Data Path

Data File : VNO70674.D

Acqg On : 18 Jan 2022 18:59
Operator : JC/MD

Sample : N1145-01ME

Misc

ALS vial : 16

Quant Time: Jan 19 03:41:07 2022

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

Quantitation Report

Sample Multiplier: 1

: Tue Jan 18 13:32:07 2022
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11822\

: 7.01g/5mL/100uL/5.00mL/MSVOA_N/MEOH

(QT Reviewed)

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.M

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

Internal Standards

1) Pentafluorobenzene 8.080 168 1023060 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 8.963 114 1640031 50.000 ug/l 0.00
63) Chlorobenzene-d5 11.744 117 1426202 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 13.675 152 599553 50.000 ug/1l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 8.432 65 672417 45.861 ug/1 0.00

Spiked Amount 50.000 Range 61 - 141 Recovery = 91.720%

35) Dibromofluoromethane 8.016 113 459849 45.202 ug/l 0.00

Spiked Amount 50.000 Range 69 - 133 Recovery = 90.400%

50) Toluene-d8 10.438 98 2063122 48.140 ug/1 0.00

Spiked Amount 50.000 Range 65 - 126 Recovery =  96.280%

62) 4-Bromofluorobenzene 12.731 95 686488 44,951 ug/1 0.00

Spiked Amount 50.000 Range 58 - 135 Recovery =  89.900%
Target Compounds Qvalue
67) Ethyl Benzene 11.843 91 887544 15.492 ug/1 95
73) Isopropylbenzene 12.578 105 56936 1.004 ug/1l 97
78) n-propylbenzene 12.919 91 203224 3.204 ug/l 94
84) 1,2,4-Trimethylbenzene 13.367 105 68592 1.556 ug/1l 95
95) Naphthalene 15.507 128 169956 9.874 ug/l 100

(#) = qualifier out of range (m) = manual integration (+) =

82N011822W.M Thu Jan 27 ©8:42:56 2022

signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11822\
Data File : VN@70674.D

Acqg On : 18 Jan 2022 18:59

Operator : JC/MD

Sample : N1145-01ME

Misc : 7.01g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Time: Jan 19 03:41:07 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.M
Quant Title : SW846 8260

QLast Update : Tue Jan 18 13:32:07 2022

Response via : Initial Calibration

Abundance TIC: VNO70674.D\data.ms
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Abundance Scan 2272 (8.083 min): VNO70664.D\data.ms (-2 #1

56.0 168.0 Pentafluorobenzene
84.0 Concen: 50.000 ug/l
RT: 8.080 min Scan# 21l Eies
Ref 50 Delta R.T. -0.003 min [SVELE
Lab File: VN@70674.D [SlUEERISEIIAE
‘ 137.0 Acq: 18 Jan 2022 18:59 LcEEREIVIS
0 H“\H“ \HH“\ H”\ \‘\:‘IH(\)\G-\%HH\“\N\ T ‘\ T ‘H\\-‘H\\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:168 Resp: 1023060
Abundance Scan 2271 (8.080 min): VNO70674.D\datams 10" Ratlo Lower Upper
168.0 168 100
99 58.7 41.3 61.9
99.0
Raw 50
Abundance
8.080
137.0 400000
39 00 |
0= \"‘u\‘} “\ ”\‘w for \‘\‘iuu”“\u‘\}‘\ T \“\ T ‘:\LgS\.‘S\\ T
m/z--> 40 60 80 100 120 140 160 180 200 300000
Abundance Scan 2271 (8.080 min): VN0O70674.D\data.ms (-2
168.0
200000
99.0
Sub
50
100000
75.0 137.0
S e S I T oL —
miz--> 40 60 80 100 120 140 160 180 200 Time--> 8.00 8.10 8.20

