Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021822\
Data File : VX027119.D

Acqg On : 18 Feb 2022 18:48
Operator : JC/MD
Sample : N1465-09
Misc : 6.34g/5.0mL/100uL/5.00mL/MSVOA_X/MEOH
ALS Vvial : 21  Sample Multiplier: 1
Manual Integrations
Quant Time: Feb 21 00:42:26 2022 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M Reviewed By :Mahesh Dadoda  02/22/2022

Quant Title : SW846 8260 Supervised By :Semsettin Yesilyurt  02/22/2022
QLast Update : Tue Feb 08 07:07:46 2022

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.556 168 102918 50.000 ug/1 0.00
34) 1,4-Difluorobenzene 6.763 114 167893 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.061 117 153166 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 76795 50.000 ug/l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.964 65 60724 49.152 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery =  98.300%

35) Dibromofluoromethane 5.397 113 48624 48.611 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery = 97.220%

50) Toluene-d8 8.653 98 193624 52.734 ug/1l 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery = 105.460%

62) 4-Bromofluorobenzene 11.085 95 75132 58.121 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 116.240%

Target Compounds Qvalue
11) Tert butyl alcohol 3.1606 59 49379m 221.248 ug/1
19) Methyl tert-butyl Ether 3.136 73 24457 6.560 ug/1 93
84) 1,2,4-Trimethylbenzene 11.756 105 6587 1.312 ug/1 97

(#) = 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\VX021822\
Data File : VX@27119.D

Acqg On : 18 Feb 2022 18:48
Operator : JC/MD
Sample : N1465-09
Misc : 6.34g/5.0mL/100uL/5.00mL/MSVOA_X/MEOH
ALS vial : 21 Sample Multiplier: 1
Manual Integrations
Quant Time: Feb 21 00:42:26 2022 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M Reviewed By :Mahesh Dadoda  02/22/2022

Quant Title : SW846 8260 Supervised By :Semsettin Yesilyurt  02/22/2022
QLast Update : Tue Feb 08 07:07:46 2022

Response via : Initial Calibration

Abundance .
440000 TIC: VX027119.D\data.ms
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Abundance Scan 734 (5.562 min): VX026805.D\data.ms (-72 #1
168.1 | pentafluorobenzene

Concen: 50.000 ug/1l
99.0 RT: 5.556 min Scan# 78 lEgies
Ref 50 Delta R.T. -0.006 min [US\ICLES
Lab File: vX@27119.D [(SIEIEEIsIEEI0f
137.0 . . A5-9-9.0
o 780 | 1o Acq: 18 Feb 2022 18:48
OL— \f\\Wi\W”M\\N‘\H\ mmm \}\\\‘M\ ]
m/z--> 4‘0 6‘0 8‘0 160 12‘0 1)10 1é0 Tgt Ion:168 Resp: 102918 WVERIVEINIIE]E= 1]}

APPROVED

Reviewed By :Mahesh Dadoda  02/22/2022
Supervised By :Semsettin Yesilyurt  02/22/2022

Abundance  Scan 733 (5.556 min): VX027119.D\data.ms 10N Ratio  Lower Upper
168.0 | 168 100

99 56.0 50.3 75.5

99.0
Raw 50
Abundance
137.0
75. 118.0
\3\6\.?\ \5\5\.?\ }‘ \‘5‘\?} T \‘ \‘i TTT \H‘ } TTT ‘ T }‘\ T ‘ T ‘\ T 30000
m/z--> 40 60 80 100 120 140 160
Abundance
168.0 20000
Sub 99.0
50 10000
137.0
0,360 55.0 75.0 1180 ;
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 Time--> 5.40 5.50 5.60 5.70

