Quantitation Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112321\
Data File : VX@25301.D

Acqg On : 24 Nov 2021 01:58

Operator : JC/MD

Sample : M4758-21

Misc : 5.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 42

Quant Time: Nov 24 03:18:40 2021

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

Sample Multiplier: 1

: Wed Nov 17 15:36:16 2021
Initial Calibration

(QT Reviewed)

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M

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

Internal Standards

1) Pentafluorobenzene 5.550 168 97451 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.763 114 177187 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.061 117 170775 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 82433 50.000 ug/l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.964 65 57943 56.409 ug/l 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery = 112.820%

35) Dibromofluoromethane 5.397 113 55707 51.241 ug/1 0.01

Spiked Amount 50.000 Range 75 - 124 Recovery = 102.480%

50) Toluene-d8 8.653 98 207721 50.818 ug/l 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery = 101.640%

62) 4-Bromofluorobenzene 11.085 95 79637 51.499 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 103.000%
Target Compounds Qvalue
11) Tert butyl alcohol 2.947 59 6444 17.029 ug/l # 73
20) Methylene Chloride 2.782 84 1314 1.225 ug/l1 # 82

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112321\
Data File : VX025301.D

Acqg On : 24 Nov 2021 01:58

Operator : JC/MD

Sample : M4758-21

Misc : 5.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 42 Sample Multiplier: 1

Quant Time: Nov 24 03:18:40 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

QLast Update : Wed Nov 17 15:36:16 2021

Response via : Initial Calibration

Abundance TIC: VX025301.D\data.ms
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Abundance Scan 733 (5.556 min): VX025183.D\data.ms (-72 #1
168.0  pentafluorobenzene
Concen: 50.000 ug/1l

99.0 RT:  5.550 min Scan# 7[QE{dUlEl]es
Ref 50 Delta R.T. -0.006 min [US\e/DS
Lab File: vxe25301.D |(SlEIEElsliEl0f
750 11801370 Acq: 24 Nov 2021 ©1:58 L&
0‘:‘3‘7"1‘”““Mw\‘\} e \‘\‘i\\\\”“\\\\“\}‘\\‘\“\\‘
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 97451

Abundance  Scan 732 (5.550 min): VX025301.D\datams ~ 1°n Ratio Lower Upper
168.0 168 100

99 52.8 46.4 69.6

Raw 50 99.0
Abundance
5.550
137.0 30000
\3\?.‘0\ \5\61.?\ 1‘7\?\-?1‘\ T \‘i T \1\1\“8‘?\ T \“ T 1‘\ T \“\ ™
m/z--> 40 60 80 100 120 140 160
Abundance Scan 732 (5.550 min): VX025301.D\data.ms (-68 20000
168.0
Sub 99.0
50 10000
1180137.0
o‘??PHSQ?‘Zi?;u‘mi“ww}““‘ﬁ“‘p“w S
m/z--> 40 60 80 100 120 140 160 Time--> 5.40 5.50 5.60 5.70

Abundance Scan 308 (2.965 min): VX025183.D\data.ms (-28 #11

59.1 Tert butyl alcohol

Concen: 17.029 ug/1

RT: 2.947 min Scan# 305

Ref 50 Delta R.T. -0.018 min
Lab File: VX025301.D
411 Acq: 24 Nov 2021 ©1:58
0\‘\\\\“‘\“\\\‘\\‘\“\i\\\\‘\\\\‘\\\8?‘.(\)\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 gt Ion: 59 Resp: 6444
Abundance  Scan 305 (2.947 min): VX025301.D\data.ms Ion Ratio Lower Upper
89.0 59 100
57 0.4 8.5 12.7#
Abundance
2000 2pa7
0 \4‘1\1\\0 i 73'0 ‘\ 103.8
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 1500
Abundance Scan 305 (2.947 min): VX025301.D\data.ms (-25
89.0
1000
Sub 50 59.0
500
o 430 1 730 | 1038 0
e e e e e T
miz--> 30 40 50 60 70 80 90 100 110 Time--> 290 3.00 3.10
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Abundance Scan 279 (2.788 min): VX025183.D\data.ms (-27 #20

