Quantitation Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021822\
Data File : VX027113.D

Acqg On : 18 Feb 2022 16:29

Operator : JC/MD

Sample : N1539-01 20X

Misc : 4.00g/5.0mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Time: Feb 21 00:40:08 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
Quant Title : SW846 8260

QLast Update : Tue Feb 08 07:07:46 2022

Response via : Initial Calibration

Compound R.T. QIon Response Conc

Internal Standards

1) Pentafluorobenzene 5.556 168 102652 50.
34) 1,4-Difluorobenzene 6.769 114 170447 50.
63) Chlorobenzene-d5 10.055 117 150248 50.
72) 1,4-Dichlorobenzene-d4 12.024 152 67427 50.

System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.958 65 62480 50.
Spiked Amount 50.000 Range 78 - 117 Recovery
35) Dibromofluoromethane 5.391 113 52512 51.
Spiked Amount 50.000 Range 75 - 124 Recovery
50) Toluene-d8 8.653 98 193895 52.
Spiked Amount 50.000 Range 92 - 112 Recovery
62) 4-Bromofluorobenzene 11.079 95 71570 54.
Spiked Amount 50.000 Range 83 - 123 Recovery

Target Compounds

10) Methyl Iodide 2.465 142 286 2
16) Acetone 2.386 43 354 %]
31) Cyclohexane 5.556 56 1866 %]
36) 1,1-Dichloropropene 5.556 75 7544 4
38) Carbon Tetrachloride 5.556 117 10163 6
51) 4-Methyl-2-Pentanone 8.653 43 864 %]
76) 1,2,3-Trichloropropane 11.079 75 34626 23
81) trans-1,4-Dichloro-2-b... 11.079 75 34626 71

(#) = qualifier out of range (m) = manual integration (+) =

82X020822W.M Mon Feb 21 ©0:40:19 2022

(Not Reviewed)

Units Dev(Min)

000 ug/1 .00
000 ug/1 .00
000 ug/1 .00
000 ug/1 .00

705 ug/l  ©.00

= 101.400%

711 ug/1 0.00
= 103.420%

016 ug/1 0.00
= 104.040%

536 ug/1 0.00
= 109.080%

Qvalue

442 ug/l # 70
.654 ug/l # 46
.953 ug/l # 1
.709 ug/l # 50
.050 ug/1 # 17
.509 ug/l1 # 1
.459 ug/l # 40
.765 ug/l # 3

signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021822\
Data File : VX027113.D

Acqg On : 18 Feb 2022 16:29

Operator : JC/MD

Sample : N1539-01 20X

Misc : 4.00g/5.0mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Time: Feb 21 00:40:08 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
Quant Title : SW846 8260

QLast Update : Tue Feb 08 07:07:46 2022

Response via : Initial Calibration

Abundance TIC: VX027113.D\data.ms
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Abundance Scan 734 (5.562 min): VX026805.D\data.ms (-72 #1
168.1 Ppentafluorobenzene
Concen: 50.000 ug/1l

99.0 RT: 5.556 min Scan# 7gEigtll=ples
Ref 50 Delta R.T. -0.006 min [US\ICLIRS
Lab File: vxe27113.D [(SlEIEEIsliEI0f
137.0 . . PE-1
75.0 | 11,‘3_0 ‘ | Acq: 18 Feb 2022 16:29
0\\\‘\\.\\“\i\“\w\‘\HM‘HHH\H‘\}H‘\“\\‘
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 102652

Abundance  Scan 733 (5.556 min): VX027113.D\datams ~ 1N Ratio Lower Upper
168.1 168 100

99 60.1 50.3 75.5

99.0
Raw 50
Abundance
118 0137_0 5.556
75.0 .
\3\6\.‘0\ \5\5‘1.?\ ”\“\ w 4 \‘\w T \H‘ T T }‘\ T \“\ ™ 30000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 733 (5.556 min): VX027113.D\data.ms (-68
168.1 20000
99.0
Sub
50 10000
. 0137 0
75.0 .
o380 329 . L L e
mize> 40 60 80 100 120 140 160  Time..> 5.40 5.50 5.60 5.70

