Data Path

Data File : VN@76723.D

Acqg On : 16 Feb 2023 19:52
Operator : JC\MD

Sample : 01549-02

Misc

ALS vial : 25

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

Feb 17 00:18:52 2023
Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.M

Quantitation Report

Sample Multiplier: 1

: Tue Feb 14 01:44:47 2023
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21623\

: 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

(QT/LSC Reviewed)

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

Internal Standards

1) Pentafluorobenzene 8.225 168 308177 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 9.101 114 568606 50.000 ug/l 0.00
63) Chlorobenzene-d5 11.871 117 492269 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 13.795 152 185898 50.000 ug/1l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 8.583 65 217329 51.071 ug/1 0.00

Spiked Amount 50.000 Range 74 - 125 Recovery = 102.140%

35) Dibromofluoromethane 8.172 113 163666 43,953 ug/l 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  87.900%

50) Toluene-d8 10.572 98 668177 48.048 ug/1 0.00

Spiked Amount 50.000 Range 86 - 113 Recovery = 96.100%

62) 4-Bromofluorobenzene 12.854 95 199620 43.341 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery =  86.680%
Target Compounds Qvalue
18) Methyl Acetate 5.042 43 19924 3.211 ug/1 96
52) Toluene 10.630 92 51134 5.126 ug/1 96
68) m/p-Xylenes 12.071 106 11398 1.664 ug/l 99

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21623\
Data File : VN@76723.D

Acqg On : 16 Feb 2023 19:52

Operator : JC\MD

Sample : 01549-02

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Time: Feb 17 ©0:18:52 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.M

Quant Title : SW846 8260

QLast Update : Tue Feb 14 01:44:47 2023

Response via : Initial Calibration

Abundance TIC: VNO76723.D\data.ms
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Abundance Scan 1070 (8.231 min): VNO76624.D\data.ms (-1 #1

168.0 Pentafluorobenzene
Concen: 50.000 ug/1l
RT: 8.225 min Scan# 1({gEidlilEies
Ref 50 Delta R.T. -0.006 min [IS\O/EIN
99.0 Lab File: VN@76723.D [(®ICHIEEIelE(CH
56.0 137.0 Acq: 16 Feb 2023 19:52 S
0\\\"“‘H\‘!‘\‘U\“\M\H\\‘\“\\\\“‘\‘\\\“\}‘\\‘\“\\‘H\\‘H;\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:168 Resp: 308177
Abundance Scan 1069 (8.225 min): VNO76723.D\datams 10" Ratio Lower Upper
168.0 168 100
99 57.6 44.8 67.2
99.0
Raw 50
Abundance
50 137.0 8.425
0\3\7"9\\‘1 “\“\“\“M”\ \‘\M‘\\\\HH\\\“\}‘\\‘\“\\‘H\\‘H\\
miz--> 40 60 80 100 120 140 160 180 200 100000
Abundance Scan 1069 (8.225 min): VN076723.D\data.ms (-1
168.0
Sub 99.0 50000
50
750 137.0
G‘3‘7",9‘m‘1““‘.‘}1”“‘\‘MHWH‘M‘H_‘H‘mwm T
miz--> 40 60 80 100 120 140 160 180 200 Time.> 8.10 820 8.30
Abundance Scan 526 (5.031 min): VN076624.D\data.ms (-51 #18
3. Methyl Acetate
Concen: 3.211 ug/1
RT: 5.042 min Scan# 528
Ref 50 Delta R.T. ©0.011 min
76.0 Lab File: VNO76723.D
0.0 M Acq: 16 Feb 2023 19:52
G\\}HM}‘\‘\ \“ T \‘\“‘ L ‘ L ‘ T \1\49'\1\
m/z--> 40 60 30 100 120 140 Tgt IOI’]Z.43 Resp: 19924
Abundance  Scan 528 (5.042 min): VNO76723.D\datams 100 Ratio Lower Upper
3.0 43 100
74 20.2 17.7 26.5
Raw 50
Abundance
74.0 5.04
0\\\}““\\5\8“.9\\\‘\‘\\\\‘\\\\‘\\\\‘\\ 8000
miz--> 40 60 80 100 120 140
Abundance Scan 528 (5.042 min): VN076723.D\data.ms (-47 6000
43.0
4000
Sub
50
2000
74.0
58.9 ‘
Owwwi‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\ L L B
miz--> 40 60 80 100 120 140 Time-->  4.95 5.00 5.05
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Abundance Scan 1130 (8.584 min): VNO76624.D\data.ms (-1 #33

