Data Path

Data File : VN@80583.D

Acqg On : 21 Dec 2023 19:01
Operator : JC\MD

Sample : 05975-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21

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

Compound

Dec 22 04:06:11 2023
Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.M

Quantitation Report

Sample Multiplier: 1

: Wed Dec 13 01:57:14 2023
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122123\

Response

(QT/LSC Reviewed)

Conc Units Dev(Min)

Internal Standards
1) Pentafluorobenzene
34) 1,4-Difluorobenzene
63) Chlorobenzene-d5
72) 1,4-Dichlorobenzene-d4

System Monitoring Compounds
33) 1,2-Dichloroethane-d4
Spiked Amount 50.000
35) Dibromofluoromethane

Spiked Amount 50.000
50) Toluene-d8
Spiked Amount 50.000

62) 4-Bromofluorobenzene
Spiked Amount 50.000

Target Compounds
16) Acetone
18) Methyl Acetate

13.

Range

Range

10.

Range

12.

Range

R.T. QIon
224 168
100 114
865 117
794 152
.582 65

74 - 125

.171 113

75 - 124
571 98
86 - 113
853 95
83 - 123

430 43

.024 43

365471 50.000
760666 50.000
717074 50.000
352665 50.000

249648 53.482
Recovery =
238838 49.521
Recovery =
852496 47.395
Recovery =
329793 48.285
Recovery =
4513 5.453
5629 1.057

ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
106.960%

ug/1 0.00
99.040%

ug/1 0.00
94.800%

ug/1 0.00
96.560%

Qvalue

ug/l # 86
ug/l # 76

(#) = qualifier out of range (m) =

82N121223W.M Fri Dec 22 15:15:18 2023

manual integration (+)

= signals summed
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Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122123\
Data File : VN@80583.D

Acqg On : 21 Dec 2023 19:01
Operator : JC\MD

Sample : 05975-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Time: Dec 22 04:06:11 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.M
Quant Title : SW846 8260

QLast Update : Wed Dec 13 01:57:14 2023

Response via : Initial Calibration

Abundance TIC: VN080583.D\data.ms
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Abundance Scan 1066 (8.224 min): VN080431.D\data.ms (-1 #1

168.0 Pentafluorobenzene
Concen: 50.000 ug/1l
73.1 RT: 8.224 min Scan# 1([gEidlllEies
Ref 50 Delta R.T. -0.000 min [US\eZEN
431 Lab File: VN@8e583.D [GllISEInlalEllol
‘ 137.0 Acq: 21 Dec 2023 19:01 meSIPRIPE
0\\\““\\\‘!‘\‘\‘M\}!\‘\‘\“\\\\‘\\\\“\1‘\\‘\‘\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:168 Resp: 365471
Abundance Scan 1066 (8.224 min): VN080583.D\datams 100 Ratlo Lower Upper
168.0 168 100
99 60.6 53.0 79.6
99.0
Raw 50
Abundance
75 137.0 150000 i
G\\\‘\\\\“\‘\‘\“\w}\\‘\‘i\\\\”‘\\\\“\}‘\\‘\ ‘\\‘\\\%(\)\6-\9\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1066 (8.224 min): VN080583.D\data.ms (-1 100000
168.0
) 99.0
Sub 50000
137.0
0Hw?‘l"‘u\u““}m“‘;HHH_M‘M‘H_ L — e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 820 8.30