Abundance Scan 2403 (8.434 min): VN070664.D\data.ms (-2 #33

63.0 78.0 1,2-Dichloroethane-d4
Concen: 45.861 ug/1l
51.0 RT: 8.432 min Scan# 2402
Ref 50 Delta R.T. -0.002 min
Lab File: VNO70674.D
39.0 H ‘ 102.0 Acq: 18 Jan 2022 18:59
0 \‘\\\H“M\‘\\‘\“\‘\\\“\‘\i\“\‘1‘1 “HH‘HH‘HM‘H
m/z--> 30 40 50 60 70 80 90 100 110 '8t Ion: 65 Resp: 672417
Abundance Scan 2402 (8.432 min): VNO70674.D\datams ~ 10N Ratlo Lower Upper
65.0 65 100
67 53.5 0.0 103.0
Raw 50
51.0 Abundance
101.9 8.432
ol 370 1l 781 | 250000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 200000
Abundance Scan 2402 (8.432 min): VN070674.D\data.ms (-2
65.0 150000
Sub 100000
50 51.0
50000
101.9
ol 3O Ll 78 I 0
e e e e e R o i
mlz--> 30 40 50 60 70 80 90 100 110 Time--> 8.30 8.40 8.50
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Abundance Scan 2601 (8.965 min): VN070664.D\data.ms (-z #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 8.963 min Scan# 2([EidllEgies
Ref 50 Delta R.T. -0.002 min [US\eZEN
63.0 Lab File: VN@70674.D |(SGUEEEIEIEIE
88.0 Acq: 18 Jan 2022 18:59 aCEEERINIS
50.0 75.0
0 \‘\3\\7\?\\\\}\\\‘\“}}\}‘i\“\\‘\\\!‘\1‘\\‘\\\\‘\ ‘\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 1640031
Abundance Scan 2600 (8.963 min): VNO70674.D\datams ~ 10N Ratlo Lower Upper
114.0 114 100
63 23.9 0.0 37.8
88 16.6 0.0 27.4
Raw 50
Abundance
co 63.0 88.0 8.963
37.0 ‘ 75.0 0
0 \‘\\H‘\H\}H\‘\“H\H\HH‘\H!‘\13\-\‘\\\\‘\ ‘\\‘H 600000
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 2600 (8.963 min): VN0O70674.D\data.ms (-2
1140 400000
Sub
50 200000
oo 63.0 88.0 A
0 W%??m‘;HmWﬁM_:1‘99-9‘_ - e
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 8.90 9.00

Abundance Scan 2248 (8.019 min): VN070664.D\data.ms (-2 #35

96.9 Dibromofluoromethane
Concen: 45.202 ug/1l
RT: 8.016 min Scan# 2247
Ref 50 61.0 Delta R.T. -0.003 min
Lab File: VNO70674.D
Acq: 18 Jan 2022 18:59
0\3\7\’0\\\\““\\\\U\\W““\\}%R\g\\‘\\]\_?‘9\\8\\‘\\“\‘\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:113 Resp: 459849
Abundance Scan 2247 (8.016 min): VNO70674.D\datams ~ 10N Ratlo Lower Upper
110.9 113 100
111 1e3.1 82.2 123.2
192 19.7 16.9 25.3
Raw 50
Abundance
78.9 191.8 8.016
43.9 159.9
0\\\’\\\\‘\\\\U\\‘\H\‘\\}\‘\\\\‘\\\\‘\\\\‘\\‘\‘\‘\\\\ 150000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2247 (8.016 min): VN070674.D\data.ms (-2
110.9 100000
Sub
50 50000
78.9 191.8
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 7.90 8.00 8.10
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Abundance Scan 3150 (10.438 min): VN0O70664.D\data.ms (- #50

98.1 Toluene-d8
Concen: 48.140 ug/1l
RT: 10.438 min Scan#t 3lgEigiil=gles
Ref 50 Delta R.T. -0.000 min [US\eZEN
Lab File: VN@70674.D [SlUEERISEIIAE
420 700 Acq: 18 Jan 2022 18:59 LEREEINIS
0\\\Mi}‘“\‘H\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\-\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 98 Resp: 2063122
Abundance Scan 3150 (10.438 min): VNO70674.D\datams 10N Ratlo Lower Upper
98.1 98 100
100 64.3 508.4 75.6
Raw 50
Abundance
10438
42.0 70.0 1000000
0\\\i‘i}‘H\‘}‘\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘(\)\7\9
miz--> 40 60 80 100 120 140 160 180 200 800000
Abundance Scan 3150 (10.438 min): VN070674.D\data.ms (-
98.1 600000
sub 400000
50
200000
420 700
om;‘;MM:M“‘_m\‘H‘_m_m_m‘m%qm e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.40 10.50

Abundance Scan 4004 (12.728 min): VNO70664.D\data.ms (- #62
4-Bromofluorobenzene

95.0
173.9

50.0
‘\ L H ‘m I \‘\ 118.9142.9 I

Ref 50
0

m/z-->
Abundance

40 60 80 100 120 140 160 180 200

Scan 4005 (12.731 min): VN070674.D\data.ms

95.0
173.9

50.0

Il ‘\ ol H ‘\u | n‘\ 118.9142.9 i 207.C

Raw 50
0
m/z-->
Abundance

Sub
50

40 60 80 100 120 140 160 180 200

Scan 4005 (12.731 min): VN070674.D\data.ms (-

95.0
173.9

50.0

‘\ ol H ‘\u 1 M 118.9142.9 i

07.C

m/z-->

VNO70674.D 82NO11822W.M

40 60 80 100 120 140 160 180 200

Concen: 44,951 ug/1
RT: 12.731 min Scan# 4005
Delta R.T. ©0.003 min
Lab File: VNO70674.D
Acq: 18 Jan 2022 18:59
Tgt Ion: 95 Resp: 686488
Ion Ratio Lower Upper
95 100
174 74.1 0.0 187.2
176 71.2 0.0 181.4
Abundance
12731
300000
200000
100000
\\\\‘\\\\‘\\\\
Time--> 12.70 12.80

