Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042822\
Data File : VX028398.D

Acqg On : 28 Apr 2022 13:49

Operator : JC/MD

Sample : N2577-01ME

Misc : 6.61g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Time: Apr 29 04:08:48 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.M
Quant Title : SW846 8260

QLast Update : Tue Apr 19 13:38:04 2022

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.550 168 458045 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.763 114 766801 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 679517 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 379456 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.958 65 263551 44,128 ug/1 0.00

Spiked Amount 50.000 Range 61 - 141 Recovery =  88.260%

35) Dibromofluoromethane 5.385 113 236137 43,912 ug/l1 0.00

Spiked Amount 50.000 Range 69 - 133 Recovery =  87.820%

50) Toluene-d8 8.647 98 896154 43.389 ug/l1 0.00

Spiked Amount 50.000 Range 65 - 126 Recovery = 86.780%

62) 4-Bromofluorobenzene 11.086 95 343421 43.486 ug/l 0.00

Spiked Amount 50.000 Range 58 - 135 Recovery =  86.980%

Target Compounds Qvalue
31) Cyclohexane 5.465 56 13093 1.799 ug/l 91
39) Methylcyclohexane 7.373 83 191694 21.659 ug/1 98
73) Isopropylbenzene 10.964 105 783038 30.023 ug/l 99
78) n-propylbenzene 11.305 91 1739561 60.150 ug/1l 96
83) tert-Butylbenzene 11.720 119 82223 3.637 ug/l # 67
85) sec-Butylbenzene 11.896 105 1496413 54.866 ug/l 79
89) n-Butylbenzene 12.335 91 752175 38.931 ug/1 85

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe42822\
Data File : VX028398.D

Acqg On : 28 Apr 2022 13:49

Operator JC/MD

Sample : N2577-01ME

Misc : 6.61g/5mL/100uL/5.00mL/MSVOA_X/MEOH

(QT Reviewed)

ALS vial : 7 Sample Multiplier: 1
Quant Time: Apr 29 04:08:48 2022

Quant Method
Quant Title
QLast Update
Response via

: SW846 8260
: Tue Apr 19 13:38:04 2022
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.M

Abundance TIC: VX028398.D\data.ms
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Abundance Scan 733 (5.556 min): VX028153.D\data.ms (-72 #1

168.0 Pentafluorobenzene
Concen: 50.000 ug/1l
99.0 RT: 5.550 min Scan# 7][[S0In(h1es
Ref 50 Delta R.T. -0.006 min [US\ICLIRS
Lab File: vX028398.D [(®lEIEEllsllEllof
750 137.0 Acq: 28 Apr 2022 13:49 CARUEUERIINIS
0 \3\’7\‘(\)\ TT “\‘H“\.‘} T \‘\‘iuu”“u\“\}‘\ T ‘\ T ‘H\%O\\G.\g\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:168 Resp: 458045
Abundance  Scan 732 (5.550 min): VX028398.D\datams | 10N Ratio Lower Upper
168.0 168 100
99 53.7 41.7 62.5
Raw 50 99.0
Abundance
137.0
750 ‘ 150000
G\\\‘\5\1\.\1‘\}‘\“\‘}‘\\\‘\‘i\\\\H‘\\\\‘\}‘\\‘\ ‘\\‘\\\\2‘(\)\7\-1\-
miz--> 40 60 80 100 120 140 160 180 200
Abundance 100000
168.0
Sub 99.0
50 50000
50 137.0
O 2 e e 207 L —
mlz--> 40 60 80 100 120 140 160 180 200 Time-> 5.40 5.