Abundance Scan 225 (2.459 min): VX026805.D\data.ms (-21 #10

142.0  Methyl Iodide
Concen: 2.442 ug/l
RT: 2.465 min Scan# 226
Ref 50 126.9 Delta R.T. ©.006 min
Lab File: VX027113.D
Acq: 18 Feb 2022 16:29
G 635 | H‘
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ . .
m/z--> 40 60 80 100 120 140  Tgt Ion:142 Resp: 286
Abundance  Scan 226 (2.465 min): VX027113.D\datams ~ 10N Ratlo Lower Upper
20.0 1419 142 100
127 28.3 38.1 57.1#
141 0.0 11.2 16.8#
Raw 50
126.9 Abundance
2.465
150
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140
Abundance Scan 226 (2.465 min): VX027113.D\data.ms (-17
141.9 100
Sub
50 126.9 50
40.0
R N e e e
m/z--> 40 60 80 100 120 140 Time--> 2.45 2.50
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Abundance Scan 213 (2.386 min): VX026805.D\data.ms (-1 #16

43.1 Acetone
Concen: 0.654 ug/l
RT: 2.386 min Scan# 21EdllEies
Ref 50 Delta R.T. ©.000 min  [US\ICLS
58.0 Lab File: Vvx@27113.D [(GUEREERIEIE
Acq: 18 Feb 2022 16:29 =
0 \H‘HH‘H‘M‘M‘ \“HH‘H.H‘\H\’HH’HH’HH‘-\\H‘HH
m/z--> 30 35 40 45 50 55 60 65 70 75 80 '8t Ion: 43 Resp: 354
Abundance  Scan 213 (2.386 min): VX027113.D\datams 10N Ratio Lower Upper
43.0 43 100
58 0.0 23.0 34.6#
Raw 50
Abundance
250 2.386
O\H‘HH‘HH‘H\‘HH‘HH‘\\\\’HH’HH’HH‘HH‘HH 200
m/z--> 30 35 40 45 50 55 60 65 70 75 80
Abundance Scan 213 (2.386 min): VX027113.D\data.ms (-16
43.0 150
100
Sub
50
50
O e e e e
miz--> 30 35 40 45 50 55 60 65 70 75 80  Time--> 235 240

Abundance Scan 720 (5.477 min): VX026805.D\data.ms (-70 #31
56.1  84.0 Cyclohexane

Concen: 0.953 ug/l

RT: 5.556 min Scan# 733
Ref 50 Delta R.T. ©.079 min
Lab File: VX027113.D
Acq: 18 Feb 2022 16:29

0 “\“f\\“\‘\\\’\\\\‘\\H‘HH‘HH‘
miz--> 40 60 80 100 120 140 160 Tgt Ion: 56 Resp: 1866
Abundance  Scan 733 (5.556 min): VX027113.D\datams 100 Ratio Lower Upper

168.1 56 100
69 182.6 25.8 38.6#
99.0 84 166.9 68.9 103.3#
Raw 50
Abundance
1180137.0
0 \3\6\‘.?\ \5\5‘\‘.?\ }‘7\?\"(})1”\ \‘\‘i T T \“.1 T }‘\ T \“\ ™
miz--> 40 60 80 100 120 140 160 1000
Abundance Scan 733 (5.556 min): VX027113.D\data.ms (-67
168.1
99.0
Sub 500
50
11801370
0380 ‘5‘5"?‘1‘757;?;‘“N,‘HH“.;HW:‘H_ - O e
miz--> 40 60 80 100 120 140 160 Time--> 5.50 5.55 5.60
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Abundance Scan 800 (5.964 min): VX026805.D\data.ms (-78 #33

63.0 1,2-Dichloroethane-d4
Concen: 50.705 ug/1l
RT: 5.958 min Scan# 7{gEitigl=nies
Ref 50 51.0 Delta R.T. -0.006 min [ISMOLWS
102.0 Lab File: vxe27113.D |SQICNEEWIEEE
Acq: 18 Feb 2022 16:29 =
0\\‘\3\3\.?\\\‘\“\‘\H“\‘\i\“HH‘HH‘HH‘HM‘H\
m/z--> 30 40 50 60 70 80 90 100 110 T8t Ion: 65 Resp: 62480
Abundance  Scan 799 (5.958 min): VX027113.D\datams 10" Ratio Lower Upper
65.0 65 100
67 53.6 0.0 100.8
Raw 50
51.0 Abundance
102.0 5.958
ol 32 1l 839 B 20000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
mlz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 799 (5.958 min): VX027113.D\data.ms (-75 15000
63.0
10000
Sub
50
51.0 5000
102.0
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 5.90 6.00 6.10