Abundance Scan 314 (3.001 min): VX026805.D\data.ms (-29 #11

591 Tert butyl alcohol
Concen: 221.248 ug/l m
RT: 3.160 min Scan# 340
Ref 50 Delta R.T. ©0.159 min
1.1 Lab File: VX027119.D
Acq: 18 Feb 2022 18:48
0 H‘HH‘\H\‘i\\‘\‘\‘\\\s\o‘.\]\-\\“\‘\‘\ “HH‘HH‘HH‘HH‘H\
miz--> 30 35 40 45 50 55 60 65 70 75 g0 '8t Ion: 59 Resp: 49379
Abundance  Scan 340 (3.160 min): VX027119.D\datams | 10N Ratio Lower Upper
59.1 59 100
57 0.0 7.2 10.8#
Raw 50
1.1 Abundance
731 10000
‘\ \‘ 50.0 i |
Owwwwu‘uwwwuwpwu‘uwwwu [T T[T I IrrrTrl 8000
m/z--> 30 35 40 45 50 55 60 65 70 75 80
Abundance
59.1 6000
4000
Sub
50
41.1 2000
73.1
50.0
O e e e e e T T
m/z--> 30 35 40 45 50 55 60 65 70 75 80 Time--> 3.00 3.20
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Abundance Scan 333 (3.117 min): VX026805.D\data.ms (-32 #19

731 Methyl tert-butyl Ether
Concen: 6.560 ug/l
RT: 3.130 min Scan# 3t iglEies
Ref 50 Delta R.T. 0.012 min  [US\ICLA
Lab File: VX027119.D [SlUEEQISEIIEI
41.1 57.1 . . A5-9-9.0
‘ ‘ ‘ ‘ 96.0 Acq: 18 Feb 2022 18:48 0
0\HH‘M‘HH‘H‘i‘\\\\1\\\\\\\\‘\‘\\\\\ .
m/z--> 3‘0 4‘0 5'0 6‘0 7‘0 gb 9‘0 160 Tgt Ion: 73 Resp:  2445FRVENIENGICE[EHRNE
Abundance  Scan 335 (3.130 min): VX027119 D\data.ms | 10N Ratio  Lower Upper BRAGLON=0)
73.1 73 160 Reviewed By :Mahesh Dadoda  02/22/2022
57 25.0 17.4 26.2 Supervised By :Semsettin Yesilyurt  02/22/2022
Raw 50
41.1 590 Abundance
10000
m/z--> 30 40 50 60 70 80 90 100
Abundance
731 6000
4000
Sub 50
59.0
41.1 2000
R 1P 1 SN (S e~
m/z--> 30 40 50 60 70 80 90 100  Time-> 310 3.20
Abundance Scan 800 (5.964 min): VX026805.D\data.ms (-78 #33
63.0 1,2-Dichloroethane-d4
Concen: 49.152 ug/1
RT: 5.964 min Scan# 800
Ref 50 51.0 Delta R.T. ©.000 min
' 102.0 Lab File: VX@27119.D
Acq: 18 Feb 2022 18:48
0\‘\\3?\.(‘)\\\‘\“\‘\\\“\‘\i\“HH‘HH‘HH‘MM‘H\
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 65 Resp: 66724
Abundance  Scan 800 (5.964 min): VX027119.D\data.ms | 100 Ratio Lower Upper
65.0 65 100
67 52.3 0.0 100.8
Raw 50
51.0 Abundance
102.0
20000
0\‘\\33\.:}\\\‘\“\‘\\\‘\‘\\\“\\\\‘8\4\.\0\‘\\\\‘\!\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110
Abundance 15000
65.0
10000
Sub
50
51.0 5000
102.0
ol 371 84.0 0
T e e e e S REREEEEREEREERE
miz--> 30 40 50 60 70 80 90 100 110 Time--> 5.90 6.00 6.10
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Abundance Scan 932 (6.769 min): VX026805.D\data.ms (-92 #34

114.1 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.763 min Scan# 9lEidllEies
Ref 50 Delta R.T. -0.006 min [S\ACLEDS
Lab File: VX027119.D [SlUEEQISEIIEI
£0. 67'1 88.0 Acq: 18 Feb 2022 18:48 mokekell
0‘_$h%uuﬁuWpu‘anRM‘Mwhw‘uwwhw‘
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 16789
Abundance  Scan 931 (6.763 min): VX027119.D\datams | 10N Ratio Lower Upper
114.0 114 100
63 20.2 0.0 42.8
88 16.3 0.0 33.0
Raw 50
Abundance
63.1 88.0
0 ‘_3‘7(‘1‘“5‘0}.‘0‘““‘0‘1‘11‘716"‘0“”‘!“MWHMHW 00000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance
114.0 40000
sub 20000
63.1 88.0
o3 50.0 . )\
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 660 680  7.00

