Quantitation Report

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

Data Path :

Data File : VN@70082.D

Acqg On : 14 Dec 2021 20:06

Operator : JC/MD

Sample : M5017-49ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vvial : 22 Sample Multiplier: 1

Quant Time: Dec 15 ©5:22:20 2021

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

Compound

Fri Dec 03 08:46:47 2021
Initial Calibration

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

Response

(QT Reviewed)

Manual Integrations
APPROVED

Conc Units Dev(Min)

Internal Standards
1) Pentafluorobenzene
34) 1,4-Difluorobenzene
63) Chlorobenzene-d5
72) 1,4-Dichlorobenzene-d4

System Monitoring Compounds
33) 1,2-Dichloroethane-d4
Spiked Amount 50.000
35) Dibromofluoromethane

Spiked Amount 50.000
50) Toluene-d8
Spiked Amount 50.000

62) 4-Bromofluorobenzene
Spiked Amount 50.000

Target Compounds
11) Tert butyl alcohol
16) Acetone
18) Methyl Acetate
25) 2-Butanone

13.

Range

Range

10.

Range

12.

Range

R.T. QIon
080 168
963 114
747 117
675 152
.432 65

61 - 141

.019 113

69 - 133
440 98

65 - 126
731 95

58 - 135
294 59

304 43

867 43

345 43

1164385 50.
2251890 50.
2589890 50.
1191929 50.
951268 52.
Recovery
627518 44.
Recovery
3025738 53.
Recovery
1294666 63
Recovery

34032 10.
15995m 1.
3
7

100373
110453

000 ug/1 0.00
000 ug/1 0.00
000 ug/l 0.00
000 ug/l 0.00
913 ug/1 0.00
= 105.820%

488 ug/1 0.00
=  88.980%

423 ug/1 0.00
= 106.840%

.097 ug/1 0.00
= 126.200%

Qvalue

014 ug/1 # 74
479 ug/1

075 ug/l # 81
517 ug/1 92

= qualifier out of range (m) =

82N120221W.M Tue Dec 21 11:24:04 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@70082.D

Acqg On : 14 Dec 2021 20:06
Operator : JC/MD
Sample : M5017-49ME
Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vvial : 22  Sample Multiplier: 1
Manual Integrations
Quant Time: Dec 15 ©5:22:20 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: VN070082.D\data.ms
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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/l
RT: 8.080 min Scan# 2[glSidtpl=lpies
Ref 50 Delta R.T. -0.006 min [US\eZEN
Lab File: VN@70082.D [(®lEIEEIsllEll0f
‘ 137.0 Acq: 14 Dec 2021 20:06 SlafE=lNIS
0 t \“\H\“ \“1 \“\ “‘”\ \‘ \:!*“‘0\6\\0\“ =T \“ T }‘\ T ‘\ ERERRE
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:}68 Resp: 116438 hﬂanualnuegraﬂons
Abundance Scan 2271 (8.080 min): VNO70082.D\data.ms | 10N Ratio  Lower Upper BRAGLON=0)
168.0 168 100 Reviewed By :John Carlone  12/15/2021
99 60.3 41.3 61.9 Supervised By :Mahesh Dadoda  12/21/2021
99.0
Raw 50
Abundance
e 137.0 500000
37.0 ] 189.
G\\\‘\\\‘\“\“\“\w1\\‘\‘iHHHH\H“\}‘H‘\ ‘\\‘\\\\‘ 400000
m/z--> 40 60 80 100 120 140 160 180
Abundance
168.0 300000
99.0 200000
Sub
50
100000
750 137.0
0 37.0 ] 189. 1
B A e R e S R RS R
m/z-> 40 60 80 100 120 140 160 180 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: 10.014 ug/1