Abundance Scan 932 (6.769 min): VX026805.D\data.ms (-92 #34

1141 1,4-Difluorobenzene
Concen: 50.000 ug/l

RT: 6.769 min Scan# 932

Ref 50 Delta R.T. ©.000 min
63.1 Lab File: VX027113.D
’ 88.0 : :
50.0 750 Acq: 18 Feb 2022 16:29
0 \‘\3\7(:"_\\\\“\\{‘\““\H\U\\“HH‘\‘1‘\\‘\\\\‘\“\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 '8t Ion:114 Resp: 176447

Abundance  Scan 932 (6.769 min): VX027113.D\data.ms 10N Ratio Lower Upper
114.0 114 100

63 19.6 0.0 42.8
0.0

88 15.8 33.0
Raw 50
Abundance
63.1 88.0 6.169
0 3?70 59‘1 . u‘\ m7?'0 | ‘ L il 60000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 932 (6.769 min): VX027113.D\data.ms (-88
114.0 40000
Sub 50 20000
0 37.0 50\1 | u‘\ “‘7?.0 | |y Al
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\ \\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.70 6.80 6.90
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Abundance Scan 706 (5.391 min): VX026805.D\data.ms (-69 #35

97.0 Dibromofluoromethane
Concen: 51.711 ug/1
RT: 5.391 min Scan# 7(EeglEies
Ref 50 61.0 Delta R.T. ©.000 min  [USI\ACXWS
Lab File: Vx@27113.D [(GICHIEEIelE(CR
18.9 1019 Acq: 18 Feb 2022 16:29 [H=3E
0 ‘31"(% - M - \““i ‘W‘i“ ! “‘\‘ e ‘J"‘S?‘?‘ T ‘\!\‘ ‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 52512
Abundance  Scan 706 (5.391 min): VX027113.D\datams ~ 10N Ratlo Lower Upper
110.9 113 100
111 102.1 81.2 121.8
192 20.3 15.0 22.4
Raw 50
Abundance
78.9 191.9 5.391
ol 441 U o “15‘99 - 15000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 706 (5.391 min): VX027113.D\data.ms (-65
11p.9 10000
sub 50 5000
78.9 191.9
G“4‘?.‘0“‘\‘“‘U"HH‘\“}‘\““\“%‘5‘\9‘-?“\“““\ N LN LR L
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
Abundance Scan 756 (5.696 min): VX026805.D\data.ms (-74 #36
73.0 116.9 1,1-Dichloropropene
' Concen: 4.709 ug/l

RT: 5.556 min Scan# 733

Ref 501 39.1 Delta R.T. -0.140 min
Lab File: VX@27113.D
Acq: 18 Feb 2022 16:29
o 949 LIl
- \\\‘\\\‘\\\\‘\\\\’\\\\‘ . .
m/z--> 40 60 80 100 120 140 160 Tgt Ion: 75 Resp: 7544
Abundance  Scan 733 (5.556 min): VX027113.D\data.ms Ion Ratio Lower Upper
168.1 75 100
110 8.8 17.2 51.6#
99.0 77 0.0 24.6 36.8%
Raw 50
Abundance
18 0137.0 2500 5.556
0 \3\(?.?\ \5\5‘1.(‘)‘\ }‘7\?\"(})\‘”\ \‘\w TTT \“.1 T }‘\ T \“\ ™
miz--> 40 60 80 100 120 140 160 2000
Abundance Scan 733 (5.556 min): VX027113.D\data.ms (-70
168.1 1500
99.0
Sub 1000
50
500
118 0137 0
0‘359‘55?‘ri?e‘hw“‘ﬁw“‘_N“,‘M“ S R
miz--> 40 60 80 100 120 140 160 Time--> 550 5.60

VX027113.D 82X020822W.M
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Abundance Scan 754 (5.684 min): VX026805.D\data.ms (-74 #38

