Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41421\
Data File : VU@43094.D

Acqg On : 14 Apr 2021 15:08

Operator : SY/MD

Sample : M2020-01MEDL 10X

Misc : 7.83g/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Quant Time: Apr 15 02:05:29 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

QLast Update : Mon Apr 12 13:17:29 2021

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.379 168 167742 50.00 ug/l 0.00
34) 1,4-Difluorobenzene 6.256 114 274111 50.00 ug/l 0.00
63) Chlorobenzene-d5 9.423 117 266742 50.00 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 11.819 152 147006 50.00 ug/l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.710 65 134451 47.68 ug/l 0.00

Spiked Amount 50.000 Recovery =  95.36%

35) Dibromofluoromethane 5.295 113 94220 45.74 ug/1 0.00

Spiked Amount 50.000 Recovery = 91.48%

50) Toluene-d8 7.906 98 350774 48.13 ug/1 0.00

Spiked Amount 50.000 Recovery = 96.26%

62) 4-Bromofluorobenzene 10.639 95 145532 49.86 ug/l 0.00

Spiked Amount 50.000 Recovery = 99.72%
Target Compounds Qvalue
31) Cyclohexane 5.385 56 16443 4.73 ug/l # 76
39) Methylcyclohexane 6.768 83 52045 16.28 ug/1 94
73) Isopropylbenzene 10.491 105 10568 1.07 ug/l 96
78) n-propylbenzene 10.912 91 19768 1.67 ug/l 99
85) sec-Butylbenzene 11.652 105 13546 1.35 ug/l 97
89) n-Butylbenzene 12.214 91 19283 2.23 ug/1 86
95) Naphthalene 14.095 128 38176 6.13 ug/l # 89

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

82U041221W.M Thu Apr 15 17:46:39 2021 Page: 1



Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Time:
Quant Method
Quant Title
QLast Update
Response via
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Time-->

1 VUe43094.D
: 14 Apr 2021 15:08

: SY/MD

: M2020-01MEDL 10X
: 7.83g/5mL/100uL/5.00mL/MSVOA_U/MEOH 109-SB-1MEDL

. 13

Sample Multiplier: 1

Apr 15 02:05:29 2021
: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M

: SW846 8260

: Mon Apr 12 13:17:29 2021
Initial Calibration

Quantitation Report (QT Reviewed)

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41421\

TIC: VU043094.D\data.ms
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Abundance Scan 1257 (5.382 min): VU043016.D\data.ms (-1 #1
168.0  pentafluorobenzene
Concen: 50.00 ug/1l

56.0 RT: 5.379 min Scan# 1256
Ref 50 84.0 Delta R.T. -0.003 min
Lab File: \Vue43094.D
‘ ‘ ‘ 11795370 Acq: 14 Apr 2021 15:08 109-SB-1VEDL
0\\\i“\\“\”\“\‘1\“\‘}‘\‘”\ \‘\‘i\\\\"i\\\‘\}‘\\‘\ ‘\\‘
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 167742

Abundance Scan 1256 (5.379 min): VU043094.D\datams 10N Ratio Lower Upper
168.0 168 100

99 57.0 45.0 67.4

99.0
Raw 50
Abund&n&t)eo
137.0 5.479
43.0 75.0 117.9 ‘
[ \“‘m\ T \‘1“‘\ “\“\w 1”\ \‘\w T \H’ T T \‘\‘\ T ‘\ ™
miz--> 40 60 80 100 120 140 160 60000
Abundance Scan 1256 (5.379 min): VU043094.D\data.ms (-1
168.0
40000
Sub 99.0
50 20000
137.0
43.0 75.0 117.9 ‘
o) O I R W S B e e—
miz--> 40 60 80 100 120 140 160  Time-> 530 540 5.50

Abundance Scan 1261 (5.395 min): VU043016.D\data.ms (-1 #31

56.0 Cyclohexane
84.0 168.0 Concen: 4.73 ug/l
RT: 5.385 min Scan# 1258
Ref 50 Delta R.T. -0.010 min
Lab File: VU043094.D
Acq: 14 Apr 2021 15:08
RO 11\7'9137.0 \ ) P
0 "\‘\\‘\i\‘\\\’\\\\“\\\\’\‘\\\‘\“\\
m/z--> 40 60 80 100 120 140 160 Tgt Ion: 56 Resp: 16443
Abundance Scan 1258 (5.385 min): VU043094.D\datams ~ 10N Ratlo Lower Upper
168.0 56 100
69 63.8 24.9 37.3#
98.9 84 70.9 63.7 95.5
Raw 50
Abundance
137.0
469 560 75.0 1797 6000
[ \‘T‘%\ T \‘1"‘\ ‘\‘\“\w ‘\”\ \‘\H’ T \H‘ T T }‘\ T \“\ T
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1258 (5.385 min): VU043094.D\data.ms (-1 4000
168.0
98.9
Sub 50 2000
56.0 75.0 117 9137'0
0”?'3”“1.,“\““;‘} lm“N,uH““-mu‘,m‘”_ L ESaSa
miz--> 40 60 80 100 120 140 160  Time-> 5.30 5.35 5.40 5.45
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Abundance Scan 1359 (5.710 min): VU043016.D\data.ms (-1 #33