Abundance Scan 419 (4.418 min): VN080431.D\data.ms (-4C #16

43.1 Acetone
Concen: 5.453 ug/1
RT: 4.430 min Scan# 421
Ref 50 Delta R.T. ©0.012 min
Lab File: VNO80583.D
Acq: 21 Dec 2023 19:01
0 L 75‘ 0 100 91178 151 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
miz--> 40 60 80 100 120 140 160 T8t Ion: 43 Resp: 4513
Abundance  Scan 421 (4.430 min): VN080583.D\datams = 100 Ratio Lower Upper
43.0 43 100
58 42.9 28.0 42 . 0#
Raw 50
Abundance
4.430
0\\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 1000
Abundance Scan 421 (4.430 min): VN080583.D\data.ms (-3€
43.0
Sub 500
50
] S e L
m/z--> 40 60 80 100 120 140 160 Time--> 4.40 4.50
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Abundance Scan 520 (5.012 min): VN080431.D\data.ms (-5C #18
43.1 Methyl Acetate
Concen: 1.057 ug/l
RT: 5.024 min Scan# SIS
Ref 50 76.0 Delta R.T. ©0.012 min MS_VO/-\_N
Lab File: VN@8@583.D (GUEIEEIsICIR
Acq: 21 Dec 2023 19:01 [HEREIERPIPE]
0 1”\“\\“‘\\\“\“‘\H\‘\\\\1‘2\6\.\6\‘\\\\‘\\\\‘\\\\2‘0\6\.\?
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 43 Resp: 5629
Abundance  Scan 522 (5.024 min): VN080583 D\datams | 10N Ratlo Lower Upper
43.1 43 100
74 19.1 26.2 39.4#
Raw 50
Abundance
74.0 5.024
0\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1500
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 522 (5.024 min): VN080583.D\data.ms (-4€
43.1
1000
Sub
50 500
74.0
o e — e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 500  5.10
Abundance Scan 1126 (8.576 min): VN080431.D\data.ms (-1 #33
65.0 1,2-Dichloroethane-d4
Concen: 53.482 ug/1
78.1 RT: 8.582 min Scan# 1127
Ref 50 51.0 Delta R.T. ©.006 min
Lab File: VNO80583.D
102.0 Acq: 21 Dec 2023 19:01
0 \‘\?Zi“(‘)\H‘\‘H‘\\\“\‘\1\“\H‘\“HH‘HH‘!\M‘H
miz--> 30 40 50 60 70 80 90 100 110 T8t Ion: 65 Resp: 249648
Abundance Scan 1127 (8.582 min): VN080583.D\data.ms Ion Ratio Lower Upper
65.0 65 100
67 53.3 0.0 106.6
Raw 50
51.0 Abundance
102.0 8.682
37.0 1L 100000
0 \‘\\\‘\‘\H‘\“\\\\“\\M‘HH‘H.H‘HH‘HM‘H
m/z--> 30 40 50 60 70 80 90 100 110 80000
Abundance Scan 1127 (8.582 min): VN080583.D\data.ms (-1
65.0 60000
Sub 40000
>0 51.0
' 102.0 20000
ol K0l ess L T
miz--> 30 40 50 60 70 80 90 100 110 Time--> 8.50 8.60 8.70
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Abundance Scan 1215 (9.100 min): VN080431.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 9.100 min Scan# 11l Eies
Ref 50 Delta R.T. ©0.000 min MSVOA_N
Lab File: VN@80583.D [(GIEHIEEIel(EI(6H
63.1 gg8.0 Acq: 21 Dec 2023 19:01 [HECNEFEIPE
0‘3‘7‘\H‘H‘\“”“““\“‘H“wHHwwwwwwwww"‘
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:114 Resp: 760666
Abundance Scan 1215 (9.100 min): VN080583.D\data.ms 10" Ratio Lower Upper
114.0 114 100
63 20.2 0.0 36.4
88 16.7 0.0 30.6
Raw 50
Abundance
63.0 88.0 9.100
o?77“0‘“‘M‘;ww“m"HM‘w_m_m_ww 300000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1215 (9.100 min): VN080583.D\data.ms (-1
114.0 200000
Sub
50 100000
63.0 gg.0
G‘3‘7‘\9“‘“\”‘““”w““““\‘”“\HHWHWHWHWH 0 AR RRRARRARER
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.00 9.10 9.20
Abundance Scan 1056 (8.165 min): VN080431.D\data.ms (-1 #35
97.0 Dibromofluoromethane
Concen: 49.521 ug/1
RT: 8.171 min Scan# 1057
Ref 50 61.0 Delta R.T. ©.006 min
Lab File: VNO80583.D
191.8 Acq: 21 Dec 2023 19:01
o3 ol JA0° 1598 T
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:113 Resp: 238838
Abundance Scan 1057 (8.171 min): VN080583.D\data.ms Ion Ratio Lower Upper
110.9 113 100
111 103.3 82.6 123.8
192 18.2 12.7 19.1
Raw 50
Abundance
79.0 191.9 100000 8.171
0,401 Ly 1598
T T T T T T e T 80000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1057 (8.171 min): VN080583.D\data.ms (-1
110.9 60000
40000
Sub
50
20000
79.0 191.9
0“4‘0\‘0‘”\HHU"””wHHwwwl‘??‘?w”w”” O T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 8.10 8.20 8.30
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Abundance Scan 1464 (10.565 min): VN080431.D\data.ms (; #50
98.1 Toluene-d8
Concen: 47.395 ug/1l
RT: 10.571 min Scan#t 14gigill=gles
Ref 50 Delta R.T. ©0.006 min MSVOA_N
Lab File: VN@80583.D [(GIEHIEEIel(EI(6H
421 701 Acq: 21 Dec 2023 19:01 STV
[o L ‘HH‘ MH HH‘\HH T
m/z--> 40 60 50 100 120 140 160 180 200  Tgt Ton: 98 Resp: 852496
Abundance Scan 1465 (10.571 min): VN080583.D\data.ms 10" Ratio Lower Upper
98.1 98 100
100 65.1 52.0 78.0
Raw 50
Abundance
421 701 1op7t
0Hw‘*”“H“‘wH‘“\“H‘www”www?\qz"c‘ 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1465 (10.571 min): VN080583.D\data.ms (; 300000
98.1
200000
Sub 50
100000
421 701
G‘”it”“WMMW‘”‘M“W‘”‘\”‘W‘”‘\”‘%Q§g ot U
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 10.60
Abundance Scan 1852 (12.847 min): VN080431.D\data.ms (- #62
93.0 4-Bromofluorobenzene
174.0 Concen:  48.285 ug/l
RT: 12.853 min Scan# 1853
Ref 50 Delta R.T. ©0.006 min
Lab File: VNe80583.D
501 Acq: 21 Dec 2023 19:01
0l \‘\ ‘\\\H“m‘\ u‘u“ : ‘]"49"9‘ A R ‘2‘8‘0“
miz--> 50 100 150 200 250 Tgt IOI’]Z.95 Resp: 329793
Abundance Scan 1853 (12.853 min): VNO80583.D\data.ms A 100 Ratio Lower Upper
95.0 95 100
174.0 174 74.1 0.0 143.8
176 71.2 0.0 135.8
Raw 50
Abundance
500 12/853
0l Hwh H ‘m un‘\ 141.0 I 206.8 281..
S S I S S N R S R 150000
miz--> 50 100 150 200 250
Abundance Scan 1853 (12.853 min): VN080583.D\data.ms (
95.0 100000
174.0
Sub
50 50000
500
obo bl ) 1410 | 2088 281 )
m/z--> 50 100 150 200 250 Time--> 12.80 12.90
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Abundance Scan 1685 (11.864 min): VN080431.D\data.ms (; #63

