Quantitation Report

Data Path :

Data File : VN@70083.D

Acqg On : 14 Dec 2021 20:31
Operator : JC/MD

Sample : M5018-29ME

Misc

ALS Vvial : 23  Sample Multiplier: 1
Quant Time: Dec 15 ©5:22:43 2021

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

Fri Dec 03 08:46:47 2021
Initial Calibration

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\

: 5.00g/10mL/100ul/5.00mL/MSVOA_N/MEOH

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M

(QT Reviewed)

Manual Integrations
APPROVED

Units Dev(Min)

R.T. QIon
080 168
963 114
746 117
675 152
.432 65

61 - 141

.019 113

69 - 133
440 98

65 - 126
733 95

58 - 135
299 59

307 43

859 43
066 84

351 43

Response Conc
1136323 50.
2213526 50.
2311762 50.
1090009 50.
933708 53.
Recovery
617049 44,
Recovery
2809010 50.
Recovery
1172647 58.
Recovery
33050m 9
12090 1
87895 2.
6084m %]
149079 10.

000 ug/1 0.00

000 ug/1 0.00

000 ug/1 0.00

000 ug/l 0.00

218 ug/1 0.00

= 106.440%

504 ug/1 0.00

= 89.000%

456 ug/1 0.00

= 100.920%

141 ug/1 0.00

= 116.280%
Qvalue

966 ug/l

.146 ug/1 93

759 ug/l # 76

.434 ug/1

396 ug/l 91

Compound
Internal Standards
1) Pentafluorobenzene 8
34) 1,4-Difluorobenzene 8
63) Chlorobenzene-d5 11
72) 1,4-Dichlorobenzene-d4 13
System Monitoring Compounds
33) 1,2-Dichloroethane-d4 8
Spiked Amount 50.000 Range
35) Dibromofluoromethane 8
Spiked Amount 50.000 Range
50) Toluene-d8 10.
Spiked Amount 50.000 Range
62) 4-Bromofluorobenzene 12.
Spiked Amount 50.000 Range
Target Compounds
11) Tert butyl alcohol
16) Acetone
18) Methyl Acetate
20) Methylene Chloride
25) 2-Butanone
(#) = qualifier out of range (m) =

82N120221W.M Tue Dec 21 11:24:12 2021

manual integration (+) =

signals summed

Reviewed By :John Carlone
Supervised By :Mahesh Dadoda
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN@70083.D

Acqg On : 14 Dec 2021 20:31
Operator : JC/MD
Sample : M5018-29ME
Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH
ALS vial : 23  Sample Multiplier: 1
Manual Integrations
Quant Time: Dec 15 ©5:22:43 2021 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M Reviewed By :John Carlone  12/15/2021

Quant Title : SW846 8260 Supervised By :Mahesh Dadoda ~ 12/21/2021
QLast Update : Fri Dec 03 08:46:47 2021
Response via : Initial Calibration

Abundance TIC: VN070083.D\data.ms
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o= e N I e e R e
Time--> 2.00 3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00
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Abundance Scan 2273 (8.086 min): VN069703.D\data.ms (-2 #1

56.0 168.0 Pentafluorobenzene
84.0 Concen: 50.000 ug/1
RT: 8.080 min Scan# 2[glSidtpl=lpies
Ref 50 Delta R.T. -0.006 min [US\eZEN
Lab File: VN@70083.D (GUEINEETSIEIR
‘ 137.0 Acq: 14 Dec 2021 20:31 MUEElS
0 \\“\H\“\“1\“\“‘\‘”\\‘%9\7?(\]‘i\\\“\}‘\\‘\‘\\‘\\H‘\\H .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOI’]Z:!.68 Resp: 113632 Manual Integrations
Abundance Scan 2271 (8.080 min): VNO70083.D\data.ms | 10N Ratio  Lower  Upper BRAGLON=0)
168.0 168 100 Reviewed By :John Carlone  12/15/2021
99 61.3 41.3 61.9 Supervised By :Mahesh Dadoda  12/21/2021
99.0
Raw 50
Abundance
749 137.0
G\‘??7\.’()\\\}“\“\“\.w‘\‘\\‘\h‘\\\\H‘\\\\“\}‘\\‘\ ‘\\‘]\-9\\1\.‘8\\\\ 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 300000
168.0
cub 990 200000
u
50
100000
749 137.0
0 37.0 ] 191.8 0] —
TR e AR T
m/z-> 40 60 80 100 120 140 160 180 200  Time--> 8.00 8.10 8.20

