Data Path :

Data File : VX@21951.D

Acqg On : 13 May 2021 01:28
Operator : JC/MD

Sample : M2340-02 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23

Quant Time: May 13 06:29:45 2021

Quant Method :
Quant Title
QLast Update
Response via :

Compound

Quantitation Report

Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051321\

Response

(LSC Reviewed)

Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051321W.M
: METHOD 624 VOLATILE ORGANIC ANALYSIS
: Thu May 13 06:11:35 2021
Initial Calibration

Conc Units Dev(Min)

Internal Standards

1) Bromochloromethane
28) 1,4-Difluorobenzene
57) Chlorobenzene-d5

System Monitoring Compounds
27) 1,2-Dichloroethane-d4
Spiked Amount 30.000
60) 4-Bromofluorobenzene

Spiked Amount 30.000
63) Toluene-d8
Spiked Amount 30.000

Target Compounds

12) Methyl Acetate

15) Acetone

25) Chloroform

30) 2-Butanone

44) Isopropyl Acetate
58) 4-Methyl-2-Pentanone
59) 2-Hexanone

Range
11
Range

Range

R.T. QIon
903 128
769 114
055 117
.964 65

91 110

.085 95

63 112
.653 98

91 112
709 43
379 58
098 83
568 43
348 43
573 43
433 43

17704 30
104317 30.
92734 30.
41591 30.
Recovery
47305 30.
Recovery
125572 29.
Recovery
52331 35.
414891 2340
3942 1.
4623 5

3632 1.
22199 11.
19624 14.

.00 ug/l 0.00
00 ug/l 0.00
00 ug/l 0.00
50 ug/1 0.00
= 101.67%
74 ug/1 0.00
= 102.47%
63 ug/l 0.00
= 98.77%
Qvalue
96 ug/l 95
.81 ug/1 93
86 ug/1 94
.00 ug/l # 75

17 ug/1 # 82
87 ug/l # 85
17 ug/1 98

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

manual integration (+)

624X051321W.M Thu May 13 11:19:12 2021

signals summed
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Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051321\
Data File : VX021951.D

Acqg On : 13 May 2021 01:28
Operator : JC/MD

Sample : M2340-02 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Time: May 13 06:29:45 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051321W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

QLast Update : Thu May 13 06:11:35 2021

Response via : Initial Calibration

Abundance TIC: VX021951.D\data.ms
1.4e+07
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1.3e+07
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Abundance Scan 627 (4.909 min): VX021934.D\data.ms (-61 #1

49.0 Bromochloromethane
130.0 Concen: 30.00 ug/1
RT: 4.903 min Scan# 626
Ref 50 Delta R.T. -0.006 min
67.1 93.0 Lab File: VX@21951.D
‘ ‘ Acq: 13 May 2021 ©1:28
AT T Y e
m/z--> 40 60 80 100 120 Tgt Ion:}28 RESpZ 17704
Abundance  Scan 626 (4.903 min): VX021951.D\datams 10" Ratio Lower Upper
490 128 100
130.0 49 175.9 0.0 442.5
130 129.5 0.0 323.3
Raw 50
93.0 Abundance
‘ 78.9 ‘ 10000
0\\‘\“\“1\\?3\8\\\‘\\\“\ \:\LJ\-S\Q‘\\\\‘
m/z--> 40 60 80 100 120 8000
Abundance Scan 626 (4.903 min): VX021951.D\data.ms (-54
49.0 6000
130.0
sub 4000
50
93.0 2000
‘ 78.9 ‘
o‘“‘m‘mg O
m/z--> 40 60 80 100 120 Time-> 4.80 490 5.00

Abundance Scan 266 (2.708 min): VX021934.D\data.ms (-25 #12

43.1 Methyl Acetate
Concen: 35.96 ug/1
RT: 2.709 min Scan# 266
Ref 50 Delta R.T. ©.000 min
741 Lab File: VX021951.D
59‘.1 Acqg: 13 May 2021 01:28
0 H‘HH‘HH‘H‘ HHH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘ . .
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 Tgt Ion: 43 Resp: 52331
Abundance  Scan 266 (2.709 min): VX021951.D\data.ms Ion Ratio Lower Upper
43.1 43 100
74 25.5 18.5 27.7
Raw 50
Abundance
74.1 2.1709
59.1
0 H‘HH‘Z-HO‘\‘\‘ M‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘\-\H‘HH‘
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 20000
Abundance Scan 266 (2.709 min): VX021951.D\data.ms (-18
43.0
Sub 10000
50
74.1
‘ 59.1
b BT O ek rrrrprereprret e 880 e e
m/z-—-> 30 35 40 45 50 55 60 65 70 75 80 85  Time--> 2,65 2.70 2.75
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Abundance Scan 213 (2.385 min): VX021934.D\data.ms (-20 #15