Abundance Scan 719 (5.470 min): VX028153.D\data.ms (-70 #31

56.1 840 Cyclohexane
Concen: 1.799 ug/1
RT: 5.465 min Scan# 718
Ref 50 Delta R.T. -0.005 min
Lab File: VX028398.D
Acq: 28 Apr 2022 13:49
0 ‘”WW“”W\W"w“w“ww‘w‘\w“w‘H%Q§?
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 56 Resp: 13093
Abundance  Scan 718 (5.465 min): VX028398.D\datams | 1N Ratio  Lower Upper
56.1 84.1 56 100
69 28.1 26.7 40.1
84 88.2 77.2 115.8
Raw 50
Abundance A
111.0 5000
0 il ‘\“ Ll H 191.7 2465 \
T T T T T T T T T T T 4000 I
m/z--> 40 60 80 100 120 140 160 180 200 |
Abundance
56.1 84.1 3000
Sub 2000
50
1000
111.0
0 191.7
miz--> 40 60 80 100 120 140 160 180 200 Time--> 540 550
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Abundance Scan 799 (5.958 min): VX028153.D\data.ms (-78 #33

65.0 1,2-Dichloroethane-d4
Concen: 44,128 ug/1l
RT: 5.958 min Scan# 7{gEitigl=nies
Ref 50 Delta R.T. ©0.000 min MSVOA_X
102.0 Lab File: Vx028398.D (GllEHISEIIAE
370 ‘ Acq: 28 Apr 2022 13:49 CARUHEERIINIS
0H\‘.‘\‘\‘\‘\“‘\‘\‘\\‘HH‘\‘H\‘HH‘HH‘HH‘HH‘H.\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 65 Resp: 263551
Abundance  Scan 799 (5.958 min): VX028398.D\datams | 10N Ratio Lower Upper
65.0 65 100
67 51.3 0.0 107.4
Raw 50
Abundance
102.0
37.0 ‘
0\\\“\‘\‘\‘\“\\‘\\‘\\\\‘!‘\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\7-\9 80000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 60000
65.0
40000
Sub
50
20000
102.0
m/z--> 40 60 80 100 120 140 160 180 200 Time.> 5.80 5.90 6.00 6.10

Abundance Scan 931 (6.763 min): VX028153.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 6.763 min Scan# 931
Ref 50 Delta R.T. ©.000 min
Lab File: VX@28398.D
63.0 gg.0 Acq: 28 Apr 2022 13:49
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:114 Resp: 7668601
Abundance  Scan 931 (6.763 min): VX028398.D\datams | 100 Ratio Lower Upper
114.0 114 100
63 17.3 0.0 36.8
88 14.8 0.0 32.4
Raw 50
Abundance
63.0 88.0 300000 6.F63
0 370\ \u‘ | ‘ I il
A AN AR RSN SRS RARAS AN SN SR
miz--> 40 60 80 100 120 140 160 180 200
Abundance 200000
114.0
sub o 100000
63.0 88.0
0 37.0 0
miz--> 40 60 80 100 120 140 160 180 200 Time--> 6.60  6.80
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Abundance Scan 705 (5.385 min): VX028153.D\data.ms (-69 #35

96.9 Dibromofluoromethane
Concen: 43,912 ug/1
RT: 5.385 min Scan# 7{gEigtllElples
Ref 50 61.0 Delta R.T. ©0.000 min MSVOA X
Lab File: VvX028398.D [(GlEhlSEnloll=ll0fs
118.9 191.8  Acq: 28 Apr 2022 13:49 EIRUHEEEINIS
0w?w)zl‘(?‘wwwNwHwu‘\w”\”‘w“i‘wwiwHﬂwku%?%?wwu‘!‘ww
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 236137
Abundance  Scan 705 (5.385 min): VX028398.D\datams | 10N Ratlo Lower Upper
110.9 113 100
111 103.1 82.8 124.2
192 20.4 16.9 25.3
Raw 50
Abundance
78.9 191.8 80000 5.385
AT S RN SN -
m/z-—-> 40 60 80 100 120 140 160 180 60000
Abundance
110.9
40000
Sub
50 20000
80.9 191.8
0 47.2 159.9
m/z-> 40 60 80 100 120 140 160 180 ‘Wm» 5.205.30 5.40 5.50

Abundance Scan 1033 (7.385 min): VX028153.D\data.ms (-1 #39
3.1

9.