63.0 1,2-Dichloroethane-d4
78.0 Concen: 51.071 ug/1
51.0 RT: 8.583 min Scan# 1UgSidtilEls
Ref 50 Delta R.T. -0.001 min |US\CLEN
Lab File: VN@76723.D [(®lEIEEIsliEll0f
102.0 . o e
370 I | “ Acq: 16 Feb 2023 19:52
0 \‘\\\‘\‘“\\\‘\“\\\\‘\\\\“\‘\}\“\\\\‘\\\\‘\\i\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 I8t Ion: 65 Resp: 217329
Abundance Scan 1130 (8.583 min): VNO76723.D\datams 10" Ratlo Lower Upper
65.0 65 100
67 52.9 0.0 105.6
Raw 50
51.0 Abundance
101.9 100000 8.583
0 \‘\3\?;9‘\\\‘\“\‘\\\“\‘\i\“\\\\ﬁ%-\()\‘\\\\“\‘\i\‘\\ 80000
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1130 (8.583 min): VN076723.D\data.ms (-1
65.0 60000
40000
Sub
50 51.0
20000
101.9
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 8.50 8.60

Abundance Scan 1219 (9.107 min): VN076624.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 9.101 min Scan# 1218
Ref 50 Delta R.T. -0.006 min
63.0 Lab File: VNO76723.D
' 88.0 : :
50.0 750 Acq: 16 Feb 2023 19:52
G \‘\3\\7\‘0\\\\}\\\‘\‘w}\}‘i\“\\‘\\\!‘\1\\‘\\\\‘\ ‘\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 '8t Ion:114 Resp: 5686606
Abundance Scan 1218 (9.101 min): VNO76723.D\datams ~ 10N Ratlo Lower Upper
114.0 114 100
63 20.6 0.0 40.0
88 14.4 0.0 29.6
Raw 50
Abundance
63.0 9.101
88.0
50.0
0 \‘\3\\7\?\\\\}‘\\\‘\“}“\\}‘i??\\o‘\\\!‘\\J\-\O‘O\\]_\\‘\ ‘\\‘\\ 250000
m/z--> 30 40 50 60 70 80 90 100 110 120 200000
Abundance Scan 1218 (9.101 min): VN076723.D\data.ms (-1
114.0 150000
Sub 100000
50
63.0 50000
50.0 88.0
miz--> 30 40 50 60 70 80 90 100 110 120 Time->  9.00 9.0 9.20
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Abundance Scan 1060 (8.172 min): VNO76624.D\data.ms (-1 #35

96.9 Dibromofluoromethane
Concen: 43,953 ug/1l
RT: 8.172 min Scan#t 1({gSuiiinglElies
Ref 50 61.0 Delta R.T. -0.000 min MS_VO/-\_N
Lab File: VN@76723.D [(CEhISEIlollEIl0f
191.9 Acq: 16 Feb 2023 19:52 S
0 ﬁ?.‘g\‘h T M TT \H‘i \”HM‘\ mi \m‘\zwgw T \1\5\“9\.\7\ T \‘!‘\ EERRER
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:113 Resp: 163666
Abundance Scan 1060 (8.172 min): VNO76723.D\datams 10" Ratio Lower Upper
110.9 113 100
111 104.6 83.1 124.7
192 18.0 15.6 23.4
Raw 50
Abundance
78.9 191.8 8.172
0 T \\4.‘3\.\8\\ ‘ TTT \U\ \HH\ ‘ T \‘} T ‘ TTTT ‘ T \]-\5\“9\.\7\ T ‘ T \“\‘\ ‘ \\2\1\8‘.\(: 60000
m/z-—-> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1060 (8.172 min): VN076723.D\data.ms (-1
110.9 40000
Sub
50 20000
78.9 191.8
040.0 H T 1507 | 218 0
e e
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.10 820 8.30