43.1 Acetone
Concen: 2340.81 ug/l
RT: 2.379 min Scan# 212
Ref 50 Delta R.T. -0.006 min
58.1 Lab File: VX@21951.D
Acqg: 13 May 2021 01:28
0\‘\\\‘M‘\‘iH‘\\\\‘\\\\‘\7\5-\()\‘\\\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 Tgt Ion: ‘58 RESpZ 414891
Abundance  Scan 212 (2.379 min): VX021951.D\datams 19" Ratlo Lower Upper
43.1 58 100
43 297.8 249.5 374.3
Raw 50
58.1 Abundance
0\‘\\\‘\‘“‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\9‘1?0\\\‘ 600000
m/z--> 30 40 50 60 70 80 90
Abundance Scan 212 (2.379 min): VX021951.D\data.ms (-13
43.0 400000
Sub . .379
581 200000
G\‘\\\‘\‘“‘\‘\H‘\\H‘HH‘HH‘HH‘HH‘ 0\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 Time-->  2.302.352.402.45
Abundance Scan 659 (5.104 min): VX021934.D\data.ms (-64 #25
83.0 Chloroform
Concen: 1.86 ug/l
RT: 5.098 min Scan# 658
Ref 50 Delta R.T. -0.006 min
47.0 Lab File: VX@21951.D
Acqg: 13 May 2021 01:28
0 ‘ | ‘\\ 700 || 117.9
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\ . .
m/z--> 30 40 50 60 70 80 90 100110120  'gt Ion: 83 Resp: 3942
Abundance  Scan 658 (5.098 min): VX021951.D\data.ms Ion Ratio Lower Upper
84.9 83 100
85 69.5 51.9 77.9
Raw 50
46.9 Abundance
5.098
‘ 118.0
0\\‘\\‘\‘\l\\‘\“}\\\\‘\\\\‘\\\\"\\\‘\‘\\\\’\\\\‘\\\}’\\\\ 1000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 658 (5.098 min): VX021951.D\data.ms (-57
82.9
500
Sub
50
46.9
N | . g
miz--> 30 40 50 60 70 80 90 100 110 120  Time-> 5.00 510  5.20
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Abundance Scan 800 (5.964 min): VX021934.D\data.ms (-79 #27

65.1 1,2-Dichloroethane-d4
Concen: 30.50 ug/1

RT: 5.964 min Scan# 800

Ref 50 51.0 Delta R.T. ©0.000 min
Lab File: VX@21951.D
35.0 | 102‘-0 Acq: 13 May 2021 01:28
L) o AL ‘
miz--> 30 40 50 60 70 80 90 100 110 Tet Ton: 65 Resp: 41591
Abundance  Scan 800 (5.964 min): VX021951.D\datams 10N Ratio Lower Upper
65.1 65 100

67 52.7 41.5 62.3

Raw 50 51.1
Abundance
102.0 15000 5.964
RN I
0\\‘\H‘\"\H‘\“HH“\\H‘HH‘HH‘HH‘HH‘H
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 800 (5.964 min): VX021951.D\data.ms (-71 10000
65.1
Sub
50 51.1 5000
102.0
37.1 ‘
GH_HM,HNWH_m“m‘WHWHW‘HW e
miz-> 30 40 50 60 70 80 90 100 110 Time--> 590 6.00

Abundance Scan 932 (6.769 min): VX021934.D\data.ms (-92 #28

1141 1,4-Difluorobenzene
Concen: 30.00 ug/1

RT: 6.769 min Scan# 932
Ref 50 Delta R.T. -0.000 min

Lab File: VX021951.D

63.0 88.1 Acq: 13 May 2021 01:28

7 \3\7\‘.:‘[\ f \5\0“‘.\]\-1‘\ “\‘ tr }“‘7\?\.\0“\ Tt \‘ T \‘1‘\ T tt ‘\ T
m/z--> 30 40 50 60 70 80 90 100 110 120 'gt Ion:114 Resp: 104317
Abundance  Scan 932 (6.769 min): VX021951.D\datams ~ 100 Ratio Lower Upper
114.1 114 100