RT: 5.294 min Scan# 1232

Ref 50 Delta R.T. -0.096 min
Lab File: VN@70082.D
h Acq: 14 Dec 2021 20:06
0\3\6\J"\\‘\‘1“‘\\\\‘\.\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\'\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 59 Resp: 34032
Abundance Scan 1232 (5.294 min): VN070082.D\datams | 100 Ratlo Lower Upper
89.0 59 100
57 0.9 8.7 13.1#
59.0
Raw 50
Abundance
8000
A ‘ 207.1
0\\\"\\\\H“\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 6000
miz--> 40 60 80 100 120 140 160 180 200
Abundance
89.0
4000
59.0
Sub
50 2000
miz--> 40 60 80 100 120 140 160 180 200  Time--> 520 530 5.40
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43.0

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

Concen:

RT: 4.304 min Scan# SUgEIdl=lples

1.479 ug/l m

Ref 50 Delta R.T. ©.014 min  [US\eZEN
Lab File: VN@70082.D [(®lEIEEIsllEll0f
Acq: 14 Dec 2021 20:06 SEENIS
OH\‘”“MH R R N N N RN R R .
miz--> 4‘0 6‘0 gb 160 12‘0 14‘10 1(‘30 1éo 260 Tgt Ion: 43 RESpZ 1599 Manual Integratlons
Abundance  Scan 863 (4.304 min): VNO70082.D\data.ms | 10N Ratio  Lower Upper BRAGLON=0)
43.0 43 100 Reviewed By :John Carlone
58 24.7 23.1 34.7 Supervised By :Mahesh Dadoda
Raw 50
Abundance
0 L 75\.0 207.0 4000
\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200
3000
Abundance
43.0
2000
Sub
50
1000 N
75.0 o RN
O A e e AR
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 420 430 4.40

Abundance Scan 1069 (4.856 min): VN069703.D\data.ms (-1 #18
3.0

3 Methyl Acetate
Concen: 3.075 ug/1
RT: 4.867 min Scan# 1073
Ref 50 Delta R.T. ©0.011 min
240 Lab File: VNO70082.D
H Acq: 14 Dec 2021 20:06
0 H\\“H\‘\"HH‘HH‘H'H‘HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 18t Ion: 43 Resp: 160373
Abundance Scan 1073 (4.867 min): VN070082.D\datams | 100 Ratlo Lower Upper
43.0 43 100
74 15.1 19.4 29.2#
Raw 50
Abundance
74.0
Y | 206.9 20000
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 15000
43.0
10000
Sub
50
5000
74.0
0 206.9 | ——
T e e e SRR RRARSRRRRRARARE
miz--> 40 60 80 100 120 140 160 180 200 Time--> 4.704.804.905.00
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Abundance Scan 1994 (7.337 min): VN069703.D\data.ms (-1 #25

43.0 2-Butanone
Concen: 7.517 ug/1l
RT: 7.345 min Scan# 1{gSidtipl=lpies
Ref 50 Delta R.T. ©.008 min  [SVCL
720 Lab File: VNo70082.D [SUEERISEUICIe
‘ ‘ ‘ ‘ 97.9 Acq: 14 Dec 2021 20:06 SEENIS
0H\H“‘i‘\”uh“uu‘ \H\“h\\\\ L B o e e e .
m/z--> 4‘0 6‘0 8‘0 160 ]éo 11‘10 1é0 1é0 260 Tgt Ion: 43 RESpZ 11045 Manual Integratlons
Abundance Scan 1997 (7.345 min): VNO70082.D\data.ms | 10N Ratio  Lower Upper BRAGLON=0)
43.0 43 100 Reviewed By :John Carlone  12/15/2021
72 22.8 21.7 32.5 Supervised By :Mahesh Dadoda  12/21/2021
Raw 50
Abundance
72.0
30000
Obll 2071
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
20000
43.0
sub 10000
72.0
T L M e
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 7.20 7.30 7.40