Abundance Scan 1467 (10.566 min): VNO76624.D\data.ms (- #50

98.1 Toluene-d8

Concen: 48.048 ug/1l

RT: 10.572 min Scan# 1468

Ref 50 Delta R.T. ©0.006 min
Lab File: VNO76723.D
420 44 700 Acq: 16 Feb 2023 19:52
0 \‘HH"\i\HHM‘HE\“\\\\8‘21-\0\\‘\1\““\\H‘HH‘\
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 98 Resp: 668177
Abundance Scan 1468 (10.572 min): VN076723.D\data.ms Ion Ratio Lower Upper
9d.1 98 100
100 66.1 52.9 79.3
Raw 50
Abundance
10/572
42.0 540 700
0 \‘\Hi"\i\Hwh‘\wwl\\\\8‘21.\0\\‘\1\““\Hl\:‘L\Z\.?\‘\ 300000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1468 (10.572 min): VN076723.D\data.ms (-
98.1 200000
Sub
50 100000
42.0 540 70.0
0 w‘HH,‘Hl‘HH‘M‘JH“8‘2"‘0‘“‘1“““”]"%‘2"‘3“‘ O
miz--> 30 40 50 60 70 80 90 100 110 Time--> 10.50 10.60 10.70
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Abundance Scan 1478 (10.630 min): VNO76624.D\data.ms (- #52

91.0 Toluene
Concen: 5.126 ug/1l
RT: 10.630 min Scan#t 14gigilpl=gles
Ref 50 Delta R.T. ©.000 min  [US\eZEN
Lab File: VN@76723.D [(®lEIEEIsliEll0f
39.0 Acq: 16 Feb 2023 19:52 MR
0 T ‘\”‘ \‘H\ T ‘\“ T T T T ‘ T T T T ‘ T T T T ‘ \2\78\-‘
m/z--> 50 100 150 200 250 Tgt Ion: ‘92 RESpZ 51134
Abundance Scan 1478 (10.630 min): VNO76723.D\datams 10" Ratio Lower Upper
91.0 92 100
91 177.8 138.0 207.0
Raw 50
Abundance
50000
39.0
0 ‘ H‘ \M\ T ‘\"‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T 40000
miz--> 50 100 150 200 250
Abundance Scan 1478 (10.630 min): VN0O76723.D\data.ms (-
910 30000
ub 20000
Y 5
10000
39.0
m/z--> 50 100 150 200 250 Time--> 10.60  10.70

Abundance Scan 1855 (12.848 min): VNO76624.D\data.ms (- #62

95.0 1739 4-Bromofluorobenzene
Concen: 43.341 ug/1
RT: 12.854 min Scan# 1856
Ref 50 Delta R.T. ©0.006 min
Lab File: VNO76723.D
Acq: 16 Feb 2023 19:52
[o H\‘m H“H‘\ u‘n\‘ : ‘]"49"9‘ ‘M‘ e ‘2‘8‘1"
m/z--> 50 100 150 200 250 Tgt Ion: 95 Resp: 199620
Abundance Scan 1856 (12.854 min): VN076723.D\data.ms Ton Ratio Lower Upper
95.0 173.9 95 100
’ 174 77.3 0.0 169.2
176 73.5 0.0 163.4
Raw 50
Abundance
50.0 12,854
oL H “\H\H‘\H \HH‘ ‘1‘27"?‘ S - [ ———— 100000
miz--> 100 150 200 250
Abundance Scan 1856 (12.854 min): VN076723.D\data.ms (-
95.0 173.9
50000
Sub
50
50.0
oL MWMWWW }???“ j““‘ e O"“ —
miz--> 100 150 200 250 Time--> 12.80 12.90
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Abundance Scan 1688 (11.866 min): VN076624.D\data.ms (- #63

