Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN123021\
Data File : VN©70394.D

Acqg On : 30 Dec 2021 12:59

Operator : JC/MD

Sample : M5210-03

Misc : 5.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Time: Dec 30 17:35:38 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

QLast Update : Mon Dec 27 18:47:12 2021

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 8.080 168 1179664 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 8.963 114 2009604 50.000 ug/l 0.00
63) Chlorobenzene-d5 11.747 117 1592764 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 13.675 152 636274 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 8.434 65 963738 56.820 ug/1l 0.00

Spiked Amount 50.000 Range 61 - 141 Recovery = 113.640%

35) Dibromofluoromethane 8.016 113 669918 55.096 ug/l 0.00

Spiked Amount 50.000 Range 69 - 133 Recovery = 110.200%

50) Toluene-d8 10.440 98 2526388 50.862 ug/l 0.00

Spiked Amount 50.000 Range 65 - 126 Recovery = 101.720%

62) 4-Bromofluorobenzene 12.734 95 856138 47.722 ug/l 0.00

Spiked Amount 50.000 Range 58 - 135 Recovery =  95.440%

Target Compounds Qvalue
25) 2-Butanone 7.351 43 82441 5.947 ug/l # 89

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Abundance TIC: VNO70394.D\data.ms
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Abundance Scan 2273 (8.086 min): VN070308.D\data.ms (-2 #1

56.0 168.0 Pentafluorobenzene
84.0 Concen: 50.000 ug/1l
RT: 8.080 min Scan# 21l Eies
Ref 50 Delta R.T. -0.006 min [IS\O/EIN
Lab File: VN@70394.D [SlEERISEIE0
‘ 137.0 Acq: 30 Dec 2021 12:59 &
0 \\H\H\‘\w\“\}‘\‘\\‘\]ﬁ\\\\‘\\\\“\}‘\\‘\ ‘\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:168 Resp: 1179664
Abundance Scan 2271 (8.080 min): VN0O70394.D\datams 10" Ratlo Lower Upper
168.0 168 100
99 58.0 41.3 61.9
99.0
Raw 50
Abundance
o 137.0 500000 8.080
39.9 ol ‘ N H ‘ \‘ | 191.7
0\\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\\H‘\ TT T T T T[TTTT 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2271 (8.080 min): VN070394.D\data.ms (-2
168.0 300000
200000
Sub 99.0
50
100000
750 137.0
o370 L Pl L L se7 o
miz--> 40 60 80 100 120 140 160 180 200  Time--> 8.00 8.10 8.20

Abundance Scan 1993 (7.335 min): VN070308.D\data.ms (-1 #25

43.0 2-Butanone
Concen: 5.947 ug/1
RT: 7.351 min Scan# 1999
Ref 50 Delta R.T. ©.016 min
770 Lab File:  VN@70394.D
‘ ‘ ‘ Acq: 30 Dec 2021 12:59
0\\\H““\\\\w\\\\“\\%P‘\g\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘(\)\7\]\.
miz--> 40 60 80 100 120 140 160 180 200 18t Ion: 43 Resp: 82441
Abundance Scan 1999 (7.351 min): VN070394.D\data.ms Ion Ratio Lower Upper
39,9 43 100
72 21.2 21.7 32.5#
Raw 50
Abundance
72.0 7.351
0\\\“1\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\7\9 20000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1999 (7.351 min): VN070394.D\data.ms (-1 15000
43.0
10000
Sub
50
5000
72.0
Y Y 4] O
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 7.30 7.40 7.50
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Abundance Scan 2404 (8.437 min): VNO70308.D\data.ms (-z #33

