Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081021\
Data File : VX023634.D

Acqg On : 10 Aug 2021 14:13

Operator : JC/MD

Sample : M3326-01ME

Misc : 6.99g/5mL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 12 Sample Multiplier: 1

Quant Time: Aug 11 03:00:44 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072221W.M
Quant Title : SW846 8260

QLast Update : Fri Jul 23 06:05:38 2021

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.562 168 156136 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.769 114 264255 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 235712 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 89870 50.000 ug/l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.964 65 103088 52.929 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery = 105.860%

35) Dibromofluoromethane 5.397 113 82167 49.731 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  99.460%

50) Toluene-d8 8.653 98 319093 52.566 ug/l 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery = 105.140%

62) 4-Bromofluorobenzene 11.085 95 105756 51.234 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 102.460%

Target Compounds Qvalue
39) Methylcyclohexane 7.391 83 3203 1.061 ug/l 88
67) Ethyl Benzene 10.195 91 20181 2.412 ug/1 100
68) m/p-Xylenes 10.305 106 26203 8.143 ug/l 97
73) Isopropylbenzene 10.963 105 8372 1.235 ug/1 99
78) n-propylbenzene 11.3e5 91 13086 1.705 ug/l 99
80) 1,3,5-Trimethylbenzene 11.457 105 88626 16.048 ug/l 99
84) 1,2,4-Trimethylbenzene 11.756 105 137513 25.033 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\VX081021\
Data File : VX023634.D

Acqg On : 10 Aug 2021 14:13

Operator : JC/MD

Sample : M3326-01ME

Misc 1 6.99g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Time: Aug 11 03:00:44 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072221W.M
Quant Title : SW846 8260

QLast Update : Fri Jul 23 06:05:38 2021

Response via : Initial Calibration

Abundance TIC: VX023634.D\data.ms
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Abundance Scan 734 (5.562 min): VX023370.D\data.ms (-72 #1
168.1 Ppentafluorobenzene
Concen: 50.000 ug/1l

99.0 RT: 5.562 min Scan# 734
Ref 50 Delta R.T. -0.000 min
Lab File: VX023634.D
50 1180200 Acq: 10 Aug 2021 14:13
0\:\37\-‘0\\u“u\‘WM\‘\‘iuu”“\u‘\}‘m‘\ \H‘
miz--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 156136

Abundance  Scan 734 (5.562 min): VX023634.D\datams ~ 1N Ratio Lower Upper
168.1 168 100

99 57.2 45.8 68.6

99.0
Raw 50
Abundance
137.0 5.562
50000
\3\7"0\ \5\6\"?\ }‘7\?\-?})}”\ \‘ \‘i T \]-\:L\MSHO\ T \“ T }‘\ T \“\ ™
m/z--> 40 60 80 100 120 140 160 40000
Abundance Scan 734 (5.562 min): VX023634.D\data.ms (-68
168.1 30000
Sub 99.0 20000
50
10000
137.0
NELLTE LI TR s TR O
m/z--> 40 60 80 100 120 140 160 Time--> 5.50 5.60

Abundance Scan 800 (5.964 min): VX023370.D\data.ms (-78 #33

63.0 1,2-Dichloroethane-d4
Concen: 52.929 ug/1
RT: 5.964 min Scan# 800
Ref 50 51.0 Delta R.T. ©.000 min
102.0 Lab File: VX023634.D
' Acq: 10 Aug 2021 14:13
9 1l |
0\‘H\\‘\H‘\‘H\\“\\M‘HH"HH‘HH‘HM‘H . .
m/z--> 30 40 50 60 70 80 90 100 110 '8t Ion: 65 Resp: 103088
Abundance  Scan 800 (5.964 min): VX023634.D\datams ~ 10N Ratlo Lower Upper
65.0 65 100
67 51.0 0.0 105.4
Raw 50
51.0 Abundance
102.0 5.964
ol 30 1l 840 I
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ 30000
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 800 (5.964 min): VX023634.D\data.ms (-75
65.0 20000
Sub
50 51.0 10000
102.0
70 L a0 |
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\\‘\\\\‘\\\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 5.80 5.90 6.00 6.10
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Abundance Scan 932 (6.769 min): VX023370.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l

