Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40221\
Data File : VN@66472.D

Acqg On : 2 Apr 2021 17:04

Operator : JC/MD

Sample : M1886-05

Misc : 3.14g/5.emL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Time: Apr 03 ©3:24:25 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

QLast Update : Thu Apr 01 14:08:22 2021

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 7.576 168 358704 50.00 ug/l 0.00
34) 1,4-Difluorobenzene 8.507 114 540775 50.00 ug/l 0.00
63) Chlorobenzene-d5 11.347 117 450026 50.00 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 13.286 152 212098 50.00 ug/l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 7.941 65 222152 46.59 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery = 93.18%

35) Dibromofluoromethane 7.501 113 176858 49.33 ug/l1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery = 98.66%

50) Toluene-d8 10.025 98 645392 47.46 ug/1l 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery = 94.92%

62) 4-Bromofluorobenzene 12.345 95 186991 39.59 ug/l 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 79.18%#

Target Compounds Qvalue

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quantitation Report (LSC Reviewed)

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe40221\
: VNO66472.D
2 Apr 2021 17:04
JC/MD
: M1886-05
: 3.14g/5.0mL/100ulL/5.00mL/MSVOA_N/MEOH
: 9 Sample Multiplier: 1

Quant Time: Apr 03 ©3:24:25 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

QLast Update : Thu Apr 01 14:08:22 2021

Response via : Initial Calibration
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TIC: VNO66472.D\data.ms
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Abundance Scan 2198 (7.585 min): VN066333.D\data.ms (-2 #1

16y.9 Pentafluorobenzene
Concen: 50.00 ug/1l
RT: 7.576 min Scan# 2195
56.0 i
Ref 50 98.9 Delta R.T. -0.003 min
Lab File: VNO66472.D
‘ 136.9 Acq: 2 Apr 2021 17:04
Ol \‘i“u”\”‘\“ \“\‘\“\“‘\“H‘\‘i \H\H‘ t \H“\‘\‘H‘\“\\‘\\\\‘\\.\\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:168 Resp: 358704
Abundance Scan 2195 (7.576 min): VN066472 D\data.ms | 10N Ratlo  Lower Upper
167.9 168 100
99 53.1 41.1 61.7
Raw 50 99.0
Al
gy
750 136.9
0\\\‘\5\()\.\9‘\P\“\.w}\\‘\‘i\\\\H‘}\\\‘\‘\‘\\‘\ ‘\\‘\\\\2‘(\)\6-\9\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 100000
167.9
Sub 99.0 50000
50
0 136.9
ol 509 5. 206.9 0l ——

— T el
miz--> 40 60 80 100 120 140 160 180 200 Time--> 7.50  7.60
Abundance Scan 2334 (7.949 min): VN066333.D\data.ms (-2 #33

78.0 1,2-Dichloroethane-d4
Concen: 46.59 ug/1
RT: 7.941 min Scan#t 2331
Ref 50 Delta R.T. -0.003 min
51.0 Lab File: VN@66472.D
‘ H | ‘ “ 10‘1_9 Acq: 2 Apr 2021 17:04
0H\H‘”\\‘\‘\‘H‘\“MHHH\H‘HH‘HH‘HH‘\H'\‘HH
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 65 Resp: 222152
Abundance Scan 2331 (7.941 min): VN066472 D\data.ms | 100 Ratlo  Lower Upper
65.0 65 100
67 53.3 0.0 105.2
Raw 50
Abundance
101.9
0\3\?.‘9\‘\‘\\“\\‘\\‘\\\\‘M\\\‘\\\\‘\\\\‘\\\\‘\\\%O\\e.\g\ 80000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 60000
65.0
40000
Sub
50
20000
101.9
36.9 ]
O b e e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.90 8.00
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Abundance Scan 2545 (8.515 min): VN066333.D\data.ms (-2 #34

114.0 1,4-Difluorobenzene
Concen: 50.00 ug/1l
RT: 8.507 min Scan# 2542
Ref 50 Delta R.T. -0.003 min
63.0 Lab File: VNO66472.D
~ 88.0 Acq: 2 Apr 2021 17:04
0‘?ﬁ\.g““”‘\”M‘\““‘\“““\““\““\““\““\““
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:114 Resp: 540775
Abundance Scan 2542 (3.507 min): VNO66472 D\data.ms |~ 10N Ratio Lower Upper
114.0 114 100
63 20.0 0.0 42.0
88 14.6 0.0 31.0
Raw 50
Abundance
63.0 88.0 250000 8.507
0L0 e 0T
miz--> 40 60 80 100 120 140 160 180 200 200000
Abundance
114.0 150000
Sub 100000
50
50000
63.0 88.0
0390 0 -
miz--> 40 60 80 100 120 140 160 180 200 Time--> 8.40 8.50 8.60
Abundance Scan 2169 (7.507 min): VN066333.D\data.ms (-2 #35
110.9 Dibromofluoromethane
Concen: 49.33 ug/1
RT: 7.501 min Scan# 2167
Ref 50 Delta R.T. -0.000 min
60.9 1918 Lab File: VNO66472.D
’ Acq: 2 Apr 2021 17:04
036',9%'%159'7
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:113 Resp: 176858
Abundance Scan 2167 (7.501 min): VNOG6472 D\data.ms | 10N Ratio Lower Upper
110.9 113 100
111 102.7 81.8 122.8
192 21.8 17.1 25.7
Raw 50
Abundance
80.9 191.8 7.501
0‘H4v3*'gw"HU"HH‘w“w‘wwl‘é?"?w”‘*“w” 60000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
110.9 40000
Sub
50 20000
78.9 191.8
0 42.7 159.8 0
miz--> 40 60 80 100 120 140 160 180 200 Time--> 740 750 7.60
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98.0

