Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020672.D

Acqg On : 19 Jan 2021 20:22
Operator : JC/SP

Sample : M1125-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Time: Jan 20 03:22:39 2021

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

QLast Update : Tue Jan 19 14:09:08 2021

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.629 168 236392 50.00 ug/l 0.00
34) 1,4-Difluorobenzene 6.830 114 414092 50.00 ug/l 0.00
63) Chlorobenzene-d5 10.098 117 383748 50.00 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.061 152 183873 50.00 ug/l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 6.025 65 160131 49.54 ug/1 0.00

Spiked Amount 50.000 Range 61 - 141 Recovery =  99.08%

35) Dibromofluoromethane 5.464 113 135253 47.41 ug/1 0.00

Spiked Amount 50.000 Range 69 - 133 Recovery = 94.82%

50) Toluene-d8 8.696 98 507872 49.37 ug/1 0.00

Spiked Amount 50.000 Range 65 - 126 Recovery =  98.74%

62) 4-Bromofluorobenzene 11.122 95 190406 48.97 ug/1 0.00

Spiked Amount 50.000 Range 58 - 135 Recovery = 97.94%

Target Compounds Qvalue
16) Acetone 2.416 43 55478 44.20 ug/l 100
25) 2-Butanone 4.635 43 16911 9.22 ug/l 98
51) 4-Methyl-2-Pentanone 8.616 43 4037 1.09 ug/l 96
59) 2-Hexanone 9.470 43 3461 1.24 ug/l 95

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020672.D

Acqg On : 19 Jan 2021 20:22
Operator : JC/SP

Sample : M1125-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Time: Jan 20 ©3:22:39 2021

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M

Quant Title : SW846 8260

QLast Update : Tue Jan 19 14:09:08 2021

Response via : Initial Calibration

Abundance TIC: VX020672.D\data.ms
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Abundance Scan 745 (5.629 min): VX020653.D\data.ms (-73 #1

16}V.9  pentafluorobenzene
Concen: 50.00 ug/1l
99.0 RT: 5.629 min Scan# 745
Ref 50 Delta R.T. -0.000 min
Lab File: VX020672.D
137.0 . .
0 11‘?_0 | Acq: 19 Jan 2021 20:22
0\\\‘\\.\\“\i\“\w\”\\\‘i\\\\"\\\\’\}\\‘\ ‘\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 236392
Abundance  Scan 745 (5.629 min): VX020672.D\datams ~ 10N Ratlo Lower Upper
168.0 168 100
99 58.8 45.8 68.6
99.0
Raw 50
Abundance
5.629
137.0 80000
75.0 118.0
\3\6\‘.9\ \5\5‘\‘.?\ “\“\w e \‘i T \H’ =T \" T }‘\ T ‘\\
m/z--> 40 60 80 100 120 140 160 60000
Abundance Scan 745 (5.629 min): VX020672.D\data.ms (-69
168.0
40000
Sub 99.0
50
20000
75.0 118.0137'0
0‘3‘6‘"0"5‘5“"?‘1“““;:“““1‘H“‘,m“,m‘”_ L e
m/z--> 40 60 80 100 120 140 160 Time--> 5.50 5.60 5.70

Abundance Scan 218 (2.416 min): VX020653.D\data.ms (-21 #16
3.0

3 Acetone
Concen: 44.20 ug/1
RT: 2.416 min Scan# 218
Ref 50 Delta R.T. ©.000 min
Lab File: VX020672.D
Acqg: 19 Jan 2021 20:22
0‘”W“"W7§P”‘W‘”‘W‘”\”‘W‘”‘W‘”\”‘
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 43 Resp: 55478
Abundance Scan 218 (2.416 min): VX020672.D\data.ms Ion Ratio Lower Upper
43.0 43 100
58 35.0 27.8 41.8
Raw 50
Abundance
2.416
30000
0“WMH‘\H‘W‘H‘\H‘W“H\H‘W"H\H‘%QZF
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 218 (2.416 min): VX020672.D\data.ms (-16 20000
43.0
sub o 10000
O e T T T T T T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 2.30 2.40 2.50
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Abundance Scan 581 (4.629 min): VX020653.D\data.ms (-57 #25