49.0 83.9 Methylene Chloride
Concen: 1.225 ug/1
RT: 2.782 min Scan# 21EdllEpies
Ref 50 Delta R.T. -0.006 min [US\IeJEDS
Lab File: Vx@25301.D [(GICHIEEGIelE(CH
Acq: 24 Nov 2021 ©01:58 ILEE
oL st | ‘ L
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 T8t Ton: 84 Resp: 1314
Abundance  Scan 278 (2.782 min): VX025301.D\datams ~ 10N Ratlo Lower Upper
49.0 84.0 84 100
49 94.4 98.2 147.2#%
51 40.7 30.2 45.4
Raw gg 8 56.9 52.2 78.2
20.0 Abundance
‘ ‘ 600 2.182
0 ““\““\‘““\““\“! R AR AR AR KRS SRS
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance Scan 278 (2.782 min): VX025301.D\data.ms (-23 400
49.0 84.0
sub 200
35.1 ‘
0 ”w”w‘””}””w! RS A LA LA O RARARRARARRAR
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 Time-> 2.70 2.75 2.80 2.85

Abundance Scan 799 (5.958 min): VX025183.D\data.ms (-78 #33

63.0 1,2-Dichloroethane-d4
Concen: 56.409 ug/1l
RT: 5.964 min Scan# 800
Ref 50 51.0 Delta R.T. ©.006 min
102.0 Lab File: VX025301.D
Acqg: 24 Nov 2021 01:58
o 1l |
0 \‘\\H‘\H‘\“\\\\“\\M‘HH‘H'H‘HH‘HM‘H
m/z--> 30 40 50 60 70 80 90 100 110 T8t Ion: 65 Resp: 57943
Abundance  Scan 800 (5.964 min): VX025301.D\data.ms Ion Ratio Lower Upper
65.0 65 100
67 53.4 0.0 101.0
Raw 50
51.0 Abundance
102.0 5.064
0 \‘\?\7\'?\H‘\“\\\\“\‘\M“\\\\‘8\3\-\9\‘\\\\‘!\1\‘\\
miz--> 30 40 50 60 70 80 90 100 110 15000
Abundance Scan 800 (5.964 min): VX025301.D\data.ms (-75
g
68.0 10000
Sub
50 51.0 5000
102.0
ol Ol me o
miz--> 30 40 50 60 70 80 90 100 110 Time--> 5.80 5.90 6.00 6.10
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Abundance Scan 931 (6.763 min): VX025183.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.763 min Scan# 9lglSidtipl=lgies
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: vxe25301.D |(SlEIEElsliEl0f
63.0 88.0 Acq: 24 Nov 2021 ©1:58 LIEEE
50.0 75.0
0 \‘\:%Z\r(‘)\\\\“‘\\i\m\‘\\“i\\”\\“\H!‘\‘}‘\\‘HH‘\“H‘\H
m/z--> 30 40 50 60 70 80 90 100 110 120 18t Ion:114 Resp: 177187
Abundance  Scan 931 (6.763 min): VX025301.D\datams ~ 10N Ratlo Lower Upper
114.0 114 100
63 17.8 0.0 41.0
88 14.8 0.0 34.8
Raw 50
Abundance
63.0 88.0 6.763
0 3?70 50\‘.1“ ul \‘\7?'1\ ‘ N I 60000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 931 (6.763 min): VX025301.D\data.ms (-88
1140 40000
Sub g 20000
63.0 88.0 /\\
L oW RSN oS
miz--> 30 40 50 60 70 80 90 100 110 120 Time-> 6.60 6.80  7.00

Abundance Scan 705 (5.385 min): VX025183.D\data.ms (-68 #35
971.0 Dibromofluoromethane

Concen: 51.241 ug/1

RT: 5.397 min Scan# 707

Ref 50 61.0 Delta R.T. ©0.012 min
Lab File: VX025301.D
18.9 191.9 Acq: 24 Nov 2021 01:58
0 \3\5.‘0\‘\ TT N\ T \u‘i \”H“\‘i‘\ Tt \H“\ T \]\-\5‘?\?\ T \‘!‘\ T
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 55707
Abundance  Scan 707 (5.397 min): VX025301.D\data.ms Ion Ratio Lower Upper
110.9 113 100
111 101.1 82.1 123.1
192 21.9 15.6 23.4
Raw 50
Abundance
78.9 191.9 5.897
oaa0 |y 1508 | 15000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 707 (5.397 min): VX025301.D\data.ms (-65
110.9 10000
Sub
50 5000
80.9 191.9 /\
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
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Abundance Scan 1241 (8.653 min): VX025183.D\data.ms (-1 #50

