105.1
40000
Sub
%0 20000
51.0
ol fid 1401 1909 281 ot
m/z-—-> 50 100 150 200 250 Time--> 10.90 11.00
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Abundance Scan 1676 (11.305 min): VX028049.D\data.ms (- #78

91.0 n-propylbenzene
Concen: 11.758 ug/1l
RT: 11.305 min Scan#t 1Sl
Ref 50 Delta R.T. -0.000 min MS_VO/-\_X
Lab File: Vx028087.D (SIS
Acq: 13 Apr 2022 14:04 [E=NIS
0\39‘\‘11‘ ey “‘\ \‘ ““&;3‘3;2‘ \1\76\8\2‘0\9(\)\ T \2\8\1\1
m/z--> 50 100 150 200 250 Tgt Ion:‘91 RESpZ 192984
Abundance Scan 1676 (11.305 min): VX028087.D\datams 10N Ratlo Lower Upper
91.0 281.1 91 100
120 23.8 11.6 34.8
Raw 50
Abundance
330 1930 150000 11.805
B9.1 ‘ ‘ 249.0
(O ‘\m ‘H‘\‘\H‘ ! “M i””‘\“‘\‘ T “ Ll \L‘ B ‘i‘ \‘“\ g
m/z--> 100 150 200 250
Abundance Scan 1676 (11.305 min): VX028087.D\data.ms (- 100000
91.0 281.1
Sub
50 50000
‘ 1330 193.0
I O R - g —
miz--> 50 100 150 200 250 Time--> 11.30

Abundance Scan 1750 (11.756 min): VX028049.D\data.ms (- #84

105.0 1,2,4-Trimethylbenzene
Concen: 10.509 ug/1
RT: 11.756 min Scan# 1750
Ref 50 Delta R.T. ©0.000 min
Lab File: VX028087.D
51.0 77.0 Acq: 13 Apr 2022 14:04
0 T \\“ T \“\‘\ ’ TTT \“‘ T \‘\ \‘M\ \‘\“ \2\9\\9‘\\ T \]16\§\8\‘]T9\].\‘8\ L
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:165 Resp: 125517
Abundance Scan 1750 (11.756 min): VX028087.D\datams 100 Ratio Lower Upper
105.0 105 100
120 46.1 22.6 67.8
Raw 50
Abundance
411 @91
0 TTT ““\ \“NH ‘\H}‘H\ \“‘MP \ ‘\ ‘” “ \H‘\‘ ‘\““\ T \3\‘9\?\ T ‘ TTTT ‘ TTT \2‘(\)?\(\) 150000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1750 (11.756 min): VX028087.D\data.ms (- 11.756
105.0 100000
Sub gy 50000
77.0
41.1
bbbt Ll 1392 208 -
mlz--> 40 60 80 100 120 140 160 180 200  Time--> 11.70 11.80
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Abundance Scan 1772 (11.890 min): VX028049.D\data.ms (- #85

105.0 sec-Butylbenzene
Concen: 14.506 ug/l
RT: 11.890 min Scan# 1[[Eigial=laiss
Ref 50 Delta R.T. ©.000 min  [US\ICLS
Lab File: Vxe@28087.D [(®ICHIEEIel(EI(6H
Acq: 13 Apr 2022 14:04 [E=NIS
510 | | | 280.
0\ ‘\ “ \H\ “\ T M\‘\ \‘\ ‘ T T T \.‘ T T T T ‘ T T \.\‘
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.@S RESpZ 218531
Abundance Scan 1772 (11.890 min): VX028087.D\datams 10N Ratio Lower Upper
105.0 105 100
134 24.8 10.2 30.4
Raw 50
Abundance
571 11.890
o LAl g3 aorg  gm 150000
m/z--> 50 100 150 200 250
Abundance 1772 (11. in): VX028087.D\data. g
Scan 505%90 min) 028087.D\data.ms ( 100000
sub -y 50000
57.1
ol M Wi 3371 2070 om ==L
miz--> 50 100 150 200 250 Time—> 11.80  11.90
Abundance Scan 1792 (12.012 min): VX028049.D\data.ms (- #86
119.1 p-Isopropyltoluene
Concen: 1.888 ug/1l
RT: 12.012 min Scan# 1792
Ref 50 Delta R.T. ©.000 min
91.0 Lab File: VX028087.D
520 ‘ ‘1500 Acq: 13 Apr 2022 14:04
0\\\"‘\\H‘\\‘\\\“\H“\\\\"”\\‘\H\\\\‘\\‘1\‘\]\-\7\7‘\].\\\2‘()\6\1
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:119 Resp: 24100
Abundance Scan 1792 (12.012 min): VX028087.D\datams 10" Ratio Lower Upper
150.0 119 100
134 28.2 13.0 39.0
91 27.6 11.3 33.9
Raw 50 115.0

52.0 78.0 Abundance

20000 12.012
0
m/z--> 40 60 80 100 120 140 160 180 200 15000
Abundance Scan 1792 (12.012 min): VX028087.D\data.ms (-
150.0
10000
sub o 115.0
52.0 78.0 5000
0! ‘i“‘\‘\”\h’\\‘\\“\\\‘\‘\\U\‘\\\\‘\\\\‘\\\\ O\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 12.00 12.05
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Abundance Scan 1845 (12.335 min): VX028049.D\data.ms (- #89

91.0 n-Butylbenzene
Concen: 17.664 ug/l
146.0 RT: 12.335 min Scan#t 1{gSagiinlElee
Ref 50 Delta R.T. ©.000 min  [USN/eLDS
Lab File: Vx028087.D (SIS
50.0 ‘ ‘ Acq: 13 Apr 2022 14:04 [E=NIS
o bl L1018 281
miz--> 50 100 150 200 250 Tgt Ion:‘91 Resp: 192997
Abundance Scan 1845 (12.335 min): VX028087.D\datams 10" Ratio Lower Upper
91.0 91 100
92 46.0 27.8 83.3
134 47 .6 13.3 39.8#
Raw 50
Abundance
41.1 134.1 12.835
0! h‘h‘ ‘”u\‘u“‘m“ \‘1§6\0\ ‘2‘07‘-(‘) e ‘2‘8‘1-‘:
m/z--> 50 100 150 200 250 100000
Abundance Scan 1845 (12.335 min): VX028087.D\data.ms (-
91.0
Sub 50000
50
134.1
ot Al il 2660 2081 o=~
m/z--> 50 100 150 200 250 Time--> 12.30
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