55.1

Methylcyclohexane
Concen: 21.659 ug/1
RT: 7.373 min Scan# 1031

Ref 50 Delta R.T. -0.012 min
Lab File: VX028398.D
Acq: 28 Apr 2022 13:49
0‘H‘i‘\”n‘\\!wwwu"H“‘}H‘M‘HH‘H‘-“HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200  'gt Ion: 83 Resp: 191694
Abundance Scan 1031 (7.373 min): VX028398.D\data.ms | 10N Ratio Lower Upper
83.1 83 100
55 65.9 54.6 81.8
55.1 98 47.3 37.4 56.2
Raw 50
Abundance
80000
0 \WLWMH”WH‘H‘H‘\H‘W‘H‘\H‘%QYE
m/z--> 40 60 80 100 120 140 160 180 200 60000
Abundance
83.1
551 40000
Sub 50
20000
Ot e e e RARRRRSRARERRRN
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.30 7.40 7.50
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Abundance Scan 1241 (8.653 min): VX028153.D\data.ms (-1 #50

98.0 Toluene-d8
Concen: 43,389 ug/l
RT: 8.647 min Scan#t 1gSiiinglElies
Ref 50 Delta R.T. -0.006 min [US\ICLIRS
Lab File: vX028398.D [(®lEIEEllsllEllof
421 701 Acq: 28 Apr 2022 13:49 SIEUE
0\Hi‘\”‘\‘H\\\‘\\\‘\““\\\\‘\H\.‘HH‘HH‘HH‘\H‘\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 98 Resp: 896154
Abundance Scan 1240 (8.647 min): VX028398.D\datams | 1o0 Ratio Lower Upper
98.1 98 100
100 65.7 52.6 78.8
Raw 50
Abundance
421 70.1 500000
0 rries0 1630 2069
miz--> 40 60 80 100 120 140 160 180 200 400000
Abundance
98.1 300000
Sub 200000
50
100000
42.0 70.0
Ol 1330 1630 2069 ol
mlz--> 40 60 80 100 120 140 160 180 200  Time--> 8.60 8.70

Abundance Scan 1639 (11.079 min): VX028153.D\data.ms (- #62

95.0 4-Bromofluorobenzene

1739 concen: 43.486 ug/l

RT: 11.086 min Scan# 1640

Ref 50 720 Delta R.T. ©.006 min
Lab File: VX028398.D
50.0 Acq: 28 Apr 2022 13:49
0+ \H‘ \ \“‘\ {t ‘H\‘ U \“‘\“‘\‘\ ”M T \1\1\6‘\9\ \1\4‘0\\9\ T \‘\‘“
m/z--> 40 60 80 100 120 140 160 1go I8t Ion: 95 Resp: 343421
Abundance Scan 1640 (11.086 min): VX028398.D\datams | 100 Ratio Lower Upper
95.0 95 100
173.9
174 81.8 0.0 163.0
176  78.9 9.0 155.0
Raw 50 75.0
Abundance
431 250000
Iy ‘H\ L P s
0+ \H“‘\ 1 1 ‘m\ 1 \‘“‘HM M“‘ T \‘\ T T T 200000
miz--> 40 60 80 100 120 140 160 180
Abundance
95.0 173.9 150000
b 750 100000
50
50000
50.0
miz--> 40 60 80 100 120 140 160 180 Time--> 11.05 11.10
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Abundance Scan 1471 (10.055 min): VX028153.D\data.ms (1 #63