11y.0 Chlorobenzene-d5

Concen: 50.000 ug/1l

82.1 RT: 11.865 min Scan#t 1(lgigiipl=gles

Ref 50 Delta R.T. ©.000 min MSVOA_N
41 Lab File: VN@8@583.D (GUEIEEIsICIR

200 H Acq: 21 Dec 2023 19:01 [HEREIERPIPE]

9 i 99.0 L.

m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 717074

Abundance Scan 1685 (11.865 min): VN080583.D\datams 10N Ratio Lower Upper
1170 117 108

82 58.1 44.0 66.0

o

82.1 119 31.5 25.6 38.4
Raw 50
Abundance
54.1 400000 11.865
0\‘\\\4}?\‘]\-\\‘\‘\‘\\‘\\\\-‘\\lli\‘\\\‘\\g\\g’(\)\\\‘\\\1‘\\\\’
m/z--> 30 40 50 60 70 80 90 100 110 120 300000
Abundance Scan 1685 (11.865 min): VN080583.D\data.ms (
117.0
200000
Sub 821
50 100000
54.1
G 400 H Ly 990 | 1
Wm‘mwHH_m‘HH,mwHH,HHWHWH, T
miz--> 30 40 50 60 70 80 90 100 110 120  Time--> 11.80 11.90

Abundance Scan 2013 (13.794 min): VN080431.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l
RT: 13.794 min Scan# 2013
Ref 50 115.0 Delta R.T. ©.000 min
ey 781 : Lab File: VN@80583.D
" “ Acq: 21 Dec 2023 19:01
0\\\‘i\\\‘\“\\\\i\‘\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\'\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:152 Resp: 352665
Abundance Scan 2013 (13.794 min): VN080583.D\datams =100 Ratio Lower Upper
150.0 152 100
115 62.7 32.3 96.8
150 158.7 0.0 355.8
Raw 50
115.0 Abundance
78.1
M 300000
0\\\‘i\\\‘\“‘\\\“\‘\\\\‘\\\\‘\\\\‘\\‘\“\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 131794
Abundance Scan 2013 (13.794 min): VN080583.D\data.ms ( 200000
150.0
Sub
100000
S0 115.0
1 78.1
miz--> 40 60 80 100 120 140 160 180 200 Time-> 13.70 13.80 13.90
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