43.0 2-Butanone
Concen: 9.22 ug/l
RT: 4.635 min Scan# 582
Ref 50 Delta R.T. ©0.006 min
72.0 Lab File: VX@20672.D
57‘.1 Acqg: 19 Jan 2021 20:22
0 H‘HH‘HH‘\} HHH‘-HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 30 35 40 45 50 55 60 65 70 75 80 Tgt Ion: 43 Resp: 16911
Abundance  Scan 582 (4.635 min): VX020672.D\datams 19" Ratlo Lower Upper
43.0 43 100
72 28.4 23.7 35.5
Raw 50
Abundance
720 4.635
ol 370 |1 509 > 1e39 | 5000
H‘HH‘HH‘H T HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 30 35 40 45 50 55 60 65 70 75 80 4000
Abundance Scan 582 (4.635 min): VX020672.D\data.ms (-53
43.0 3000
Sub 2000
50
72.0 1000
0 37.0 | 509 ?7"0 ‘
R L BT R RS e
m/z--> 30 35 40 45 50 55 60 65 70 75 80 Time-> 4.50 4.60 4.70

Abundance Scan 810 (6.025 min): VX020653.D\data.ms (-79 #33
.0

63 1,2-Dichloroethane-d4
Concen: 49.54 ug/1
RT: 6.025 min Scan# 810
Ref 50 Delta R.T. ©0.000 min
102.0 Lab File: VX020672.D
’ Acqg: 19 Jan 2021 20:22
0\:3\?-’(\)‘\‘\‘\“‘\‘\‘\\‘\H\“\‘\\\‘H\\‘\H\‘\H\‘\\H‘\\H
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 65 Resp: 166131
Abundance  Scan 810 (6.025 min): VX020672.D\datams 100 Ratio Lower Upper
65.0 65 100
67 52.3 0.0 105.4
Raw 50
Abundance
102.0 60000 6.025
0\3\?"(\)‘\\‘\“‘\‘\‘\\‘\\\\‘M‘\\\‘HH‘HH‘HH‘HHZ‘Q\?.\(\:
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 810 (6.025 min): VX020672.D\data.ms (-76 40000
63.0
Sub 20000
50
102.0
m/z-—-> 40 60 80 100 120 140 160 180 200 Time-->  5.90 6.00 6.10 6.20
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Abundance Scan 942 (6.830 min): VX020653.D\data.ms (-93 #34

114.0 1,4-Difluorobenzene
Concen: 50.00 ug/1l
RT: 6.830 min Scan# 942
Ref 50 Delta R.T. ©0.000 min
63.0 Lab File: VX020672.D
~ 88.0 Acq: 19 Jan 2021 20:22
0\3\7\”-’(\)\“\i“”H”\H\“‘\!\‘h\‘\\\“\‘\\H‘HH‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:114 Resp: 414092
Abundance  Scan 942 (6.830 min): VX020672.D\datams ~ 10N Ratlo Lower Upper
114.0 114 100
63 20.6 0.0 40.8
88 16.8 0.0 32.8
Raw 50
Abundance
63.0 ggg 6.830
0 37HO {0 Y ‘ L | 207.C 150000
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 942 (6.830 min): VX020672.D\data.ms (-89
114.0 100000
Sub gy 50000
63.0 88.0
ELZ: T I U S 1 o
miz--> 40 60 80 100 120 140 160 180 200 Time->  6.706.80 6.90 7.00