117.0 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 10.055 min Scan#t 1{gSagilnlcle
Ref 50 ' Delta R.T. ©.000 min MSVOA_X
Lab File: Vx028398.D (GllEHISEIIAE
5““-0 Acq: 28 Apr 2022 13:49 CIEYED
0\\\"“H‘\\“H\H}“i‘\\\\‘\\\\‘i\\\\‘\\\\‘H\\‘H\\‘H\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:117 Resp: 679517
Abundance Scan 1471 (10.055 min): VX028398.D\data.ms | 10N Ratlo  Lower Upper
117.0 117 100
82 53.0 41.8 62.8
51 119 32.3 24.8 37.2
Raw 50 8
Abundance
54.0
0\\\"“\\‘H\‘\\\1‘i‘\\\\‘\\\\“\\]\-4‘0\.\2\\‘\\\\‘\\\\2‘(\)\7\-1\- 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 300000
117.0
200000
Sub 82.1
50
100000
54.0
o NS P AR N . S 0] £ UESSSS
miz--> 40 60 80 100 120 140 160 180 200 Time--> 10.00 10.10

Abundance Scan 1794 (12.024 min): VX028153.D\data.ms (- #72

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

RT: 12.024 min Scan# 1794

Ref 50 119.1 Delta R.T. ©0.000 min
8.0 Lab File: VX@28398.D
52.0 Acq: 28 Apr 2022 13:49
0,
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:152 Resp: 379456
Abundance Scan 1794 (12.024 min): VX028398.D\data.ms | 10N Ratio Lower Upper
150.0 152 100

115 55.3 37.5 112.7
150 153.7 0.0 338.2

Raw 50
115.0 Abundance
521 78.0
0 TT \“"L‘\ \‘HH‘ “}“\H‘!Hi‘\‘}”‘ \m“ T \“‘\ }“ \‘\ T \“ T \‘\“\ ‘ TTTT ‘ TTT \2‘()\\7\.]\_ 400000
m/z--> 40 60 80 100 120 140 160 180 200 12.024
Abundance 300000 NG
150.0
200000
Sub
50
115.0 100000
52.1 78.0
) PR TV PR  ERAD | ES— Sses
miz--> 40 60 80 100 120 140 160 180 200  Time--> 12.00 12.05
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Abundance Scan 1620 (10.963 min): VX028153.D\data.ms (1 #73

105.1 Isopropylbenzene
Concen: 30.023 ug/l
RT: 10.964 min Scan#t 1(lgigiipl=igles
Ref 50 Delta R.T. ©.001 min  [US\ICLEA
Lab File: Vx@28398.D [(®ICHIEEIellE(6H
510 Acq: 28 Apr 2022 13:49 CARUHEERIINIS
0 “ \‘ T N\ \‘ H\ \‘ T T ‘ T T T T ‘ T T T T ‘ T 2\8\]-.\:
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.@S RESpZ 783038
Abundance Scan 1620 (10.964 min): VX028398.D\data.ms | 10N Ratio Lower Upper
105.1 105 100
120 27.4 13.5 40.5
Raw 50
Abundance
600000
51.0
G T ‘\“ “ ‘h\‘ ‘\‘ N\ \‘ H\‘ \‘ ]-\4\0.‘1-\ T T \2‘07\.(\) T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance 400000
105.1
Sub
50 200000
0 51.0 140.1 207.0
e e e e e e e RS e
m/z--> 50 100 150 200 250 Time--> 10.90 11.00

Abundance Scan 1676 (11.305 min): VX028153.D\data.ms (- #78

91.0 n-propylbenzene
Concen: 60.150 ug/1
RT: 11.305 min Scan# 1676
Ref 50 Delta R.T. -0.000 min
Lab File: VX028398.D
Acq: 28 Apr 2022 13:49
0\39‘\];‘ \“\ ‘\ \‘ "‘\‘\‘ L B \297\]\-\ T \2\8\1\1
mlz-—-> 50 100 150 200 250 Tgt IOI’]Z.91 Resp: 1739561
Abundance Scan 1676 (11.305 min): VX028398 D\datams 10N Ratio Lower Upper
91.0 91 100
120 25.1 11.6 34.8
Raw 50
Abundance
N I ‘44‘0‘15539 197.0 2348 2611
m/z--> 50 100 150 200 250 1000000
Abundance
91.0
sub 500000
50
0 51.0 146.9180.0 221.0 2811
T e T e —_—
m/z--> 50 100 150 200 250 Time--> 11.30
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Abundance Scan 1744 (11.719 min): VX028153.D\data.ms (1 #83

