Data Path

Data File : VN@78015.D

Acqg On : 01 Jun 2023 17:14
Operator : JC\MD

Sample : 02958-02DL 10X
Misc

ALS vial : 10

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

Jun 02 01:54:20 2023
Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51523W.M

Quantitation Report

Sample Multiplier: 1

: Tue May 16 04:07:42 2023
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60123\

: 5.08g/1emL/100uL/5.00mL/MSVOA_N/MEOH

(QT Reviewed)

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

Internal Standards

1) Pentafluorobenzene 8.236 168 434699 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 9.112 114 784671 50.000 ug/l 0.00
63) Chlorobenzene-d5 11.877 117 696428 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 13.800 152 219095 50.000 ug/1l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 8.588 65 291881 44.876 ug/l 0.00

Spiked Amount 50.000 Range 74 - 125 Recovery =  89.760%

35) Dibromofluoromethane 8.177 113 250711 48.998 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  98.000%

50) Toluene-d8 10.577 98 963212 48.907 ug/1 0.00

Spiked Amount 50.000 Range 86 - 113 Recovery =  97.820%

62) 4-Bromofluorobenzene 12.859 95 319830 45.980 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery =  91.960%
Target Compounds Qvalue
18) Methyl Acetate 5.042 43 103194 12.021 ug/1 91

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©60123\
Data File : VN@78015.D

Acqg On : 01 Jun 2023 17:14

Operator : JC\MD

Sample : 02958-02DL 10X

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Jun 02 ©1:54:20 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
Quant Title : SW846 8260

QLast Update : Tue May 16 04:07:42 2023

Response via : Initial Calibration

Abundance TIC: VN078015.D\data.ms
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Abundance Scan 1067 (8.230 min): VN077675.D\data.ms (-1 #1

168.0 Pentafluorobenzene
Concen: 50.000 ug/1l
RT: 8.236 min Scan#t 1({pSilglEies
Ref 50 Delta R.T. 0.006 min  [USeZMN
Lab File: VN@©78015.D [(CEhISEInlellEll0f
56.1 990 1370 Acq: 01 Jun 2023 17:14 LEZE
0~ \“m\ T \‘! T }‘%?r(\p“\‘\‘\“i T \‘ MH“ T 1‘\ \|\“\ T
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:168 Resp: 434699
Abundance Scan 1068 (8.236 min): VN078015.D\data.ms = 10" Ratio Lower Upper
168.0 168 100
99 59.7 53.8 79.6
99.0
Raw 50
Abundance
137.0 8.236
75.0
0 TT \4‘3\.\9\‘1 “\ ”\“\w o \‘\‘i T \H“\\\\“ T }‘\ \|\“\ T ‘1\\9\1\7|
miz-> 40 60 80 100 120 140 160 180 150000
Abundance Scan 1068 (8.236 min): VN078015.D\data.ms (-1
168.0 100000
99.0
Sub
50 50000
137.0
75.0
0‘3‘7"‘9‘”‘“1“““}m““WHH,\HW:‘H,‘ ““1‘9‘1:7, O T
m/z—> 40 60 80 100 120 140 160 180  Time-> 8.10 820 8.30

Abundance Scan 524 (5.036 min): VN077675.D\data.ms (-5C #18
43.0 Methyl Acetate
Concen: 12.021 ug/1
RT: 5.042 min Scan# 525

Ref 50 Delta R.T. 0.006 min
76.0 Lab File: VN@78015.D
59.0 H Acq: 01 Jun 2023 17:14
0 \\\‘\\\:\3‘6\1\?\‘\‘\ H\\?‘11.\(\)\‘\H1‘iH\‘HH’HH"H!\‘HH‘HH‘\
m/z—> 30 35 40 45 50 55 60 65 70 75 80 85 90 18t Ion: 43 Resp: 103194
Abundance  Scan 525 (5.042 min): VN078015.D\data.ms | 100 Ratio Lower Upper
43.0 43 100
74 27.6 26.2 39.4
Raw gp
74 1 Abundance
30000 5.042
58.9
0 H\‘HH‘HH"\‘\ ‘\“HH‘HH‘\H‘\‘HH‘HH’HH’HH‘HH‘HH‘\
mlz--> 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance Scan 525 (5.042 min): VN078015.D\data.ms (-47 20000
43.0
Sub
50 10000
74.1
| 58.9
O+t \‘w‘mwm\‘mwH,w,w‘mww T
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 Time->  4.90 5.00 5.10 5.20
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Abundance Scan 1127 (8.582 min): VNO77675.D\data.ms (-1 #33