65.0 78.0 1,2-Dichloroethane-d4
Concen: 56.820 ug/1l
510 RT: 8.434 min Scan#t 24SIglEies
Ref 50 ' Delta R.T. -0.003 min [WS\AeLEI\
Lab File: VN@©70394.D [(SUEhISEIlollEIl0f
39.0 ‘ ‘ ‘ 10‘1.9 Acq: 30 Dec 2021 12:59 &S
0\‘\\\\‘\\\\“\‘\\\‘\‘\\\‘\11“\\\\‘\\\\‘\‘\\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 18t Ion: 65 Resp: 963738
Abundance Scan 2403 (8.434 min): VN070394.D\data.ms Ig; ig;m Lower Upper
65.0
67 52.6 0.0 103.0
Raw 50
51.0 Abundance
101.9 400000 8.434
0\‘\\\‘3\9“\9\\\‘\‘\\\‘\‘\\\“\\\\‘\8\5\-\9‘\\\\“\‘\\\‘\\\
miz--> 30 40 50 60 70 80 90 100 110 300000
Abundance Scan 2403 (8.434 min): VN070394.D\data.ms (-2
65.0
200000
Sub
50 51.0 100000
101.9
ol 39 il ese I o —
miz--> 30 40 50 60 70 80 90 100 110 Time->  8.30 8.40 8.50 8.60

Abundance Scan 2602 (8.968 min): VN070308.D\data.ms (-2 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 8.963 min Scan# 2600
Ref 50 Delta R.T. -0.005 min
Lab File: VNO70394.D
63.0
88.0 Acq: 30 Dec 2021 12:59
50.0 75.0
0 \‘\3\\7\‘0\\\\}\\\‘\“\‘}\}‘i\“\\‘\\\!‘\11\-\‘\\\\‘\ ‘\\‘\\\
miz--> 30 40 50 60 70 80 90 100 110 120 'gt Ion:114 Resp: 2009604
Abundance Scan 2600 (8.963 min): VN070394.D\datams ~ 10N Ratlo Lower Upper
114.0 114 100
63 24.0 0.0 37.8
88 16.0 0.0 27.4
Raw 50
63.0 Abundance
50.0 : 88.0 8.963
0 37\0 i ‘ w‘\ m7? 0 ‘ iR l 800000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 2600 (8.963 min): VN070394.D\data.ms (-z 600000
114.0
400000
Sub
50
200000
63.0 88.0
0 370 50‘0‘ \‘ \7?0 | Al 1
A SR E T RS R R
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 8.90 9.00 9.10
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Abundance Scan 2249 (8.021 min): VN070308.D\data.ms (-2 #35

96.9 Dibromofluoromethane
Concen: 55.096 ug/1l
RT: 8.016 min Scan#t 2[gSiilglEies
Ref 50 61.0 Delta R.T. -0.005 min |[US)(eW)
Lab File: VN@©70394.D [(SUEhISEIlollEIl0f
101.8 Acq: 30 Dec 2021 12:59 &S
0 \3\?‘9\‘\ TT M\ TT \H‘i \H\H‘“i‘\ T \\%‘9\.\9\ T \]\-\5?\.\8\ T \“\‘\ BRI
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:113 Resp: 669918
Abundance Scan 2247 (8.016 min): VNO70394.D\datams ~ 10N Ratlo Lower Upper
110.9 113 100
111 102.7 82.2 123.2
192 19.5 16.9 25.3
Raw 50
Abundance
78.9 191.8 8.916
39.9 250000
0“‘}‘“‘\‘“‘U"H‘H‘\"”“\"“\“]‘-ig‘.‘s“\““‘\““
miz--> 40 60 80 100 120 140 160 180 200 200000
Abundance Scan 2247 (8.016 min): VN070394.D\data.ms (-2
110.9 150000
Sub 100000
50
50000
78.9 191.8
G”‘4\3"‘9‘\‘”‘U"H‘H‘\‘“‘”\HH\“1“5?‘.5‘3”\”““\”” 0 BNRRARRRRARRARAR
miz--> 40 60 80 100 120 140 160 180 200 Time->  7.90 8.00 8.10