11y.0 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.0 RT: 11.871 min Scan# 1([gEigial=laiss
Ref 50 Delta R.T. ©0.005 min MSVOA_N

Lab File: VN@76723.D [(®lEIEEIsliEll0f
540 1695
H Acq: 16 Feb 2023 19:52
m

aln 98.9 fniin
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘

m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 492269

Abundance Scan 1689 (11.871 min): VN076723 D\datams 10N Ratio Lower Upper
117.0 117 100

82 54.5 43.4 65.2
119 30.6 26.1 39.1

o

82.0
Raw 50
Abundance
54.0 11871
250000
0 \‘\Hw\‘\\\‘\\\\‘\H\‘\\1}"\‘\\\‘\\9\\9‘\0\\\‘\\\1’\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120 200000
Abundance Scan 1689 (11.871 min): VN076723.D\data.ms (-
117.0 150000
sub 82.0 100000
50
54.0 50000
40.0
0 ‘ 66.9 NN 99.0 1
e e e T T
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 11.80 11.90

Abundance Scan 1723 (12.072 min): VNO76624.D\data.ms (- #68

91.0 m/p-Xylenes
Concen: 1.664 ug/1l
106.1 RT: 12.071 min Scan# 1723
Ref 50 Delta R.T. -0.001 min
Lab File: VNOe76723.D
51. 77.0 Acq: 16 Feb 2023 19:52
0\’\\3\8\).’0\\\\"“\‘\\\‘6\\\\‘\\\“\“\\\\“\\\\‘\“\‘\‘\‘\\\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 120 I8t Ion:166 Resp: 11398
Abundance Scan 1723 (12.071 min): VN076723.D\data.ms Ion Ratio Lower Upper
91.0 106 100
91 195.0 154.7 232.1
Raw 50 106.0
43.0 Abundance
57 1 770
T R T 10000
0 \’HH’HH"‘\‘\H ‘\‘H‘\““H\\‘\\‘H“HH‘“‘\‘H‘\‘HH‘H\
m/z--> 30 40 50 60 70 80 90 100 110 120 8000
Abundance Scan 1723 (12.071 min): VN076723.D\data.ms (- 12071
91.0 6000 :
Sub 106.0 4000
50
43.0 2000
‘ 570 770
0 ‘,HH\,‘\\\H;M\"uw"Hu"um‘mmw_w O e
m/z-—-> 30 40 50 60 70 80 90 100 110 120 Time-> 12.00 12.05 12.10
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Abundance Scan 2016 (13.795 min): VNO76624.D\data.ms (- #72

149.9 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 13.795 min Scan#t ¢Sl
Ref 50 Delta R.T. -0.000 min [SVEIE
115.0 Lab File: VN@76723.D [SUERISERICIeM
52.0 1695
‘ HS?O Acq: 16 Feb 2023 19:52
0\‘1“‘\\1‘\"\\\\M‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 Tgt IOI’]Z:!.SZ RESpZ 185898
Abundance Scan 2016 (13.795 min): VNO76723.D\datams 10" Ratio Lower Upper
149.9 152 100
115 61.5 29.3 87.9
150 158.7 0.0 349.8
Raw 50
115.0
78.0 Abundance
40.0‘ H
(O “1 “}“w”“‘\““‘{“\ “ \“‘\ T M‘\ L B B ?5‘1\( 150000
m/z--> 50 100 150 200 250 131795
Abundance Scan 2016 (13.795 min): VN076723.D\data.ms (-
149.9 100000
Sub
50 115.0 50000
78.0
40.0
ol RN ¥
m/z-> 50 100 150 200 250 Time--> 13.70 13.80 13.90
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