Abundance Scan 3109 (10.028 min): VN066333.D\data.ms (; #50

Toluene-d8

Concen: 47.46 ug/1l

RT: 10.025 min Scan#t 3108
Delta R.T. -0.000 min

Lab File: VNO66472.D

Acq: 2 Apr 2021 17:04

Tgt Ion: 98 Resp: 645392

Ion Ratio Lower Upper
98 100
16 63.6 50.5 75.7

Abundance

300000

Ref 50
42.0 70.0
0H\HH‘HHH\‘H‘\H‘\““\H\‘HH.‘HH‘HH“H\‘H?\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 3108 (10.025 min): VN066472.D\data.ms
98.0
Raw 50
42.0 70.0
0\\\i‘\}H\‘}‘\‘\\‘\\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\§\8\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
98.0
Sub
50
42.0 70.0
ot e
m/z--> 40 60 80 100 120 140 160 180 200

200000

100000

Time-->

9.90 10.00 10.10

Abundance Scan 3973 (12 345 min): VN066333.D\data.ms (- #62

5.0 173.9 4-Bromofluorobenzene
Concen: 39.59 ug/1
RT: 12.345 min Scan# 3973
Ref 50 Delta R.T. ©0.003 min
Lab File: VNO66472.D
Acq: 2 Apr 2021 17:04
fo \ il H“m‘\ u‘n‘\‘ — ‘14‘2"9‘ ‘M‘ 2069‘ : 2‘4‘8C
miz--> 50 100 150 200 250 T8t IOI’]Z.95 Resp: 186991
Abundance Scan 3973 (12.345 min): VNOG6472 D\data.ms | 10N Ratio Lower Upper
95.0 173.9 95 100
174 91.7 0.0 172.2
176  88.8 0.0 167.8
Raw 50
Abundance
100000
500 h 13‘3-0 “207.0 24‘8.5 5
oL L, H \Hh H IR n“\ ’ \‘\‘ — - “‘\‘ ‘w‘\‘\‘ — i 80000
m/z--> 100 150 200 250
Abundance
95.0 173.9 60000
40000
Sub
50
20000
50.0 133.0 248.¢ 1
206.9 o
0 T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T ‘ T T T T ‘ T T T
miz--> 50 100 150 200 250 Time--> 12.30  12.40
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Abundance Scan 3602 (11.350 min): VN066333.D\data.ms (1 #63

11y.0 Chlorobenzene-d5
Concen: 50.00 ug/1l
82.0 RT: 11.347 min Scan#t 3601
Ref 50 Delta R.T. -0.000 min
54.0 Lab File: VNO66472.D
H Acq: 2 Apr 2021 17:04
0\\\““\\h\\“\\\HUW‘\\\\‘\\1‘\‘i\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:117 Resp: 450026
Abundance Scan 3601 (11.347 min): VN066472.D\datams | 10N Ratio Lower Upper
117.0 117 100
82 55.4 44.2 66.4
82.0 119 32.4 25.8 38.6
Raw 50
Abundance
54.0 250000
0\\\‘}‘\\‘H\“\\\1‘i‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\%(\)\6-\9\
miz--> 40 60 80 100 120 140 160 180 200 200000
Abundance
117.0 150000
ub 82.0 100000
50
54.0 50000
miz--> 40 60 80 100 120 140 160 180 200 Time--> 11.30  11.40
Abundance Scan 4324 (13.286 min): VN066333.D\data.ms (- #72
149.9 1,4-Dichlorobenzene-d4
Concen: 50.00 ug/1
RT: 13.286 min Scan# 4324
Ref 50 Delta R.T. ©.003 min
520 115.0 Lab File: VN@66472.D
‘ Acq: 2 Apr 2021 17:04
(O “‘M\ \‘#6‘\9’ LI —— ““ - ]\-9\0? T \2\4‘85
miz--> 50 100 150 200 250 | T8t IOI"IZ:!.52 Resp: 212098
Abundance Scan 4324 (13.286 min): VN066472.D\datams | 100 Ratio Lower Upper
149.9 152 100
115 52.3 27.8 83.4
150 155.0 0.0 348.4
Raw 50
115.0 Abundance
78.0 150000
0 \4‘0}.0“‘\ \““\ “\ ’ T “\ T T M T T T \2‘07\.()\ T T ‘
miz--> 50 100 150 200 250 131486
Abundance 100000 ]
149.9
Sub
50 50000
115.0
78.0
oo 109 o Lo
miz--> 50 100 150 200 250 Time-->  13.20 13.40
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