RT: 6.769 min Scan# 932
Ref 50 Delta R.T. ©.000 min

Lab File: VX023634.D
Acq: 10 Aug 2021 14:13

63.0 88.0
37.0 500 \ 750 |
1

m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 264255

Abundance  Scan 932 (6.769 min): VX023634.D\datams ~ 1N Ratio Lower Upper
114.0 114 100

63  20.5 0.0 40.8
0.0

o

88 15.2 32.8
Raw 50
Abundance
63.0 6.769
88.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 120 80000
Abundance Scan 932 (6.769 min): VX023634.D\data.ms (-88
114.0 60000
Sub 40000
50
63.0 20000
50.0 88.0
0 37.0 — \“‘\7?0 ‘\ Al ]
R R N L R AR T
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.70 6.80 6.90

Abundance Scan 707 (5.397 m|n) VX023370.D\data.ms (-69 #35
97. Dibromofluoromethane

Concen: 49.731 ug/1

RT: 5.397 min Scan# 707

Ref 50 61.0 Delta R.T. ©0.000 min
Lab File: VX023634.D
18.9 Acq: 10 Aug 2021 14:13
G\:3\7\‘0\\\\}“\\\\“‘\\‘W\“‘\\\\H‘\\\\‘\\]\_?‘g\?\\‘\\‘!‘\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 82167
Abundance  Scan 707 (5.397 min): VX023634.D\data.ms Ion Ratio Lower Upper
112.9 113 100

111 1e1.5 81.9 122.9
192 19.5 16.7 25.1

Raw 50
Abundance
80.9 191.9 5.397
H 159.9 |
0\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 20000
Abundance Scan 707 (5.397 min): VX023634.D\data.ms (-65
112.9
Sub 10000
50
80.9 191.9 \
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
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Abundance Scan 1033 (7.385 min): VX023370.D\data.ms (-1 #39

83.1 Methylcyclohexane
55.1 Concen: 1.061 ug/l
RT: 7.391 min Scan# 1034
Ref 50 411 98.1 Delta R.T. ©.006 min
69.1 Lab File: VX023634.D
“ ‘ “ ‘ Acq: 10 Aug 2021 14:13
0‘\‘H‘\H“ﬁwH\‘waw“wlww‘H”WH“\ . .
m/z--> 30 40 50 60 80 90 100 Tgt Ion: 83 Resp: 3203
Abundance Scan 1034 (7.391 mln). VX023634.D\data.ms Ion Ratio Lower Upper
4 83 100
55 62.4 58.9 88.3
55.0 98 40.8 38.1 57.1
Raw
S0 41.0 70.1 98.0 Abundance
0 w“‘w‘”‘w‘hLw“ﬂh“‘ww“w“‘w““
m/z--> 30 40 50 60 70 90 100 1000
Abundance Scan 1034 (7.391 min): VX023634.D\data.ms (-9
83.1
Sub 55.0 500
50
41.0 70.1 98.0
G R R
miz--> 50 80 90 100  Time->  7.30 7.35 7.40 7.45