119.0 tert-Butylbenzene
Concen: 3.637 ug/l
91.0 RT: 11.720 min Scan# 1{[Eigial=ies
Ref 50 Delta R.T. ©0.001 min MS_VOA_X
Lab File: VvX028398.D [(GlEhlSEnloll=ll0fs
. TG T-08-(7.5-10)ME
i 4% 1‘ 60, | “‘ H‘ 16“6‘39 Acq: 28 Apr 2022 13:49
\\\‘\‘\‘\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:119 Resp: 82223
Abundance Scan 1744 (11.720 min): VX028398.D\data.ms | 10N Ratlo Lower Upper
711 119 100
43.1 91 86.3 26.9 80.6#
134 24.7 11.4 34.2
Raw 50
Abundance
119.1
‘ ‘ ‘ 60000
0 TTT i}\‘\‘!‘\M\\H‘Hl‘%\m“\\‘!\‘\\\\‘\J\-?\G‘\z\\\‘\\\ao\?\(\)
miz--> 40 60 80 100 120 140 160 180 200
Abundance 40000
71.1
43.1
sub 20000
119.1
O SAL 1562 2069 e
miz--> 40 60 80 100 120 140 160 180 200 Time-> 11.65 11.70 11.75

Abundance Scan 1772 (11.890 min): VX028153.D\data.ms (- #85

10p.1 sec-Butylbenzene

Concen: 54.866 ug/l

RT: 11.896 min Scan# 1773

Ref 50 Delta R.T. ©0.006 min
1341 Lab File: VX028398.D
77.0 ' Acq: 28 Apr 2022 13:49
G\H‘\5\]‘-\(\)‘HHM‘H‘H“\‘H‘\”‘\\\“\‘HH‘HH‘HH‘HT\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:1@5 Resp: 1496413
Abundance Scan 1773 (11.896 min): VX028398.D\data.ms | 10N Ratio Lower Upper
105.0 105 100
134  30.2 10.2 30.4
Raw 50
Abundance
134.1
41.1 77.0 ‘
0 TTT ““\ \‘\‘m‘ \”\M\ \Hm\‘\‘\ ‘“‘ ‘\“\H\ ‘\ ‘ T \ TT ‘ T \\5\7‘ % TT ‘ TTT %(\)\6\9\ 1000000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
105.0
500000
Sub
50
134.1
41.1 77.0
A S 117 T .
m/z-—-> 40 60 80 100 120 140 160 180 200 Time->  11.80 11.90
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NIt A kIinstrument :
MSVOA_X

Abundance Scan 1845 (12.335 min): VX028153.D\data.ms (- #89
91.0 n-Butylbenzene
Concen: 38.931 ug/1
146.0 RT: 12.335 min
Ref 50 Delta R.T. ©0.000 min >
Lab File: VvX028398.D [(GlEhlSEnloll=ll0fs
500 Acq: 28 Apr 2022 13:49 CIRUEEEEIIIS
O L =X .
0 \h“‘u“\‘\ ‘”‘HMH“ i ‘W\‘H T T T \‘\“\ AREEREERR RN R
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 91 Resp: 752175
Abundance Scan 1845 (12.335 min): VX028398.D\data.ms | 10N Ratio Lower Upper
91.0 91 100
92 48.0 27.8 83.3
134 39.1 13.3 39.8
Raw 50
55 1 134.1 Abundance
500000
G TT \““‘\ \‘\“‘\” ‘ ‘\“H\ \‘ ‘h‘ ‘ ‘\‘ \‘H\ \“ H‘\ T \]-\‘5)\8‘-\]\-\ T ‘ TTT \2‘0\\7-\9
miz--> 40 60 80 100 120 140 160 180 200 400000
Abundance
91.0 300000
Sub 200000
50
134.1 100000
411 671
ol el g Ly 166.0  207.0 oL,
miz--> 40 60 80 100 120 140 160 180 200 Time-->
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