65.0 1,2-Dichloroethane-d4
Concen: 44,876 ug/1l
RT: 8.588 min Scan#t 11gSiilglclies
Ref 50 Delta R.T. 0.006 min  [USeZMN
Lab File: VN@78015.D [(®IEIEE lsllEllof
570 10‘2-0 Acq: 01 Jun 2023 17:14 LEZBIE
OH\M.‘\‘\ \“‘\‘\‘\‘\‘“‘\H\‘!‘\H‘HH‘HH T T T T T
m/z—-> 40 60 80 100 120 140 160 180 200 18t Ion: 65 Resp: 291881
Abundance Scan 1128 (8.588 min): VN078015.D\data.ms = 100 Ratio Lower Upper
65.0 65 100
67 51.7 0.0 106.6
Raw 50
Abundance
102.0 8.488
37.0
0H\“\‘\‘\‘\“‘\‘\‘H‘\\\\‘!‘\\\‘\\\\‘H\\‘\\\\‘\\\%0\\7.\9
Miz-> 40 60 80 100 120 140 160 180 200 100000
Abundance Scan 1128 (8.588 min): VN078015.D\data.ms (-1
65.0
50000
Sub
50
102.0
37.0
miz—> 40 60 80 100 120 140 160 180 200 Time-> 850 8.60

Abundance Scan 1216 (9.106 min): VN077675.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 9.112 min Scan# 1217
Ref 50 Delta R.T. ©0.006 min
63.0 Lab File: VNO78015.D
- 88.0 Acq: 01 Jun 2023 17:14
0\3\7‘-’0\\“\i‘,”}}”\H\"\!\“‘\‘H\“\‘HH‘HH‘HH‘HH‘HT\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:114 Resp: 784671
Abundance Scan 1217 (9.112 min): VN078015.D\data.ms A 10" Ratio Lower Upper
114.0 114 100
63 19.8 0.0 36.4
88 14.2 0.0 30.6
Raw  gp
Abundance
63.0 88.0 9.112
37'0\ [y ‘ I 1l
0\\\”’\\‘\i’i\u"u\‘\‘uu‘HH‘HH‘HH‘HH‘HH 300000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1217 (9.112 min): VN078015.D\data.ms (-1
11%.0 200000
Sub
50 100000
63.0 gg0
LA PR N o
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.00 9.10 9.20
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Abundance Scan 1057 (8.171 min): VNO77675.D\data.ms (-1 #35

96.9 Dibromofluoromethane
Concen: 48.998 ug/1l
RT: 8.177 min Scan#t 1({gSiiinglElies
Ref 50 61.0 Delta R.T. ©0.006 min MSVOA_N
Lab File: VN@©78015.D [(CEhISEInlellEll0f
18.9 1919 Acq: @1 Jun 2023 17:14 IEZRE
O\3\7.‘0\‘\\\M\\uu‘i\‘1”‘1“‘\\i\H“\\\\‘\\1\5?\'?\\‘\\‘1‘\‘
m/z—-> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 250711
Abundance Scan 1058 (8.177 min): VN078015.D\data.ms = 10" Ratio Lower Upper
112.9 113 100
111 102.0 82.6 123.8
192 17.e0 12.7 19.1
Raw 50
Abundance
80.9 191.8 100000 8.077
0‘ﬁqu‘\w‘w“‘ww‘““\‘H‘\H1§%§‘W‘JM\
miz—> 40 60 80 100 120 140 160 180 80000
Abundance Scan 1058 (8.177 min): VN078015.D\data.ms (-1
112.9 60000
40000
Sub 50
20000
809 191.8
0“‘ﬁzgw“HH‘JW\‘““\‘H‘\HT§%§‘W‘JM\ 0}‘”\‘”‘\”“U“
miz--> 40 60 80 100 120 140 160 180 Time--> 8.10 8.20 8.30

Abundance Scan 1465 (10.571 min): VNO77675.D\data.ms (- #50
98.1 Toluene-d8
Concen: 48.907 ug/1l
RT: 10.577 min Scan# 1466