63 20.0 16.6 25.0

88 16.5 13.1 19.7

o

Raw 50
Abundance
co1 63.1 88.0 40000
O T \S\Z\‘.‘:‘L\ T \““.\ T i‘\ H‘} T 1“‘7\?\':\[“\ T \‘1‘\ T = ‘\ T
m/z--> 30 40 50 60 70 80 90 100 110 120 30000
Abundance Scan 932 (6.769 min): VX021951.D\data.ms (-85
114.1
20000
Sub 50
10000
63.1 88.0
T e e e B e o e e o
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.70 6.80
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Abundance Scan 570 (4.562 min): VX021934.D\data.ms (-56 #30

43.1 2-Butanone
Concen: 5.00 ug/1l
RT: 4.568 min Scan# 571
Ref 50 Delta R.T. ©0.006 min
72.1 Lab File: VX021951.D
57‘.1 Acqg: 13 May 2021 01:28
0 ‘HH’HH‘\} H\H\‘\H\‘\\H‘\\H‘HH‘HH“\H\‘HH‘
m/z--> 30 35 40 45 50 55 60 65 70 75 80 Tgt Ion: 43 Resp: 4623
Abundance  Scan 571 (4.568 min): VX021951.D\datams ~ 100 Ratlo Lower Upper
43.1 43 100
57 3.8 6.4 9.6#
75.1 72 12.8 22.1 33.1#
Raw 50
Abundance
1500
| H ‘ 57.1
0 ‘HH’H\‘\‘\‘\ \‘\H\‘\H‘\‘\\‘H‘\\H‘HH‘HH“\H\‘HH‘
m/z--> 30 35 40 45 50 55 60 65 70 75 80
Abundance Scan 571 (4.568 min): VX021951.D\data.ms (-48 1000
431
75.1
Sub
50 500
57.1
o) SN 11 N MR L S s

miz--> 30 35 40 45 50 55 60 65 70 75 80  Time--> 450  4.60

Abundance Scan 863 (6.348 min): VX021934.D\data.ms (-84 #44

43.1 Isopropyl Acetate
Concen: 1.17 ug/1
RT: 6.348 min Scan# 863
Ref 50 Delta R.T. ©.000 min
61.1 Lab File: VX021951.D
| ' 87‘.1 Acq: 13 May 2021 01:28
0 ‘\\\\‘“\‘“\\‘\\\\“\\\\’\\\\‘\\\\‘\\\\‘\.\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 43 Resp: 3632
Abundance  Scan 863 (6.348 min): VX021951.D\data.ms Ion Ratio Lower Upper
43.0 43 100
61 12.9 17.0 25.4%
Raw 50
Abundance
|l T
0 ‘\\\\‘l\\\\‘\\\\“\\\\"\\\\‘\\\\‘\\\\‘\\\\‘ 1000
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 863 (6.348 min): VX021951.D\data.ms (-78
43.0
500
Sub
50
610 _ = 830 r/\/\\
) S T e ol
0‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘

miz--> 30 40 50 60 70 80 90 100  Time-> 6.256.306.356.40
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Abundance Scan 1471 (10.055 min): VX021934.D\data.ms (- #57
1171 Chlorobenzene-d5
Concen: 30.00 ug/1

82.1 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. -0.000 min
54.1 Lab File:  VX@21951.D
40.0 Acqg: 13 May 2021 01:28
0\‘\\\\‘}\‘\\\‘\\\\‘\\\\‘\\1\‘“\‘\\\‘\\9\\9‘\0\\\‘\\\\“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 92734

Abundance Scan 1471 (10.055 min): VX021951 D\datams 10N Ratio Lower Upper
117.1 117 100

82 59.4 44.9 67.3

82.1 119 31.4 25.0 37.6
Raw 50
Abundance
54.1
401 H 60000
0\‘\\\\‘“\‘\\\‘\\\\‘\\\\‘\\1\‘“\‘\\\‘\\9\\9‘\0\\\‘\\\\“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1471 (10.055 min): VX021951.D\data.ms (- 40000
117.1
82.1
sub 20000
54.1
SN EIMSUIS & M FPIN H HUSE 4 | . T
miz--> 30 40 50 60 70 80 90 100 110 120  Time->  10.00  10.10