Abundance Scan 706 (5.391 min): VX026805.D\data.ms (-69 #35
97.0 Dibromofluoromethane
Concen: 48.611 ug/1

RT: 5.397 min Scan# 707
Ref 50 61.0 Delta R.T. ©.006 min
Lab File: VX027119.D
18.9 191.9 Acq: 18 Feb 2022 18:48
0 \3\Z.‘0\‘\ TT M\ TT \““i \‘M‘i‘\ T \H“\ T \]\_\5“9\?\ T \‘!‘\ T
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 48624
Abundance  Scan 707 (5.397 min): VX027119.D\datams | 10N Ratio Lower Upper
110.9 113 100
111 1e3.1 81.2 121.8
192 20.6 15.0 22.4
Raw 50
Abundance ‘
79.0 191.9 5.897
15000
0\\3\9‘.\9\\\‘\\\\U\\HH\‘\\}\‘\\\\‘\\]\-?“g\.é\\‘\\‘\‘\‘
m/z--> 40 60 80 100 120 140 160 180
Abundance
110.9 10000
sub o 5000
79.0 191.9
_ 159.8 -
G\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50

VX027119.D 82X020822W.M

Tue Feb 22 17:39:57 2022

Manual Integrations
APPROVED

Reviewed By :Mahesh Dadoda
Supervised By :Semsettin Yesilyurt

02/22/2022
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Abundance Scan 1241 (8.653 min): VX026805.D\data.ms (-1 #50

98.1 Toluene-d8

Concen: 52.734 ug/1

RT: 8.653 min Scan# 1lgfidtipl=lgies

Ref 50 Delta R.T. ©.000 min  [SVCLEA
Lab File: vX@27119.D [(SIEIEEIsIEEI0f
420 541 701 Acq: 18 Feb 2022 18:48 aShkeilY
0\‘\\\\i\‘\\\‘“\‘\‘\\‘\\‘l\“\\\\8‘2\.\]-\\‘\}\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: ‘98 Resp: 19362 Manual Integrations
Abundance Scan 1241 (8.653 min): VX027119.D\data.ms | 10N Ratio  Lower Upper BRAGLMON=0)
98.1 98 1600 Reviewed By :Mahesh Dadoda  02/22/2022
le0 67.0 53.2 79.8 Supervised By :Semsettin Yesilyurt  02/22/2022
Raw 50
Abundance
42.1 541 70.1
G\‘\\\\i\‘\\\“\‘\‘\\‘\}1\“\\\\8‘2\.\1-\\‘\}\“‘\\\\‘\ 100000
m/z--> 30 40 50 60 70 80 90 100
Abundance
98.1
50000
Sub
50
42.1 70.1
o 54.1 82.1 ’
T T e e e L B e
m/z--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70 8.80

Abundance Scan 1639 (11.079 min): VX026805.D\data.ms (- #62

93.0 4-Bromofluorobenzene

174.0 Concen: 58.121 ug/1

RT: 11.085 min Scan# 1640

Ref 50 70 Delta R.T. ©.006 min
Lab File: VX@27119.D
50.1 Acq: 18 Feb 2022 18:48
0 L1170 1410 N
miz--> 40 60 80 100 120 140 160 180 gt Ion: 95 Resp: 75132
Abundance Scan 1640 (11.085 min): VX027119.D\data.ms | 10N Ratio Lower Upper
95.0 95 100

1740 | 174 78.1 0.0 148.6
176 74.2 0.0 141.4

Raw 50 75.0
Abundance
50.1
50000
0 T \”‘ T \“‘\ \‘ ‘H‘\ U \“} “‘ T w \‘H ‘ T \:L\:L\G‘.\g\ }\4.‘()\.\9\ T ‘ T \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 40000
Abundance
95.0
174.0 30000
Sub 5 75.0 20000
10000
50.1
0 116.9 140.9 0 \
R R e A EERRN RS T T
m/z--> 40 60 80 100 120 140 160 180 Time--> 11.00 11.10 11.20
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Abundance Scan 1471 (10.055 min): VX026805.D\data.ms (1 #63