118.9 Carbon Tetrachloride
75.0 Concen: 6.050 ug/1
RT: 5.556 min Scan# 78 lEgies
Ref 50 Delta R.T. -0.128 min |US\ICLRS
Lab File: vxe27113.D [(SlEIEEIsliEI0f
47.0 PE-1
‘ ‘ ‘ ‘ ‘ Acq: 18 Feb 2022 16:29
0 ‘\\‘\\‘\\“}““\\\8’\\“‘\\‘\\\\‘\\\\‘\\\\‘
m/z--> 80 100 120 140 160 Tgt IOFIZ:!.17 RESpZ 10163
Abundance Scan 733 (5.556 min): VX027113.D\datams ~ 1on Ratio Lower Upper
168.1 117 100
119 4.8 74.7 112.1#
99.0 121 0.0 25.4 38.0#
Raw 50
Abundance
11802370 5.556
75.0 .
\:3\6\.‘0\\5\5\?\”“H}\\\"‘\\\\“}\\\‘\}\\‘\“\\‘ 3000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 733 (5.556 min): VX027113.D\data.ms (-70
168.1 2000
99.0
Sub
50 1000
8. o137.0
75.0
0‘376“0“5‘5‘?‘1‘ AV U B Y S e
m/z--> 40 60 80 100 120 140 160 Time--> 550 5.60
Abundance Scan 1241 (8.653 min): VX026805.D\data.ms (-1 #50
98.1 Toluene-d8
Concen: 52.016 ug/1
RT: 8.653 min Scan# 1241
Ref 50 Delta R.T. ©.000 min
Lab File: VX027113.D
420 541 701 Acq: 18 Feb 2022 16:29
G\‘\\\\‘!\\\‘i\‘\‘\\‘\\\‘\“\\\\8‘2\\1\\‘\\\“‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: .98 Resp: 193895
Abundance Scan 1241 (8.653 min): VX027113.D\datams 10N Ratlo Lower Upper
98.1 98 100
100 66.1 53.2 79.8
Raw 50
Abundance
42.1 70.1 8453
1 541 :
0\‘\\\\‘\‘\\\‘1\‘\\‘\\‘\‘\“\\\\8‘2\\1\\‘\\\“‘\\\\‘\ 100000
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 1241 (8.653 min): VX027113.D\data.ms (-1
98.1
50000
Sub
50
421 541 70.1
Y Y N YT NI e
miz--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70
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Abundance Scan 1228 (8.574 min): VX026805.D\data.ms (-1 #51

431 4-Methyl-2-Pentanone
Concen: 0.509 ug/l
RT: 8.653 min Scan# 11EdllEies
Ref 50 58.1 Delta R.T. ©.079 min  [USNCLWS
Lab File: Vx027113.D [SlEEQISEIAEI
“ ‘ 371 10?1 Acq: 18 Feb 2022 16:29 W=
m/z--> 30 4b 50 Gb 75 g0 % 100 Tt Ion: 43 Resp: 864
Abundance Scan 1241 (8.653 min): VX027113.D\datams 10" Ratio Lower Upper

Raw 50

0

42‘-1 54.1
L

70.1
| 821

98.1 43 100
58 190.7 30.5 45.7#

Abundance
1000

m/z-->
Abundance

Sub 50

42.1 541
ol

30 40 50 60 70 80 90 100
Scan 1241 (8.653 min): VX027113.D\data.ms (-1

70.1
| 821

800

98.1 600 .653

400

200

Jl 0

(=)

m/z-->

30 40 50 60 70 80 90 100 Time--> 860 865 870

Abundance Scan 1639 (11.079 min): VX026805.D\data.ms (- #62

Ref 50
0,

m/z-->
Abundance

Raw 50

75.0

50.1

40 60 80

95.0

117.0 141.0

4-Bromofluorobenzene
174.0 Concen: 54.536 ug/1l
RT: 11.079 min Scan# 1639
Delta R.T. ©0.000 min
Lab File: VX027113.D
Acq: 18 Feb 2022 16:29

100 120 140

160 180 T8t Ion: 95 Resp: 71570

Scan 1639 (11.079 min): VX027113.D\datams 10N Ratio Lower Upper

75.0

50.1
MHHwHMu

95.0

1169 1429

95 100
1740 174 77.7 0.0 148.6
176 75.0 0.0 141.4

Abundance

o

m/z-->
Abundance

Sub
50

60 80

75.0

50.1

100 120 140

95.0

40
Scan 1639 (11.079 min): VX027113.D\data.ms (-
- 30000
174.0
20000
10000
k) 1160 1429 ol

50000 11'ﬁ79

160 180 40000

m/z-->

40 60 80

VX027113.D 82X020822W.M

100 120 140

160 180 Time-> 11.00 11.10

Mon Feb 21 00:40:24 2022
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Abundance Scan 1471 (10.055 min): VX026805.D\data.ms (- #63

117.1 Chlorobenzene-d5

Concen: 50.000 ug/1l

82.1 RT: 10.055 min Scan# 1{gEigil=laies
Ref 50 Delta R.T. ©.000 min MSVOA_X
541 Lab File: Vx@27113.D [(GICHIEEIelE(CR

200 Acq: 18 Feb 2022 16:29 =
Ly H NN 99.0 1L,

m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 150248

Abundance Scan 1471 (10.055 min): VX027113.D\datams 10N Ratio Lower Upper
117.1 117 100