Abundance Scan 1241 (8.653 min): VX023370.D\data.ms (-1 #50

98.1 Toluene-d8

Concen: 52.566 ug/1l

RT: 8.653 min Scan# 1241

Ref 50 Delta R.T. -0.000 min
Lab File: VX023634.D
420 549 70.1 Acq: 10 Aug 2021 14:13
0\‘\\\\“\‘\\\‘\‘1\\‘\}\‘\“\\\\8‘2\\]_\\‘\\\“‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 319693
Abundance Scan 1241 (8.653 min): VX023634.D\datams 10N Ratlo Lower Upper
94.1 98 100
100 64.3 51.9 77.9
Raw 50
Abundance
8.653
421 g0, 701 200000
0\‘\\\\‘\‘\\\‘\\‘\\‘\}\\“\\\\8‘2\\()\\‘\\‘\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 150000
Abundance Scan 1241 (8.653 min): VX023634.D\data.ms (-1
94.1
100000
Sub 50
50000
42.1 70.1
54.1
0 \‘\H\‘\‘H\“H\\‘\11\“\\\\8‘2\\0\\‘”\ “\\\\‘\ L L I
m/z--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.65 8.70
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Abundance Scan 1640 (11.085 min): VX023370.D\data.ms (- #62

95.0 174.0 4-Bromofluorobenzene
Concen: 51.234 ug/1
RT: 11.085 min Scan# 1640
Ref 50 75.0 Delta R.T. ©0.000 min
Lab File: VX023634.D
50.0 Acq: 10 Aug 2021 14:13
0 116.9 143.0 I
- ‘\\\\‘\\\\‘\\\\‘\\\‘\ . .
m/z--> 40 60 80 100 120 140 160 180 18t Ion: 95 Resp: 105756
Abundance Scan 1640 (11.085 min): VX023634.D\datams 10" Ratio Lower Upper
98.0 1740 95 100
' 174  79.2 0.0 154.6
. 176  78.1 0.0 155.8
Raw 50 5.0
Abundance
50.0 80000 11085
0 TT \ ‘ T \“\ \‘ ‘H‘\ U \‘}“‘\w H‘ ‘ T \]\-J\-?.\O\ }\4.‘0\.\9\ T ‘ TT \‘ ‘ T
m/z--> 40 60 80 100 120 140 160 180 60000
Abundance Scan 1640 (11.085 min): VX023634.D\data.ms (-
95.0
176.0 40000
Sub 75.0
50 20000
50.0
ot L 11902408 L o
m/z--> 40 60 80 100 120 140 160 180 Time--> 11.00 11.10

Abundance Scan 1471 (10.055 min): VX023370.D\data.ms (- #63
1171 Chlorobenzene-d5
Concen: 50.000 ug/l

82.1 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. ©0.000 min
54.1 Lab File: VX023634.D
40.0 Acq: 10 Aug 2021 14:13
0\‘\H}‘H\H‘\\H‘\H\‘HHi\‘\\\‘\\9\\9’-(\)\\\‘\\\1‘\\\\’
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 235712

Abundance Scan 1471 (10.055 min): VX023634.D\datams 10N Ratio Lower Upper
117.1 117 100

82 57.1 47.4 71.2

82.1 119 33.3  26.6 39.8
Raw 50
Abundance
54.1
. 40.0 H 99.0 I 150000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance in): 1
Scan 1471 (10.055 min): VX023634.D\f:La;aims ( 100000
82.1
sub 50000
54.1
0 4\0‘\0 H Lyl 99.0 | 1 N
“““,“, T
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 10.00 10.10
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Abundance Scan 1494 (10.195 min): VX023370.D\data.ms (- #67