Abundance Scan 2404 (8.437 min): VN069703.D\data.ms (-2 #33

65.0 1,2-Dichloroethane-d4
Concen: 52.913 ug/1

RT: 8.432 min Scan# 2402

Ref 50 Delta R.T. -0.005 min
Lab File: VNO70082.D
39.0 102.0 Acq: 14 Dec 2021 20:06
0! \“‘\‘\‘\‘M“‘HH‘H‘H\‘HH‘\\\\‘\\\\‘\\\\2‘(\)\6'\9\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 65 Resp: 951268
Abundance Scan 2402 (8.432 min): VN070082.D\datams | 100 Ratlo Lower Upper
65.0 65 100
67 50.8 0.0 103.0
Raw 50
Abundance
102.0 400000
0\3\7.‘0\‘\‘\\“\\‘\\‘\\\\‘H\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\6.\9\
m/z--> 40 60 80 100 120 140 160 180 200 300000
Abundance
65.0
200000
Sub 50
100000
102.0
ol 2088 ol
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 840  8.60
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Abundance Scan 2602 (8.968 min): VN069703.D\data.ms (-2 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 8.963 min Scan# 2(gfSidtipl=lpies
Ref 50 Delta R.T. -0.005 min [ISMO/EIN
Lab File: VN@70082.D [(®ICHIEEIelEI(CH
63.0 SP1-BME
50.0 88.0 Acq: 14 Dec 2021 20:06 E
0\‘\3\\7\(‘)\\\\}\\\‘\“}}\1‘i7\?\\0‘\\\!‘\EJ\-\‘\\\\‘\‘\\‘\\ .
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion: :!.14 Resp: 225189 \ERIEL Integratlons
Abundance Scan 2600 (8.963 min): VNO70082.D\data.ms | 10N Ratio  Lower Upper BRAGLON=0)
1140 114 160 Reviewed By :John Carlone  12/15/2021
63 24.5 0.0 37.8 Supervised By :Mahesh Dadoda  12/21/2021
88 16.6 0.0 27.4
Raw 50
Abundance
630 88.0 1000000
miz--> 30 40 50 60 70 80 90 100 110 120 800000
Abundance
114.0 600000
Sub 400000
50
63.0 200000
88.0 I\
o 37.0 50.0 75.0 100.0 0
e e e s R
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 8.90 9.00 9.10

Abundance Scan 2250 (8.024 min): VN069703.D\data.ms (-2 #35

96.9 Dibromofluoromethane
Concen: 44,488 ug/l
RT: 8.019 min Scan#t 2248
Ref 50 60.9 Delta R.T. -0.005 min
Lab File: VNO70082.D
191.8 Acq: 14 Dec 2021 20:06
S O £
miz--> 40 60 80 100 120 140 160 180 200  'gt Ion:113 Resp: 627518
Abundance Scan 2248 (8.019 min): VN070082.D\data.ms | 10N Ratio Lower Upper
110.9 113 100
111 103.7 82.2 123.2
192 18.9 16.9 25.3
Raw 50
Abundance .
78.9 191.8 250000 8.019
oﬁ?-?w‘H““waww_‘lf’?:?”_ww
m/z--> 40 60 80 100 120 140 160 180 200 200000
Abundance
1109 150000
100000
Sub
50
50000
78.9 191.8
0 55.1 159.8 0 )/ N\ i
miz--> 40 60 80 100 120 140 160 180 200 Time--> 790 8.00 810
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Abundance Scan 3152 (10.443 min): VN069703.D\data.ms (; #50