Abundance Scan 1229 (8.579 min): VX021934.D\data.ms (-1 #58

43.0 4-Methyl-2-Pentanone
Concen: 11.87 ug/1l
RT: 8.573 min Scan# 1228
Ref 50 58.1 Delta R.T. -0.006 min
Lab File: VX021951.D
851  100.1 Acq: 13 May 2021 ©1:28
el eea
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\ . .
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 43 Resp: 22199
Abundance Scan 1228 (8.573 min): VX021951.D\data.ms Ion Ratio Lower Upper
43.1 43 100
58 29.7 31.8 47 . 6%
85 13.0 14.9 22.3#
Raw 50
58.1 Abundance
10000
85.1 1002 8.513
‘ | | 75\'0 ‘ ‘\
0\‘\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\ 8000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 1228 (8.573 min): VX021951.D\data.ms (-1
a1 6000
4000
Sub
50
58.1 2000
85.1 1002
s | 0
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\ \\\‘\\\\’\\\\‘\\\\‘\\
miz--> 30 40 50 60 70 80 90 100 Time--> 8.50 8.55 8.60 8.65
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Abundance Scan 1369 (9.433 min): VX021934.D\data.ms (-1 #59

3.1 2-Hexanone
Concen: 14.17 ug/1l
58.1 RT: 9.433 min Scan# 1369
Ref 50 Delta R.T. ©0.000 min
Lab File: VX021951.D
‘ ‘ ‘ 711 85‘.1 100.1 Acqg: 13 May 2021 01:28
0 \‘\H\‘\‘\‘H‘\‘\‘H“\H\“HH‘HH’HH‘HH‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 43 Resp: 19624
Abundance Scan 1369 (9.433 min): VX021951.D\datams ~ 10N Ratlo Lower Upper
43.1 43 100
58 58.2 45.3 67.9
58.1 57 20.2 15.0 22.6
Raw 50
Abundance
100.2 9433
Ll o st R
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 10000
Abundance Scan 1369 (9.433 min): VX021951.D\data.ms (-1
43.1
Sub 58.1 5000
50
N Nl 0
[ R e o L LA R R B
m/z--> 30 40 50 60 70 80 90 100 Time--> 9.35 9.40 9.45 9.50

Abundance Scan 1640 (11.085 min): VX021934.D\data.ms (- #60

93.1 4-Bromofluorobenzene
174.0 Concen: 30.74 ug/1
75.0 RT: 11.085 min Scan# 1640
Ref 50 : Delta R.T. 0.000 min
Lab File: VX021951.D
50.1 Acq: 13 May 2021 01:28
0 T \ ‘ T \“\ \‘ ‘m\ U\‘M“\w H\‘ ‘ T \1\1\7‘:\“\ \1\4‘1\(\)\ T ‘ 1T
m/z--> 40 60 80 100 120 140 160 180 I8t Ion: 95 Resp: 47365
Abundance Scan 1640 (11.085 min): VX021951.D\datams 100 Ratio Lower Upper
95.1 95 100
174 66.5 52.2 78.2
1741 176  64.6 49.3 73.9
Raw 50 75.1
Abundance
50.1 11.085
116.0 142.8
0+ \”“ t \“\ \“H‘\ H ““‘\‘1 \““‘ L L L B B \‘\“\ 30000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1640 (11.085 min): VX021951.D\data.ms (-
931 20000
174.1
Sub
50 7l 10000
50.0
obdath L 1160 2008 oL
miz--> 40 60 80 100 120 140 160 180 Time--> 11.05 11.10
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Abundance Scan 1241 (8.652 min): VX021934.D\data.ms (-1 #63

98.1 Toluene-d8

Concen: 29.63 ug/l

RT: 8.653 min Scan# 1241

Ref 50 Delta R.T. ©0.001 min
Lab File: VX021951.D
420 541 70.1 Acqg: 13 May 2021 01:28
0 ‘\\\i“\\H“H.M‘\\‘1\“\\1\8‘2\‘.}\\‘\1\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 125572
Abundance Scan 1241 (8.653 min): VX021951.D\datams 10" Ratio Lower Upper
98.2 98 100
100 66.8 52.6 78.8
Raw 50
Abundance
80000 8.653
421 541 70.1
0 ‘\\\H‘H‘H‘“H\‘\‘\\‘\‘\“\\\\8‘2\.}\\‘\\‘\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 60000
Abundance Scan 1241 (8.653 min): VX021951.D\data.ms (-1
98.2
40000
Sub
50 20000
421 541 70.1
0 _H;‘M"JM“M‘ewu“8‘2"‘1“_0“““”“‘ o
miz--> 30 40 50 60 70 80 90 100 Time--> 860 870
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