911 Ethyl Benzene
Concen: 2.412 ug/l
RT: 10.195 min Scan# 1494
Ref 50 Delta R.T. ©.000 min
106.1 Lab File: VX@23634.D
51.0 65.0 781 Acq: 10 Aug 2021 14:13
0\\‘\\\\‘\\\\“‘\\\\‘\‘\‘\\’\\\‘\‘“\\\\‘\‘\\\‘\‘\‘\‘\‘\\\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 120 18t Ion: 91 Resp: 20181
Abundance Scan 1494 (10.195 min): VX023634.D\datams 10N Ratlo Lower Upper
91.1 91 100
106 30.7 24.6 37.0
Raw 50
Abundance
106.1 40000
77.1
0\\‘\\3\8\n0\\\\H\\\\‘6\4\\\’\\\H“\\\\‘1\\\‘\‘\‘\\‘\\\\‘\\\
miz--> 30 40 50 60 70 80 90 100 110 120 30000
Abundance Scan 1494 (10.195 min): VX023634.D\data.ms (-
91.1
20000
10.195
Sub
50 10000
106.1
77.1
o“_‘3%9"‘M‘HPﬁ*?,uM‘HWWH_HW O
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 10.10  10.20
Abundance Scan 1512 (10.305 min): VX023370.D\data.ms (- #68
911 m/p-Xylenes
Concen: 8.143 ug/1
106.1 RT: 10.305 min Scan# 1512
Ref 50 ‘ Delta R.T. ©.000 min
Lab File: VX023634.D
1.0 77.1 Acq: 10 Aug 2021 14:13
0 \‘\\3\8\“\\\\H\‘\\\‘6\\\\’\\\‘“‘\\\\‘1\\\‘\‘\‘\‘\‘\\\\‘\\\\’
m/z--> 30 40 50 60 70 80 90 100110120  'gt Ion:1@6 Resp: 26263
Abundance Scan 1512 (10.305 min): VX023634.D\datams 10N Ratlo Lower Upper
91.1 106 100
91 208.3 162.8 244.2
Raw 50 106.1
Abundance
40000
77.0
oh.381 oot T ] 101
\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’ 30000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1512 (10.305 min): VX023634.D\data.ms (-
91.1 1 5
20000
Sub
106.1
S0 10000
51.0 77.0
ob 8L Sl 2201 O
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 10.30
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Abundance Scan 1794 (12.024 min): VX023370.D\data.ms (- #72
1191 P00  1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l

RT: 12.024 min Scan#t 1794
Ref 50 Delta R.T. ©0.000 min
500 780 Lab File:  VX023634.D
160

' ‘ ‘ Acq: 10 Aug 2021 14:13
0! “‘ \“\“1‘9\9‘-9\\}“‘\\\‘\‘\\

m/z--> 40 60 80 100 120 140 Tgt Ion:152 Resp: 89870

Abundance Scan 1794 (12.024 min): VX023634.D\data.ms 1N Ratio Lower Upper
150.0 152 100

115 60.4 41.1 123.3
150 158.8 0.0 349.0

Raw 50
115.0 Abundance
52.0 78.1
(o \w \‘\‘!‘\‘ “”i‘\ \“\‘9\5\.‘8\ T 1“ \1\3\2\0‘ T 100000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1794 (12.024 min): VX023634.D\data.ms (-
150.0
50000
Sub 50
115.0
52.0 78.1
b 58 1320 ot
m/z--> 40 60 80 100 120 140 160 Time--> 12.00  12.10

Abundance Scan 1620 (10.963 min): VX023370.D\data.ms (- #73

105.1 Isopropylbenzene
Concen: 1.235 ug/1
RT: 10.963 min Scan# 1620
Ref 50 Delta R.T. ©.000 min
120.1 Lab File: VX023634.D
511 7.1 911 Acq: 10 Aug 2021 14:13
0 \‘\\3\\”‘\\HH\‘H\‘\‘4\‘.\(\)‘\“‘1“\\H“\H\HM\‘\‘HH“HH‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:165 Resp: 8372
Abundance Scan 1620 (10.963 min): VX023634.D\datams 100 Ratio Lower Upper
105.1 105 100
120 25.7 13.2 39.6
Raw 50
Abundance
o 771 1201 10.p63
. 91.1 6000
0 \‘\?\gwg\)‘}\\w\‘\\‘\‘\‘H‘\H‘H‘HH“HHHM\‘\‘HH“HH‘\
m/z--> 30 40 50 60 70 80 90 100 110120
Abundance Scan 1620 (10.963 min): VX023634.D\data.ms (- 4000
105.1
sub o 2000
770 120.1 A
51.1 "~ 91.0
0 ‘_‘3‘8‘&‘H;‘mW‘m_H‘l“uH“HH‘MWHH“mw O
m/z-—-> 30 40 50 60 70 80 90 100110120  Time--> 10.90 10.95 11.00
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Abundance Scan 1677 (11.311 min): VX023370.D\data.ms (- #78