Abundance Scan 1268 (5.390 min): VN069703.D\data.ms (-1 #11

59.0 Tert butyl alcohol
Concen: 9.966 ug/l m
RT: 5.299 min Scan# 1234
Ref 50 Delta R.T. -0.091 min
Lab File: VN©70083.D
h Acq: 14 Dec 2021 20:31
0\3\6\J“\\‘\‘1“‘\\\\‘\.\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\'\\
miz--> 40 60 80 100 120 140 160 180 200  'gt Ion: 59 Resp: 33050
Abundance Scan 1234 (5.299 min): VN070083.D\datams | 100 Ratlo Lower Upper
89.0 59 100
57 0.2 8.7 13.1#
59.0
Raw 50
Abundance
5.499
MH‘ lly | ‘\ 206.9
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 6000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
89.0 4000
59.0
Sub
50 2000
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 520 5.40
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43.0

Abundance Scan 858 (4.291 min): VN069703.D\data.ms (-83 #16

Acetone
Concen: 1.146 ug/l
RT: 4.307 min Scan#t S(EIitinlEgies

Ref 50 Delta R.T. ©.016 min  [US\eZEN
Lab File: VN@70083.D [(®ICHIEEIel(EI(6H
Acq: 14 Dec 2021 20:31 LW=ENI=S
OH\‘”“MH R R N N N RN R R .
m/z--> 4‘0 6‘0 gb 160 12‘0 14‘10 1(‘30 1éo 260 Tgt Ion: 43 RESpZ 1209 WY ERIEL Integratlons
Abundance  Scan 864 (4.307 min): VNO70083.D\data.ms | 10N Ratio Lower Upper BRAGLON=0)
43.0 43 1600 Reviewed By :John Carlone
58 25.1 23.1 34.7 Supervised By :Mahesh Dadoda
Raw 50
Abundance
4000
75.0 207.0
0 ‘\\\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 3000
Abundance
43.0
2000
Sub
50 1000
75.0
207.0 | A
Ot e e e e R R R R R R
m/z—-> 40 60 80 100 120 140 160 180 200 Time--> 4.204.254.304.35

43.0

Abundance Scan 1069 (4.856 min): VN069703.D\data.ms (-1 #18

Methyl Acetate
Concen: 2.759 ug/1
RT: 4.859 min Scan# 1070

Ref 50 Delta R.T. ©0.003 min
740 Lab File: VNO70083.D
I 59.0 ‘ Acq: 14 Dec 2021 20:31
0\‘H‘\‘\}\‘1‘\\“HH‘\\H‘H‘\‘l‘H\\‘HH‘HH‘HH‘HH"\H
miz--> 30 40 50 60 70 80 90 100110120130 I8t Ion: 43 Resp: 87835
Abundance Scan 1070 (4.859 min): VN070083.D\datams | 100 Ratlo Lower Upper
43.0 43 100
74  12.3 19.4  29.2#
Raw 50
Abundance
74.0 20000
‘ 59.0
0\‘\\H“‘HH‘H\\“HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 30 40 50 60 70 80 90 100110120130 15000
Abundance
43.0
10000
Sub 50
5000
74.0
59.0
O e e
miz--> 30 40 50 60 70 80 90 100110120130 Time--> 4.70 4.80 4.90 5.00

VNO70083.D 82N120221W.M

Tue Dec 21 11:24:

14 2021

12/15/2021
12/21/2021
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Abundance Scan 1157 (5.092 min): VN069703.D\data.ms (-1 #20

48.9 Methylene Chloride
83.9 Concen: 0.434 ug/l m
RT: 5.066 min Scan# 18 lEies
Ref 50 Delta R.T. -0.027 min [US\eZEN
Lab File: VN@70083.D [(®ICHIEEIel(EI(6H
‘ ‘ Acq: 14 Dec 2021 20:31 LS
0\\M‘\l‘\\‘HH“\“\H‘HH‘HH‘HH‘HH‘HH‘HH .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: 84 Resp: 608 \ERIEL Integratlons
Abundance Scan 1147 (5.066 min): VNO70083.D\data.ms | 10N Ratio  Lower Upper BRAGLMON=0)
43.9 84 1600 Reviewed By :John Carlone  12/15/2021
49 120.8 93.5 140.3Q supervised By :Mahesh Dadoda ~ 12/21/2021
51 39.2 29.4 44.2
Raw 5o 83.9 86 53.7 53.0 79.4
' Abundance ’
{a
I ‘ 207.1 \
0 ‘1‘\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\ 2000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 1500
48.9 83.9
1000
Sub
Y 5
500
o e e O
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 500 5.20

Abundance Scan 1994 (7.337 min): VN069703.D\data.ms (-1 #25
43.0 2-Butanone
Concen: 10.396 ug/1
RT: 7.351 min Scan# 1999