Ref 50 Delta R.T. ©.006 min
Lab File: VNO78015.D
42.0 Acq: 01 Jun 2023 17:14
0\1“1”‘\“\‘\\““\\\\‘\\\\‘\.\\\‘\\\\
m/z--> 50 100 150 200 250 Tgt IOI’]Z.98 Resp: 963212
Abundance Scan 1466 (10.577 min): VN078015.D\data.ms A 100 Ratio Lower Upper
98.1 98 100
100 63.0 52.0 78.0
Raw gp
Abundance
500000 10677
42.1
0 Lol Al 145.2 206.9 281.
LA L L [ N LA B B 400000
miz--> 50 100 150 200 250
Abund in):
undance Scan 14669(;2.577 min): VN078015.D\data.ms ( 300000
sub 200000
u
50
100000
42.1
ol Ll 4 1452 2089 281, A
miz—> 50 100 150 200 250 Time-> 10.50 10.60
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Abundance Scan 1853 (12.853 min): VN0O77675.D\data.ms (- #62

95.0 4-Bromofluorobenzene
173.9 Concen: 45,980 ug/1l
RT: 12.859 min Scan#t 1{gigiil=les
Ref 50 Delta R.T. 0.006 min  [USeZMN
Lab File: VN@78015.D [(®IEIEE lsllEllof
5°° Acq: 01 Jun 2023 17:14 LEZBIE
0 T “ “‘ ‘\H‘ H\ ‘H\‘ h\”“ T T 1\4\0.‘9\ T H\ T ‘ T T T T ‘ T T T -\
miz--> 100 150 200 250 Tgt Ion:‘95 Resp: 319830
Abundance Scan 1854 (12.859 min): VN078015.D\data.ms = 10N Ratio Lower Upper
95.0 95 100
173.9 174  73.1 0.0 143.8
176 70.1 0.0 135.8
Raw 50
Abundance
500 12/859
[ \‘\ ol ““H‘\ h‘n“ : ‘1‘4‘0"8‘ - e ‘2‘8‘0-‘{ 150000
miz-> 100 150 200 250
Abundance Scan 1854 (12.859 min): VN078015.D\data.ms (
95.0 100000
176.0
Sub
50 50000
500
obotallid raze 1 as ==t
m/z—> 50 100 150 200 250 Time-> 12.80 12.90
Abundance Scan 1686 (11.870 min): VNO77675.D\data.ms (- #63
117.0 Chlorobenzene-d5
Concen: 50.000 ug/l
82.1 RT: 11.877 min Scan# 1687
Ref 50 Delta R.T. ©0.007 min
541 Lab File: VN@78015.D
Acq: 01 Jun 2023 17:14
0\\\‘}‘\\‘H\‘\\\‘l“i‘\\\\‘\\1\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:117 Resp: 696428
Abundance Scan 1687 (11.877 min): VN078015.D\data.ms A 10" Ratio Lower Upper
117.0 117 100
82 55.2 44.0 66.0
82.0 119 32.3 25.6 38.4
Raw  gp
Abundance
54.0 11877
kL s 2070
0H\‘\H\‘\H\‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘\\H 300000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1687 (11.877 min): VN078015.D\data.ms (
11y.0 200000
Sub 82.0
50 100000
54.0
o 1452 o0ee o
m/z-—-> 40 60 80 100 120 140 160 180 200 Time-—> 11.80 11.90
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Abundance Scan 2014 (13.800 min): VNO77675.D\data.ms (- #72
150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 13.800 min Scan#t 2{gSagilnl=ale
Ref 50 Delta R.T. -0.000 min \S\AeLW)
520 78.0 115.0 Lab File: VN@©78015.D [(CEhISEInlellEll0f
" \‘ Acq: 01 Jun 2023 17:14 KEZRIE
O\u“u\‘\‘ SOV | Hw‘ N ——
m/z—-> 40 60 80 100 120 140 160 180 200  T&t Ion:152 Resp: 219095
Abundance Scan 2014 (13.800 min): VN078015.D\datams 10N Ratio Lower Upper
150.0 152 100
115 63.4 32.3 96.8
150 156.9 0.0 355.8
Raw
%0 115.0 Abundance
52,0 780 200000
o) ‘\} i w\‘ ‘\‘!Hi ‘\\h ARaR }“ A “w‘ Raaa ‘1‘9"‘];1“ -
miz—-> 40 60 80 100 120 140 160 180 200 150000 131800
Abundance Scan 2014 (13.800 min): VN078015.D\data.ms (
150.0
100000
Sub
50 115.0 50000
520 780
0"w“JHM”NWW‘W‘”JM‘”\”MW‘”‘WQ“1”“ 0\ ““\‘\ U
miz--> 40 60 80 100 120 140 160 180 200 Time-> 13.70 13.80 13.90
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