91.0 n-propylbenzene
Concen: 1.705 ug/l
RT: 11.305 min Scan# 1676
Ref 50 Delta R.T. -0.006 min
Lab File: VX023634.D
l Acq: 10 Aug 2021 14:13
0\39‘\‘.11‘ \“\ “\ ‘\‘ ‘”\ \‘3\2-\9‘ LI B B B \2\8\1\
m/z--> 50 100 150 200 250 Tgt Ion:‘91 RESpZ 13086
Abundance Scan 1676 (11.305 min): VX023634.D\datams 10" Ratio Lower Upper
91.0 91 100
120 23.3 11.5 34.5
Raw 50
Abundance
10000 11.305
39.0 |
ok ‘\‘Hi‘ e “"‘\“\‘ Lt e B B B 8000
m/z--> 50 100 150 200 250
Abundance Scan 1676 (11.305 min): VX023634.D\data.ms (-
91.0 6000
4000
Sub
50
2000
39.0
] P O — e ———
miz--> 50 100 150 200 250 Time-->  11.25 11.30 11.35

Abundance Scan 1701 (11.457 min): VX023370.D\data.ms (- #80

91.0 105.1 1,3,5-Trimethylbenzene
Concen: 16.048 ug/1

RT: 11.457 min Scan# 1701

Ref 50 1201 Delta R.T. ©.000 min
Lab File: VX023634.D
39.0 63.0 77.0 Acq: 10 Aug 2021 14:13
0 “”%‘”M““Wm‘ W“H\WM HMMM\HJHJW\\
m/z--> 40 60 80 100 120 Tgt Ion:105 Resp: 88626
Abundance Scan 1701 (11.457 min): VX023634.D\datams 10N Ratio Lower Upper
106.1 105 100
120 47.3 23.8 71.5
Raw 50 120.1
Abundance
11,457
91 e (AT
[o L — f\\‘“VWW‘\\\H\\\ i\‘M‘\\U‘H\\\ : 60000
m/z--> 40 60 80 100 120
Abundance Scan 1701 (11.457 min): VX023634.D\data.ms (-
105.1 40000
SUb 5y 120.1 20000
77.1 91.1
0"3"7'\’0‘5‘%‘.\0"\‘\‘H‘H‘H““MH\‘\“\HH 0 R R R
miz--> 40 60 80 100 120 Time-->  11.40 11.50
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Abundance Scan 1750 (11.756 min): VX023370.D\data.ms (- #84

105.1 1,2,4-Trimethylbenzene
Concen: 25.033 ug/l

RT: 11.756 min Scan# 1750

Ref 50 Delta R.T. -0.000 min
Lab File: VX023634.D
391 77.0 Acq: 10 Aug 2021 14:13
[ \""\ \‘?Z‘.“S‘\‘\ T \‘H’ T \“i T ‘M‘\ \‘\“"1\3\0\.;‘ T \1’6\4\8\\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:105 Resp: 137513
Abundance Scan 1750 (11.756 min): VX023634.D\datams 10N Ratlo Lower Upper
106.1 105 100
120 43.1 22.4 67.3
Raw 50
Abundance
770 11.y56
39.0 ’ 100000
[ \"‘\ \‘?Zﬁ\‘\ T \‘H’ T \“\ T ‘M\ \‘\“" \1\3\3\.(‘)\ T T
miz--> 40 60 80 100 120 140 160 80000
Abundance Scan 1750 (11.756 min): VX023634.D\data.ms (-
105.1 60000
Sub 40000
50
20000
39.0 77.0
O Tl asse s
miz--> 40 60 80 100 120 140 160  Time-> 11.70 11.80
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