1171 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 10.061 min Scan# 1{gEigil=lies
Ref 50 Delta R.T. ©0.006 min MSVOA_X
Lab File: VX027119.D [SlUEEQISEIIEI
400 54.1 Acq: 18 Feb 2022 18:48 mokekell
0‘wH‘WM‘WH‘WH‘q‘muwuw‘gapuq‘uh‘uw
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 RESpZ 15316 Manualnuegraﬂons
Abundance Scan 1472 (10.061 min): VX027119.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
117.1 117 1e0 Reviewed By :Mahesh Dadoda  02/22/2022
82 52.9 45.2 67.8 Supervised By :Semsettin Yesilyurt  02/22/2022
119 32.0 26.2 39.2
Raw g0 82.1
Abundance
54.1 100000 10/061
401 H [N 990 |
G“W‘”\‘”‘W‘”\‘”‘U‘”f‘”‘W‘”\‘”‘U‘”\‘”‘\ 80000
m/z--> 30 40 50 60 70 80 90 100 110120
Abundance
1171 60000
Sub 821 40000
50
20000
54.1
0“\“éﬂlg“w“‘MQYV%“‘\w“\Hgg{p‘ww““w“‘\ oL B B
m/z--> 30 40 50 60 70 80 90 100 110120 Time--> 10.00 10.10

Abundance Scan 1794 (12.024 min): VX026805.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

RT: 12.024 min Scan# 1794
Ref 50 115.0 Delta R.T. ©.000 min

8.0 Lab File: VX027119.D
520 ‘ Acq: 18 Feb 2022 18:48
0 T \“‘ T \‘ ‘\‘ ‘ ‘\‘\ \“\‘ ‘ \‘\9\ T ‘8\ T \ \‘[ \]-\3\2\ ‘ T \‘\“\ ‘ T
miz--> 40 60 80 100 120 140 160 18t Ion:152 Resp: 76795

Abundance Scan 1794 (12.024 min): VX027119.D\data.ms | 10N Ratio Lower Upper
150.0 152 100

115 59.0 44.2 132.6
150 156.9 0.0 348.2

Raw 50
115.0 Abundance
521 78.1
miz--> 40 60 80 100 120 140 160
Abundance 60000 12(424
150.0
40000
Sub 50
a1 115.0 20000
52.1 ’
0 96.1 131.9 0 ~
L B e B T T
m/z--> 40 60 80 100 120 140 160 Time--> 12.00 12.10
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Abundance Scan 1749 (11.750 min): VX026805.D\data.ms (- #84
105.1 1,2,4-Trimethylbenzene
Concen: 1.312 ug/l
RT: 11.756 min Scan#t 11ggill=glies
Ref 50 Delta R.T. ©0.006 min MSVOA_X
Lab File: Vx@27119.D [(®ICHIEEIeIE(CH
301 771 Acq: 18 Feb 2022 18:48 LAY
0l “\F?‘-?“ ‘ ‘\w’ e ‘\;\‘ Hw“‘ 133? ~ 1‘669 :
miz--> 40 60 80 100 120 140 160 Tgt Ion:105 Resp: 658 Manual Integratlons
Abundance Scan 1750 (11.756 min): VX027119 D\data.ms 10N Ratio  Lower Upper BRAGLMON=0)
105.1 165 100 Reviewed By :Mahesh Dadoda  02/22/2022
120 45.8 21.9 65.5 Supervised By :Semsettin Yesilyurt  02/22/2022
Raw 50
Abundance
39.1 g7 77H0 | | 5000
GH\‘M\‘\‘\“‘\‘H\"\\H‘U\\‘\“‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 4000
Abundance
105.1 3000
2000
Sub 50
1000
57.0 /70 /o \
O G‘\““M‘k‘\‘H
mlz-—-> 40 60 80 100 120 140 160  Time->  11.70 11.75 11.80
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