Thu Jan 27 08:43:01 2022
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Abundance Scan 3636 (11.741 min): VNO70664.D\data.ms (- #63

117.0 Chlorobenzene-d5

Concen: 50.000 ug/1l

82.0 RT: 11.744 min Scan# (B0l
Ref 50 Delta R.T. ©0.003 min MSVOA_N

540 Lab File: VN@70674.D [(CUEISEIollEIl0f
Acq: 18 Jan 2022 18:59 aCEEERINIS
40.0 ‘
0\‘\\\}“}\\\}‘\\\\“\6\\7\.‘0\““1i\‘\\\‘\\9\\9’.(\)\\\‘1}\1‘\\\\’
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 1426202

Abundance Scan 3637 (11.744 min): VN070674.D\datams 10N Ratio Lower Upper
117.0 117 100

82 59.9 42.4 63.6

82.0 119 31.9 25.4 38.2
Raw 50
Abundance
54.0 11.r44
40.0
0 \‘\H}‘M\HiHH“\\G\\g‘.(\)i‘Hi\‘\\\‘\\9\\9’.\0\\\‘\\\‘1‘\\\\’
Miz-> 30 40 50 60 70 80 90 100 110 120 600000
Abundance Scan 3637 (11.744 min): VN070674.D\data.ms (-
11y.0 400000
82.0
Sub
50 200000
54.0
0 4\0.\0 | ‘ | -0 [INE 99.0 | 01
RS AR RE R B Ty e e S R R RN TR —
miz--> 30 40 50 60 70 80 90 100 110 120  Time--> 11.80

Abundance Scan 3674 (11.843 min): VNO70664.D\data.ms (- #67

91.0 Ethyl Benzene

Concen: 15.492 ug/1

RT: 11.843 min Scan# 3674

Ref 50 Delta R.T. ©0.000 min
Lab File: VNO70674.D
130.9 Acq: 18 Jan 2022 18:59
39.0 65.0 H a
Ot \“ T \”M T W\‘\ T \‘h‘ T \‘M\““\M\ T \H“\ T \‘\ T \1\69\'7\\
miz--> 40 60 80 100 120 140 160 gt Ion: 91 Resp: 887544
Abundance Scan 3674 (11.843 min): VNO70674.D\datams 10N Ratlo Lower Upper
91.0 91 100
106 29.5 25.7 38.5
Raw 50
Abundance
500000 11.843
51.0
0l \“ T \“} T “‘\‘?2\"\%‘ T \‘1 T “i“\]\-]\-S"\gw LI L R B 400000
m/z--> 40 60 80 100 120 140 160
Abundance 74 (11.843 min): VNO70674.D . -
Scan 3674 (11.8 39T|(;1) 0706 \data.ms ( 300000
200000
Sub
50
100000
51.0
ol A 729 | Juro e
m/z--> 40 60 80 100 120 140 160  Time--> 11.80 11.90
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Abundance Scan 4356 (13.672 min): VNO70664.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 13.675 min Scan#t 4lgigiil=gles
Ref 50 Delta R.T. 0.003 min  [US\YeZNMN
500 780 1150 Lab File: VN@70674.D [SUESERIIEIE
‘ \‘ Acq: 18 Jan 2022 18:59 aCEEERINIS
0\\\‘}\\\‘\“\\\\i\‘\\\‘\\\\‘\\\\‘\\‘\‘\\\\‘\\\\‘\\.\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:152 Resp: 599553
Abundance Scan 4357 (13.675 min): VNO70674.D\datams 10N Ratlo Lower Upper
150.0 152 100
115 61.4 27.5 82.5
150 157.1 0.0 344.4
Raw 50
115.0
520 780 Abundance
‘ ‘ 500000
0\\\“}H‘\‘\“‘”H\“!“i\“\‘H‘\H‘}“\H\‘H“\“\‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 400000 13d75
Abundance Scan 4357 (13.675 min): VN070674.D\data.ms (-
150.0 300000
sub 200000
50 115.0
500 78.0 100000
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 13.60 13.70
Abundance Scan 3947 (12.575 min): VNO70664.D\data.ms (- #73
105.0 Isopropylbenzene
Concen: 1.004 ug/1
RT: 12.578 min Scan# 3948
Ref 50 Delta R.T. ©0.003 min
Lab File: VNO70674.D
51‘_0 77“-0 ‘ ‘ Acq: 18 Jan 2022 18:59
0\\\“‘\\w\“\‘\\‘\“\\‘\\“}‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\.\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:1@5 Resp: 56936
Abundance Scan 3948 (12.578 min): VNO70674.D\datams 100 Ratio Lower Upper
105.0 105 100
120 24.9 13.4 40.1
Raw 50
Abundance
12578
510 10 ‘ 30000
0 H\“M \“1‘\ “\‘\ \‘\‘m‘ T \‘H‘M\ \‘\“‘\ T \\‘\\\\‘\\\\‘\\\\2‘0\§.\8\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 3948 (12.578 min): VNO70674.D\data.ms (- 20000
105.0
sub o 10000
510 /70
ST P S N S o =
mlz--> 40 60 80 100 120 140 160 180 200 Time-> 1250  12.60
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Abundance Scan 4075 (12.919 min): VNO70664.D\data.ms (- #78