Ref 50 Delta R.T. ©0.013 min
72.0 Lab File: VNO70083.D
‘ ‘ 95.9 Acq: 14 Dec 2021 20:31
GH\H‘i“i”\”\M“\H\“‘\H!“‘iuu‘uu‘HH‘HH‘HH‘H'\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 43 Resp: 149079
Abundance Scan 1999 (7.351 min): VNO70083.D\data.ms | 10N Ratio Lower Upper
43.0 43 100
72 22.4 21.7 32.5
Raw 50
Abundance
72.0
40000
0\\\“M\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\Z‘O\isl\g
m/z--> 40 60 80 100 120 140 160 180 200 30000
Abundance
43.0
20000
Sub
50
10000
72.0
0 206.9 0 e
e R R
miz--> 40 60 80 100 120 140 160 180 200 Time-> 7.20 7.30 7.40
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Abundance Scan 2404 (8.437 min): VN069703.D\data.ms (-2 #33

65.0 1,2-Dichloroethane-d4
Concen: 53.218 ug/1l
RT: 8.432 min Scan# 24{[glSidtpl=lgies
Ref 50 Delta R.T. -0.005 min [US\eZEN
Lab File: VN@70083.D (GUEINEETSIEIR
39.0 ‘ 102.0 Acq: 14 Dec 2021 20:31 U=ES
0! \“‘\‘\‘\“‘H‘HH‘H‘\H‘HH‘HH‘HH‘\H%Q\G.\Q\
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: 65 Resp: 93370 Manual Integrations
Abundance Scan 2402 (8.432 min): VNO70083.D\data.ms | 10N Ratio  Lower Upper BRAGLON=0)
65.0 65 1600 Reviewed By :John Carlone  12/15/2021
67 51.1 0.0 103.0 Supervised By :Mahesh Dadoda  12/21/2021
Raw 50
Abundance
400000
102.0
36.9
G\\\“\‘\‘\‘\“\\‘\\‘\\\\‘H\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘(\)\7\-]\-
miz--> 40 60 80 100 120 140 160 180 200 300000
Abundance
65.0
200000
Sub
50 100000
102.0
miz--> 40 60 80 100 120 140 160 180 200 Time--> 8.30 8.40 8.50

Abundance Scan 2602 (8.968 min): VN069703.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: VNO70083.D
63.0
88.0 Acq: 14 Dec 2021 20:31
50.0 0
0 \‘\3\7(“0\\\\‘}‘\\}‘\“}}\1‘i7\?\.\“\‘\\!‘\‘1%99\'\1\\‘\“H‘H\
m/z--> 30 40 50 60 70 80 90 100 110 120 '8t Ion:114 Resp: 2213526
Abundance Scan 2600 (8.963 min): VN070083 D\datams | 100 Ratlo Lower Upper
114.0 114 100
63 24.4 0.0 37.8
88 16.6 0.0 27.4
Raw 50
Abundance
c0.0 63.0 88.0 1000000
370 " ‘ 5.0 | !
0 \‘\\\w‘\\\\‘\\}\‘w}\}‘i\}\\“\\\\‘\\‘\\‘\\\\‘\‘\\‘\\\ 800000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance
114.0 600000
400000
Sub
50
63.0 200000
00 88.0
370 %0 75.0 J A\
O T e e R e eI
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 8.90 9.00 9.10
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Abundance Scan 2250 (8.024 min): VN069703.D\data.ms (-2 #35

96.9 Dibromofluoromethane
Concen: 44,504 ug/1l
60.9 RT: 8.019 min Scan# 21l Eies
Ref 50 : Delta R.T. -0.005 min [ISMO/EIN
Lab File: VN@70083.D [(®ICHIEEIel(EI(6H
191.8 Acq: 14 Dec 2021 20:31 WS
0 \3\?.’(\)‘\‘\ T M\ TT \U‘\ \”H‘“‘“ Tt %‘9\\9\ T \%?“9\\8\ T \“\‘\ [T .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:}13 RESpZ 61704 WY ERIEL Integratlons
Abundance Scan 2248 (8.019 min): VNO70083.D\data.ms | 10N Ratio  Lower Upper BRAGLON=0)
110.9 113 1ee Reviewed By :John Carlone  12/15/2021
111 1e3.2 82.2 123.2 Supervised By :Mahesh Dadoda  12/21/2021
192 19.0 16.9 25.3
Raw 50
Abundance i
78.9 191.8 250000 8.019
43.8 “\m ‘ 1598 |
G\\\’H\\‘H\\‘\H\‘H\\‘H\\‘\H\‘\H\‘\\H‘\\H 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
110.9 150000
Sub 100000
u
50
50000
78.9 191.8
0 55.8 159.8 0 )\
R R o e a R R S T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 7.90 8.00 8.10