Abundance Scan 3151 (10.440 min): VNO70308.D\data.ms (- #50

98.1 Toluene-d8

Concen: 50.862 ug/l

RT: 10.440 min Scan# 3151

Ref 50 Delta R.T. ©0.000 min
Lab File: VNO70394.D
42‘.0 70.0 Acq: 30 Dec 2021 12:59
0H\‘iH‘Hi‘H\‘\\‘\\\‘\““HH‘HH‘HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 98 Resp: 2526388
Abundance Scan 3151 (10.440 min): VN070394.D\data.ms 100 Ratio Lower Upper
98.1 98 100
100 64.2 50.4 75.6
Raw 50
Abundance
420 700 10.440
0H\‘Hi}‘HHH\‘H‘\H‘\““\H\‘HH‘HH‘HH‘HHZ‘Q\?.\C\
m/z--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 3151 (10.440 min): VN070394.D\data.ms (-
98.1
Sub 500000
50
42.0 70.0
0“qkwh‘WMw‘uwMH‘w“u‘H‘w“u‘u‘aqzﬁ e =
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.40 10.60
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Abundance Scan 4005 (12.731 min): VN070308.D\data.ms (- #62

95.0 4-Bromofluorobenzene
1739 Concen: 47.722 ug/1l
RT: 12.734 min Scan#t 4(gigiipl=gles
Ref 50 Delta R.T. ©0.003 min MSVOA_N
0.0 Lab File: VN@70394.D [SlEERISEIE0
' Acq: 30 Dec 2021 12:59 &S
O~ \H“ t \“‘\ {t ‘H‘\ U \“} “‘ r ”M T \;\]77‘\9\:!-\4‘0\\9\ T \‘\“ ARARRE T
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 95 Resp: 856138
Abundance Scan 4006 (12.734 min): VN070394.D\datams 10N Ratlo Lower Upper
95.0 95 100
173.9 174 76.4 0.0 187.2
176 73.3 0.0 181.4
Raw 50
Abundance
50.0 12734
O~ \H‘} \ \“‘\ {t ‘H‘\ ” \“} “‘ o ”M T \1\1\-?\9\ \1\4‘.?\9\\ T \‘\ BRE \Z‘Q§\g 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 4006 (12.734 min): VN070394.D\data.ms (- 300000
95.0
173.9
200000
Sub
50
100000
50.0
SO YT BN SECC TP R TSR S S S
miz--> 40 60 80 100 120 140 160 180 200  Time--> 12.70  12.80
Abundance Scan 3637 (11.744 min): VN0O70308.D\data.ms (- #63
117.0 Chlorobenzene-d5
Concen: 50.000 ug/l
82.0 RT: 11.747 min Scan# 3638
Ref 50 Delta R.T. ©0.003 min
54.0 Lab File:  VN®@70394.D
H Acq: 30 Dec 2021 12:59
0\\\““\\h\\“\\\HUW‘\\\\‘\\!WH\\\\‘\\\\‘\\\\‘\\\\‘\\\'\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:117 Resp: 1592764
Abundance Scan 3638 (11.747 min): VN070394.D\data.ms Ion Ratio Lower Upper
117.0 117 100
82 58.9 42.4 63.6
82.0 119 32.1 25.4  38.2
Raw 50
Abundance
54.0 11747
H 800000
0\\\‘l‘u‘\\“\H‘}‘“H\‘H\WHH‘HH‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 600000
Abundance Scan 3638 (11.747 min): VN070394.D\data.ms (-
117.0
400000
Sub 82.0
50
200000
54.0
miz--> 40 60 80 100 120 140 160 180 200  Time--> 11.80
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Abundance Scan 4356 (13.672 min): VN070308.D\data.ms (- #72

149.9 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 MSVOA_N
52.0 78.0 115.0 Lab File: VN@70394.D [GUEhISEEMIAEH
‘ “ ‘ Acq: 30 Dec 2021 12:59 &S
0\\\"\\\‘\“\\\\i\‘\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\.\\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:152 Resp: 636274
Abundance Scan 4357 (13.675 min): VN070394.D\datams 10N Ratlo Lower Upper
150.0 152 100
115 60.2 27.5 82.5
150 158.4 0.0 344.4
Raw 50
115.0
520 78.0 Abundance
Ol \‘l \‘\‘!‘\‘ “”\‘\ \“\‘\ T 1} 1“ TTTTTT \‘w\ RERERRER \2‘(\)\7\:!- 500000
m/z--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 4357 (13.675 min): VN070394.D\data.ms (-
150.0 300000
Sub 200000
50 115.0
52.0 78.0 100000
ot W 2070 o
miz--> 40 60 80 100 120 140 160 180 200 Time->  13.60 13.70
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