98.0 Toluene-d8
Concen: 53.423 ug/1l
RT: 10.440 min Scan# 3{Eiginl=ies
Ref 50 Delta R.T. -0.002 min [SVEEE
Lab File: VN@70082.D |(GUEINEETTSIEIR
42‘.0 70.0 Acq: 14 Dec 2021 20:06 SS=llI=
0 \\\‘}H‘Hi"}‘\‘\\“\H‘\““HH‘\\H‘HH‘HH‘HH‘H.\\ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: ‘98 Resp: 302573 Manual Integratlons
Abundance Scan 3151 (10.440 min): VNO70082.D\data.ms 10N Ratio  Lower Upper BRAGLON=0)
98.1 98 1600 Reviewed By :John Carlone  12/15/2021
le0 63.8 50.4 75.6 Supervised By :Mahesh Dadoda  12/21/2021
Raw 50
Abundance
420 700 1500000
G \\\}‘\}‘H\’M\‘\\‘\\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\%O\TI\C\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 1000000
98.1
Sub
50 500000
42.0 700
T M A U 0
m/z—-> 40 60 80 100 120 140 160 180 200  Time--> 10.40 10.50

Abundance Scan 4005 (12.731 min): VN069703.D\data.ms (- #62

95.0 4-Bromofluorobenzene
173.9 Concen: 63.097 ug/1
RT: 12.731 min Scan# 4005
Ref 50 Delta R.T. -0.000 min
50.0 Lab File: VNO70082.D
‘ Acq: 14 Dec 2021 20:06
o1 ‘H“ ‘ ‘H‘ MH\‘ U‘\‘W‘u‘ m = ‘1‘]“‘8‘9“1‘1‘1‘2‘9“ o Al [
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 95 Resp: 1294666
Abundance Scan 4005 (12.731 min): VNO70082. D\data.ms | 10N Ratio Lower Upper
95.0 95 100
173.9 174  75.7 0.0 187.2
176 72.8 0.0 181.4
Raw 50
Abundance
50.0
0l “‘W“M s U d‘uw\ d = ‘1‘1‘?79“1‘4"‘279‘“”““‘““2‘0‘6‘3@ 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
95.0 400000
173.9
Sub
50 200000
50.0
bt L 11891429 ) 2068 O
miz--> 40 60 80 100 120 140 160 180 200  Time-> 12.70 12.80
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Abundance Scan 3638 (11.746 min): VN069703.D\data.ms (1 #63

117.0 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.0 RT: 11.747 min Scan# 3(QEI0IplER1
Ref 50 Delta R.T. 0.001 min MSVOA_N
54.0 Lab File: VN0©70082.D [(GEhISEnlollEll0f
H Acq: 14 Dec 2021 20:06 SEENIS
0‘HWH“W“HMU‘H\H!NM‘H\H‘W‘H‘M‘H\HT‘ :
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:117 Resp: 258989 Manual Integrations
Abundance Scan 3638 (11.747 min): VN070082.D\data.ms | 100 Ratio Lower Upper EeULSENISE
117.0 117 1@ Reviewed By :John Carlone  12/15/2021
82 60.2 42.4 63. Supervised By :Mahesh Dadoda  12/21/2021
82.0 119 31.9 25.4 38.2
Raw 50
540 Abundance
0
m/z--> 40 60 80 100 120 140 160 180 200 1000000
Abundance
117.0
Sub 82.0 500000
50
54.0
O e e O““\“‘}\H“\‘
miz--> 40 60 80 100 120 140 160 180 200  Time--> 11.70 11.80

Abundance Scan 4358 (13.677 min): VN069703.D\data.ms (- #72

149.9 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

RT: 13.675 min Scan# 4357

Ref 50 Delta R.T. -0.002 min
52.0 78.0 115.0 Lab File: VNO70082.D
‘ “ ‘ Acq: 14 Dec 2021 20:06
G\\\“’\\\‘\“\\\\i\‘\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\'\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:152 Resp: 1191929
Abundance Scan 4357 (13.675 min): VNO70082. D\data.ms | 1N Ratio Lower Upper
150.0 152 100
115 61.2 27.5 82.5
150 156.4 0.0 344.4
Raw 50
520 78.0 115.0 Abundance
1000000
0,
m/z--> 40 60 80 100 120 140 160 180 200 800000
Abundance 13675
150.0 600000
sub 400000
50 115.0
52.0 78.0 200000
m/z--> 40 60 80 100 120 140 160 180 200 Time->  13.60 13.70
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