Abundance Scan 3152 (10.443 min): VN069703.D\data.ms (- #50

98.0 Toluene-d8

Concen: 50.456 ug/1l

RT: 10.440 min Scan# 3151

Ref 50 Delta R.T. -0.003 min
Lab File: VNO70083.D
420 700 Acq: 14 Dec 2021 20:31
0 \\\‘}“\“Hi"}‘\‘\\“\\\‘\““H\\‘\\\\‘\\H‘\\H‘\H%Q\e'\g\l
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion: 98 Resp: 2869016
Abundance Scan 3151 (10.440 min): VNO70083 D\data.ms | 10N Ratio Lower Upper
98.1 98 100
100 64.0 50.4 75.6
Raw 50
Abundance
42.0 700
0 \\\}‘\}‘H\’M\‘\\‘\\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘()\?.\8\
m/z--> 40 60 80 100 120 140 160 180 200 1000000
Abundance
98.1
Sub 500000
50
42.0 700
miz--> 40 60 80 100 120 140 160 180 200  Time-->
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Abundance Scan 4005 (12.731 min): VN069703.D\data.ms (; #62

95.0 4-Bromofluorobenzene
173.9 Concen: 58.141 ug/1
RT: 12.733 min Scan#t A4Sl
Ref 50 Delta R.T. ©.002 min  [SVEEN
Lab File: VN@70083.D [(®ICHIEEIel(EI(6H
Acq: 14 Dec 2021 20:31 LW=ENI=S
0 TT \“\\‘\ \“H‘\ U\‘M“\H\ ”M ‘ T \]-\]\-?\9\\]-\4‘.\2\9\\ ‘ TT \\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: 95 RESpZ 117264 WY ERIEL Integrations
Abundance Scan 4006 (12.733 min): VN070083 Didatams | 10N Ratio Lower Upper BEtdielisy
95.0 25 106 Reviewed By :John Carlone  12/15/2021
173.9 174 75.7 0.0 187.28 Supervised By :Mahesh Dadoda  12/21/2021
176 73.3 0.0 181.4
Raw 50
Abundance
G TT \“ T \‘\ \‘ ‘m\ U\‘}“‘ \H\ ”1 ‘ \\J-\]-\7‘ ‘9‘1"‘4.‘()‘ \9\ T ‘ TT \‘\“ TTT \2‘0\\6\9\ 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
95.0 400000
173.9
Sub o 200000
50.0
0 117.9140.9 0 .
T e e e e R R
miz--> 40 60 80 100 120 140 160 180 200 Time--> 12.70 12.80

Abundance Scan 3638 (11.746 min): VN069703.D\data.ms (1 #63

11y.0 Chlorobenzene-d5
Concen: 50.000 ug/l
82.0 RT: 11.746 min Scan# 3638
Ref 50 Delta R.T. ©.000 min
54.0 Lab File: VN®©70083.D
H Acq: 14 Dec 2021 20:31
0H‘\“\H\\Hw‘”‘HUWHH‘H!\‘\“H“HH‘HH‘HH‘H;‘
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:117 Resp: 2311762
Abundance Scan 3638 (11.746 min): VNO70083 D\data.ms | 10N Ratio Lower Upper
117.0 117 100
82 59.6 42.4 63.6
82.0 119 32.4 25.4 38.2
Raw 50
540 Abundance
O e BOTE g
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
117.0
Sub 82.0 500000
50
54.0
G"W‘”‘\”‘W‘”‘W‘”\”‘W‘”‘W‘”\”‘%Q%? O T
miz--> 40 60 80 100 120 140 160 180 200 Time-> 11.70 11.80
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Abundance Scan 4358 (13.677 min): VN069703.D\data.ms (- #72
149.9 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 13.675 min Scan# 41Eigil=lies
Ref 50 Delta R.T. -0.003 min [IS\e/E\
520 780 115.0 Lab File: VN0©70083.D [(ClEhISEnlollEll0f
‘ \‘ ‘ Acq: 14 Dec 2021 20:31 LW=ENI=S
0\\\“’\\\‘\“\\\\i\‘\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\.\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOF‘IZ:!.SZ Resp: 109000 Manual Integrations
Abundance Scan 4357 (13.675 min): VN070083.D\datams | 10N Ratio Lower Upper Betgsiellsy
150.0 152 1loe Reviewed By :John Carlone  12/15/2021
115 61.0 27.5 82. Supervised By :Mahesh Dadoda  12/21/2021
150 156.9 0.0 344.4
Raw 50
520 78.0 115.0 Abundance
m/z--> 40 60 80 100 120 140 160 180 200
Abund 13.675
undance 600000
150.0
400000
Sub
50 115.0
52.0 78.0 200000
PO PR | S — O
m/z--> 40 60 80 100 120 140 160 180 200 Time->  13.60 13.70 13.80
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