Abundance Scan 718 (5.465 min): VX020653.D\data.ms (-70 #35

96.9 Dibromofluoromethane
Concen: 47.41 ug/1

RT: 5.464 min Scan# 718

Ref 50 61.0 Delta R.T. -0.001 min
Lab File: VX020672.D
18.8 191.8 Acq: 19 Jan 2021 20:22
0 ‘?"Z"O‘w‘ - M - “\“* ‘W‘i“ o ‘H‘\‘ e ‘]"‘5“9‘8“ T ‘\!\‘ ‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 135253
Abundance  Scan 718 (5.464 min): VX020672.D\datams ~ 10N Ratlo Lower Upper
110.9 113 100
111 102.6 81.9 122.9
192 20.4 16.7 25.1
Raw 50
Abundance
78.9 191.8 5.464
0+ ‘4‘?"0‘ RRRAR ‘H‘ Ay ““\“1“5?"?”\”““\ 40000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 718 (5.464 min): VX020672.D\data.ms (-66 30000
110.9
20000
Sub
50
10000
78.9 191.8 \
0‘”4\4"‘0”\"HH"”H‘\""\““\“1“5?‘?”\”““\ RARRARRARRRARERIARE
m/z--> 40 60 80 100 120 140 160 180 Time-->  5.30 5.40 5.50 5.60
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Abundance Scan 1248 (8.696 min): VX020653.D\data.ms (-1 #50

98.1 Toluene-d8

Concen: 49.37 ug/1

RT: 8.696 min Scan# 1248

Ref 50 Delta R.T. -0.000 min
Lab File: VX020672.D
420 7?.1 Acq: 19 Jan 2021 20:22
obrrtlistle ot o o Ml
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ton: 98 Resp: 507872
Abundance Scan 1248 (8.696 min): VX020672.D\datams 10" Ratio Lower Upper
98.1 98 100

106 65.4 51.9 77.9

Raw 50
Abundance
8.696
42.1 70.1 300000
0\\\i‘\\hl‘\‘}‘\\\‘\\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘()\\6.\9\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1248 (8.696 min): VX020672.D\data.ms (-1 200000
98.1
sub 100000
42,1 70.1
ol el 29658 e
miz--> 40 60 80 100 120 140 160 180 200 Time->  8.60 8.70 8.80
Abundance Scan 1235 (8.616 min): VX020653.D\data.ms (-1 #51
43.0 4-Methyl-2-Pentanone
Concen: 1.09 ug/l
RT: 8.616 min Scan# 1235
Ref 50 Delta R.T. ©.000 min
851 Lab File: VX020672.D
“ ‘ : Acq: 19 Jan 2021 20:22
[ .
0\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 43 Resp: 4037
Abundance Scan 1235 (8.616 min): VX020672.D\datams 100 Ratio Lower Upper
43.0 43 100
58 41.8 35.4 53.0
Raw 50
Abundaégg
0
100.0 8.616
69.0 | \ 206.9
0 ‘H“\“H‘H“\H\“HH‘HH‘HH‘HH‘HH‘\‘\H 2000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1235 (8.616 min): VX020672.D\data.ms (-1 1500
43.0
1000
Sub
50
500
100.0
v e I
miz--> 40 60 80 100 120 140 160 180 200 Time-> 8.55 8.60 8.65
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Abundance Scan 1375 (9.470 min): VX020653.D\data.ms (-1 #59

43.0 2-Hexanone
Concen: 1.24 ug/l
RT: 9.470 min Scan# 1375
Ref 50 Delta R.T. -0.000 min
Lab File: VX020672.D
“ ‘ 71‘ 1 ‘ 100.1 Acqg: 19 Jan 2021 20:22
0\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 60 80 100 120 140 160 180 200 I8t Ion: 43 Resp: 3461
Abundance Scan 1375 (9.470 min): VX020672.D\data.ms 100 Ratio Lower Upper
43.0 43 100
58 58.2 30.9 92.8
Raw 50
Abundance
9.470
‘ 70.9 100.0
0 \\“\‘\\\\‘\\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘9\7\]\. 2000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1375 (9.470 min): VX020672.D\data.ms (-1 1500
43.0
1000
Sub
50
500
100.0
0 \‘\ \‘ i 2071 0 —
SR AL | S b T RS
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.40 9.45 9.50 9.55