82 54.1 45.2 67.8
119 31.6 26.2 39.2

o

82.1
Raw 50
Abundance
54.1 10.055
201 || oh 090 | 100000
0\\‘\\\}‘\‘\\\‘\\\\‘\\\\-‘\\\\‘i\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110120 80000
Abundance Scan 1471 (10.055 min): VX027113.D\data.ms (-
11y1 60000
Sub 82.1 40000
50
541 20000
40.0
G‘w‘HWJH‘J‘NM‘J,HHim‘W‘?%QHW‘HEMH“ e
miz--> 30 40 50 60 70 80 90 100 110120  Time--> 10.00 10.10 10.20

Abundance Scan 1794 (12.024 min): VX026805.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

RT: 12.024 min Scan# 1794
Ref 50 115.0 Delta R.T. ©0.000 min

78.0 Lab File: VX@27113.D
52.0 ‘ Acq: 18 Feb 2022 16:29
0+ \“i T “‘\“‘\‘\ \“‘ ’ \‘\95?\ T \“ \1\3\2\1‘ T \w\ T
m/z--> 40 60 80 100 120 140 160 18t Ion:152 Resp: 67427

Abundance Scan 1794 (12.024 min): VX027113.D\data.ms 10N Ratio Lower Upper
150.0 152 100

115 60.4 44.2 132.6
150 157.9 0.0 348.2

Raw 50 115.0 Abundance
521 /81
oot L ero | amo i %
miz--> 40 60 80 100 120 140 160
Abundance Scan 1794 (12.024 min): VX027113 Didatams (. 60000 12024
150.0
40000
Sub 50
115.0 20000
51 781
0 ‘3‘5‘-4‘”‘\‘“““‘\‘,“‘97,0‘”;\_1‘3‘23”\“\‘_ ot
miz--> 40 60 80 100 120 140 160 Time-> 1200  12.10
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Abundance Scan 1666 (11.244 min): VX026805.D\data.ms (- #76

73.0 1,2,3-Trichloropropane
Concen: 23.459 ug/l
RT: 11.079 min Scan#t 1(gSagilnl=alee
Ref 50 110.0 Delta R.T. -0.165 min MS_VO/-\_X
39.1 Lab File: Vvx@27113.D [GUEQISEENIEH
‘ Acq: 18 Feb 2022 16:29 =
0\\\‘\\‘\\“H}\\\‘\\\\H‘\\‘\\‘\\\\‘\\\\‘\\\\‘\ . . 2
m/z--> 40 60 80 100 120 140 160 180 18t Ion: 75 Resp: = 34626
Abundance Scan 1639 (11.079 min): VX027113.D\datams 10" Ratio Lower Upper
95.0 75 100
174.0 77 1.1 18.3 54.8%
Raw 50 75.0
Abundance
50.1 25000 11.079
o i Ll 1169 1420 [
[ i | T [ [ [ [ 20000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1639 (11.079 min): VX027113.D\data.ms (-
95.0 15000
174.0
10000
sub 75.0
5000
50.1
bbb epr g 1189 1420 [ ol e
m/z-> 40 60 80 100 120 140 160 180 Time--> 11.00 11.10

Abundance Scan 1629 (11.018 min): VX026805.D\data.ms (- #81

53.1 88.0 trans-1,4-Dichloro-2-butene
Concen: 71.765 ug/1
RT: 11.079 min Scan# 1639
Ref 50 Delta R.T. ©0.061 min
Lab File: VX027113.D
Acq: 18 Feb 2022 16:29
= ‘\“HH‘\‘H‘HH‘\‘H\‘HH‘HH‘\ . .
m/z--> 40 60 80 100 120 140 160 1g0 18t Ion: 75 Resp: = 34626
Abundance Scan 1639 (11.079 min): VX027113.D\datams 1ON Ratlo Lower Upper
95.0 75 100
174.0 53 0.0 94.0 141.0#
89 0.0 37.0  55.4#
Raw 50 75.0
Abundance
50.1 25000 11.079
Ot \“\ ft H‘\ U\‘}H } ”H \\1\1\6\9\ \]\-4?\9\ T \‘\‘ T
\ l [T I I I I I 20000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1639 (11.079 min): VX027113.D\data.ms (-
95.0 15000
174.0
10000
Sub 50 75.0
5000
50.1
olir st 1189 1020 | ot
m/z-—-> 40 60 80 100 120 140 160 180 Time--> 11.00 11.10
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