98.1 Toluene-d8
Concen: 50.818 ug/1l
RT: 8.653 min Scan# 11EdllEies
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: vxe25301.D |(SlEIEElsliEl0f
20 701 Acq: 24 Nov 2021 01:58 LE
0\\\“\}‘“\"‘\‘\\‘\\\\\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 18t Ion: 98 Resp: 207721
Abundance Scan 1241 (8.653 min): VX025301.D\datams 10" Ratio Lower Upper
98.1 98 100
100 66.8 51.4 77.0
Raw 50
Abundance
8.653
42.1 70.1
0L “‘\ M‘\‘ T H\‘\ T ot T \1\3\3\.?\ T \:\L?S\\O\ 100000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1241 (8.653 min): VX025301.D\data.ms (-1
98.1
50000
Sub
50
42.1 70.1
Ol elopbbieptb el 1330 163.0 e
miz--> 40 60 80 100 120 140 160 Time--> 8.60 8.70

Abundance Scan 1639 (11.079 min): VX025183.D\data.ms (- #62

95.0 1740 | 4 Bromofluorobenzene
Concen: 51.499 ug/1
RT: 11.085 min Scan# 1640
Ref 50 75.0 Delta R.T. ©.006 min
Lab File: VX@825301.D
50.0 Acq: 24 Nov 2021 01:58
0 TT \ ‘ T \“\ \‘ ‘m\ U\‘}“‘\‘\ H“ ‘ T \]_\]-\6‘\9\ \]\-4‘2\\9\ T ‘ TT \‘\“ T
miz--> 40 60 80 100 120 140 160 180 gt Ion: 95 Resp: 79637
Abundance Scan 1640 (11.085 min): VX025301.D\datams 100 Ratio Lower Upper
95.0 1740 95 1ee
174  87.5 0.0 158.0
176 83.9 0.8 153.6
Raw 50 75.0
Abundance
50.0 60000 11.085
obidn byl 1189 1409
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1640 (11.085 min): VX025301.D\data.ms (- 40000
95.0 174.0
sub 750 20000
50.0
oty s gl 1189 1409 oL
miz--> 40 60 80 100 120 140 160 180 Time--> 11.00  11.10
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Abundance Scan 1471 (10.055 min): VX025183.D\data.ms (- #63

117.0 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 10.061 min Scan#t 1{gSagilnlcliee
Ref 50 Delta R.T. ©0.006 min MSVOA_X

Lab File: vxe25301.D |(SlEIEElsliEl0f

54.1 Acq: 24 Nov 2021 ©1:58 L&

40.0 H

m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 170775

Abundance Scan 1472 (10.061 min): VX025301.D\datams 10N Ratio Lower Upper
11%7.0 117 100

82 51.1 44.6 67.0
119 31.3 24.8 37.2

o

Raw  sp 82.1
Abundance
54.1 10061
0\‘\\\4\‘0“\‘]\_\\‘\‘\‘\\‘\\\\.‘\\\‘\‘“\‘\\\’\\9\\9‘9\\\‘\\\\’\\\\‘ 100000
miz--> 30 40 50 60 70 80 90 100 110 120 80000
Abundance Scan 1472 (10.061 min): VX025301.D\data.ms (-
117.0 60000
Sub 40000
50 82.1
54.1 20000
o 400 | ‘ 990
‘WH_HwHHWHWHWH,WWm_m,mw e AT
miz--> 30 40 50 60 70 80 90 100 110 120  Time--> 10.00 10.10

Abundance Scan 1794 (12.024 min): VX025183.D\data.ms (- #72

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

RT: 12.024 min Scan# 1794
Ref 50 1191 Delta R.T. ©.000 min

8.0 Lab File:  VX@25301.D

52.0 Acq: 24 Nov 2021 01:58
0! “‘ \“\“\9\8‘-‘9\‘\\\‘““\\\‘\‘\\“ T

m/z--> 40 60 80 100 120 140 160 18t Ion:152 Resp: 82433

Abundance Scan 1794 (12.024 min): VX025301.D\data.ms 10N Ratio Lower Upper
150.0 152 100

115 57.0 43.3 129.8
150 156.7 0.0 351.2

Raw 50
115.0 Abundance
521 781 100000
ol ‘M 959 || 1319 ||
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 80000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1794 (12.024 min): VX025301.D\data.ms (-
150.0 60000
40000
Sub
50 115.0
: 20000
501 781
SR N T TR =T S oL
m/z-—-> 40 60 80 100 120 140 160 Time--> 12.00 1210
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