Abundance Scan 1646 (11.122 min): VX020653.D\data.ms (- #62

95.0 1720 4-Bromofluorobenzene
' Concen:  48.97 ug/l
RT: 11.122 min Scan# 1646
Ref 50 75.0 Delta R.T. -0.000 min
Lab File: VX020672.D
50.0 Acq: 19 Jan 2021 20:22
0 TT \ ‘ T \“\ \ ‘H‘\ U\‘}“‘\“\ ”M ‘ T \]_\]-\6‘\8\ \]\_4‘%\9\ T ‘ TT \‘\“ T
miz--> 40 60 80 100 120 140 160 180 '8t Ion: 95 Resp: 196466
Abundance Scan 1646 (11.122 min): VX020672.D\data.ms Ion Ratio Lower Upper
95.0 95 100
1739 174 75.1 0.0 154.6
176 69.6 0.0 155.8
Raw 50 75.0
Abundance
50.0 11[122
0 TT \ ‘ T \“\ \‘ ‘H‘\ U\‘}“‘ H HM ‘ T \]-\]-\6‘.\9\ \]-\4.‘0\.\9\ T ‘ TT \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 100000
Abundance Scan 1646 (11.122 min): VX020672.D\data.ms (-
95.0
173.9
sub 5 750 50000
50.0
Ot L 1169 1428 o=
miz--> 40 60 80 100 120 140 160 180 Time--> 11.10 11.20
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Abundance Scan 1477 (10.092 min): VX020653.D\data.ms (- #63

117.0 Chlorobenzene-d5

Concen: 50.00 ug/1l

82.1 RT: 10.098 min Scan#t 1478
Ref 50 Delta R.T. ©0.006 min

Lab File: VX020672.D

54.0 Acqg: 19 Jan 2021 20:22

400 H

o 98.9 IL,
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\’

m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 383748

Abundance Scan 1478 (10.098 min): VX020672.D\datams 10N Ratio Lower Upper
117.0 117 100

82 53.6 47.4 71.2
119 32.2 26.6 39.8

o

82.1
Raw 50
Abundance
541 250000
0\‘\\\4\?\(\)\\‘!\‘\\‘\\\\.‘\\1}"\‘\\\‘\\9\\9’\0\\\‘\\\1‘\\\\’
m/z--> 30 40 50 60 70 80 90 100 110 120 200000
Abundance Scan 1478 (10.098 min): VX020672.D\data.ms (-
117.0 150000
Sub 82.1 100000
50
50000
54.1
oL 200 71, 90 |
e e e e e ey oL e
miz--> 30 40 50 60 70 80 90 100 110 120  Time.> 10.00 10.10 10.20

Abundance Scan 1800 (12.061 min): VX020653.D\data.ms (- #72

149.9 1,4-Dichlorobenzene-d4
Concen: 50.00 ug/1
RT: 12.061 min Scan# 1800
Ref 50 115.0 Delta R.T. -0.000 min
50 780 Lab File: VX020672.D
’ Acqg: 19 Jan 2021 20:22
O,
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:152 Resp: 183873
Abundance Scan 1800 (12.061 min): VX020672.D\datams 100 Ratio Lower Upper
150.0 152 100
115 60.6 41.1 123.3
150 157.0 0.0 349.0
Raw 50
115.0 Abundance
500 780
0\\\"\\\\‘\\\M‘\\\\‘\\\\‘\\\\‘\\‘\“\‘\]\-\7\7‘.\0\\\2‘0\\7.\(\: 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1800 (12.061 min): VX020672.D\data.ms (- 150000
150.0
100000
Sub 50
wo 115.0 50000
520 7
ol L | | 177.0 2070 0
,““““ s
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 12.00 12.10
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