91.0 n-propylbenzene
Concen: 3.204 ug/l
RT: 12.919 min Scan#t 4gigiil=gles
Ref 50 Delta R.T. -0.000 min [US\eZEN
Lab File: VN@70674.D [SlUEERISEIIAE
1201 A3-1-5.5ME
65.0 Acq: 18 Jan 2022 18:59 .
OH\‘-\\H“HH“\\‘1\‘\‘\\\|‘\\H‘HH‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 91 Resp: 203224
Abundance Scan 4075 (12.919 min): VNO70674.D\datams 10N Ratlo Lower Upper
91.0 91 100
120 21.1 11.9 35.9
Raw 50
Abundance
120.1 12.919
65.0
39.0
0\\\“‘i\“\\“\\\\“‘\\‘!\“\‘\\M‘HH‘HH‘HH‘\H\2‘(\)\6.\5? 100000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 4075 (12.919 min): VN070674.D\data.ms (-
91.0
50000
Sub
50
65.0 120.1
5.
39.0
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 12.90  13.00

Abundance Scan 4242 (13.367 min): VNO70664.D\data.ms (- #84

105.0 1,2,4-Trimethylbenzene
Concen: 1.556 ug/1
RT: 13.367 min Scan# 4242
Ref 50 Delta R.T. -0.001 min
Lab File: VNO70674.D
39.0 77‘.0‘ ‘ 299 16“6.9 Acq: 18 Jan 2022 18:59
o1 “\“‘\h\‘u\ﬂ‘\‘ : ‘H it by M‘ ol \‘ ‘H“.‘ SN —-LE S
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ton:185 Resp: 68592
Abundance Scan 4242 (13.367 min): VN070674.D\data.ms Ion Ratio Lower Upper
105.0 105 100
120 42.5 22.8 68.4
Raw 50
Abundance
30.0 770 40000 13.867
Obkidt b LA L1649 2068
m/z--> 40 60 80 100 120 140 160 180 200 30000
Abundance Scan 4242 (13.367 min): VNO70674.D\data.ms (-
105.0
20000
Sub
50 10000
77.0
O\?ipﬂwﬁh\M\Ju‘M\“h\u‘\u%?ﬂgw\u\‘u\\ O“ ———
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 13.30  13.40
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Abundance Scan 5039 (15.504 min): VNO70664.D\data.ms (- #95

128.0 Naphthalene
Concen: 9.874 ug/l
RT: 15.507 min Scan#t S(gEigiil=les
Ref 50 Delta R.T. ©.003 min  [SVEEN
Lab File: VN@70674.D [(SIEIEEIsIlEIl0f
. . A3-1-5.5ME
5%0 740 10%0 | Acq: 18 Jan 2022 18:59
0H\“H‘H“H\HH\”‘\‘H\“‘HH“‘ \\‘\\H‘\\H‘H\\‘\H.\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:128 Resp: 169956
Abundance Scan 5040 (15.507 min): VNO70674.D\datams 10N Ratlo Lower Upper
128.0 128 100
127 12.9 10.5 15.7
129 10.9 8.7 13.1
Raw 50
Abundance
15507
510 749 1020 80000
0 o J Il 207.1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 5040 (15.507 min): VN070674.D\data.ms (-
128.0
40000
Sub
50 20000
51.0 102.0 A
Ob i 2071 ol =22 s
m/z--> 40 60 80 100 120 140 160 180 200  Time-> 15.40 15.50
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