63.0 1,2-Dichloroethane-d4
Concen: 47.68 ug/1l

RT: 5.710 min Scan# 1359

Ref 50 51.0 Delta R.T. -0.000 min
Lab File: VU@43@94.D
6.9 10‘1-9 Acq: 14 Apr 2021 15:08 109-SB-1MEDL
0 \‘\\\‘\"\\\‘\“\‘\\\“\‘\}\“\\\\‘\\.\\‘\\\\‘\!‘\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 T8t Ion: 65 Resp: 134451
Abundance Scan 1359 (5.710 min): VU043094.D\datams 10" Ratlo Lower Upper
65.0 65 100
67 50.3 0.0 99.8
Raw 50
51.0 Abundance
101.9 5./110
36.9 ol | ‘ 60000
0 \‘\\\‘\‘\H‘\“H\\“\\i\‘HH‘HH‘HH‘H‘H‘H
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1359 (5.710 min): VU043094.D\data.ms (-1 40000
65.0
sub 20000
51.0
101.9
36.9
m/z--> 30 40 50 60 70 80 90 100 110 Time-> 560 570 5.80

Abundance Scan 1529 (6.256 min): VU043016.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene

Concen: 50.00 ug/1

RT: 6.256 min Scan# 1529

Ref 50 Delta R.T. 0.000 min
63.0 Lab File: VU@43094.D
50.0 ‘ 75.0 88.0 Acq: 14 Apr 2021 15:08
0 ‘_3‘7(‘?””‘}‘”1““11‘1‘1“1‘”‘““‘!‘vlmuu_“uw
miz--> 30 40 50 60 70 80 90 100 110 120 18t Ion:114 Resp: 274111

Abundance Scan 1529 (6.256 min): VU043094.D\datams 10N Ratio Lower Upper
114.0 114 100

63 23.1 0.0 44 .2
88 16.2 0.0 33.4
Raw gg
Abundance
500 63.0 88.0 6.256
37.0 ‘ | ‘ 75.0 |
0 \‘H”“HH“‘H}\“H\l‘i\“\\“\‘\H‘\‘\‘H‘HH‘\“\\‘H
m/z--> 30 40 50 60 70 80 90 100 110 120 100000
Abundance Scan 1529 (6.256 min): VU043094.D\data.ms (-1
114.0
Sub 50000
50
50.0 0 88.0
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.206.25 6.30
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Abundance Scan 1231 (5.298 min): VU043016.D\data.ms (-1 #35

110.9 Dibromofluoromethane
Concen: 45.74 ug/1
RT: 5.295 min Scan# 1230
Ref 50 Delta R.T. -0.003 min
78.9 lo1g Lab File: VU@43094.D
Acq: 14 Apr 2021 15:08
0\\\‘\\\\‘\\\\H\\H\H\““\\}\H‘\\\\‘\\]\.\5‘9\8\\\‘\\‘\‘\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 94220
Abundance Scan 1230 (5.295 min): VU043094.D\datams ~ 10N Ratio Lower Upper
110.9 113 100
111 101.7 81.8 122.8
192 20.8 17.2 25.8
Raw 50
Abundance
78.9 191.8 5.395
40000
0\\\4.‘:3\\9\\‘\\\\H\\H\H\‘\\\\‘\\\\‘\\]\-\5‘9\7\\\‘\\“\‘\‘
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1230 (5.295 min): VU043094.D\data.ms (-1 50000
110.9
20000
Sub
50
10000
80.9 191.8
ol 439 H 159.7 || 0
e el S e
m/z--> 40 60 80 100 120 140 160 180 Time-> 520 530 5.0
Abundance Scan 1689 (6.771 min): VU043016.D\data.ms (-1 #39
55.0 83.0 Methylcyclohexane
Concen: 16.28 ug/1l
41.0 RT: 6.768 min Scan# 1688
Ref 50 98.1 Delta R.T. -0.003 min
69.0 Lab File: VU@43094.D
‘ ‘ Acq: 14 Apr 2021 15:08
0 \‘H\}‘\‘\Hi‘i“\\‘\‘H‘\‘\HJ\\“\“‘!1\\‘\\\‘!“\\\\‘\\.\\‘
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 83 Resp: 52045
Abundance Scan 1688 (6.768 min): VU043094.D\datams ~ 100 Ratlo Lower Upper
55.0 83.0 83 100
55 91.1 66.8 100.2
41.0 98 47.0 36.9 55.3
Raw 50 98.1
Abundance
‘ ‘ 70.1
0\‘\\\\}\‘\\\“\H\‘\‘\\\!H\\\\‘\\‘\\‘\\\‘\“\\\\‘\\\\‘ 20000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1688 (6.768 min): VU043094.D\data.ms (-1 15000
55.0 83.0
410 10000
Sub 50 : 98.0
5000
‘ ‘ 70.1
0 "H‘mHN‘H‘_‘wW!AH_MW_M
miz--> 30 40 50 60 70 80 90 100 110  Time—>
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Abundance Scan 2042 (7.906 min): VU043016.D\data.ms (-2 #50

98.1 Toluene-d8

Concen: 48.13 ug/1

RT: 7.906 min Scan# 2042

Ref 50 Delta R.T. -0.000 min
Lab File: VU@43094.D
420 540 700 Acq: 14 Apr 2021 15:08 109-SB-1MEDL
0\‘\\\\}!\\}il!\\’\}1\l\\\\8‘2\\()\\‘\\\““\\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 98 Resp: 350774
Abundance Scan 2042 (7.906 min): VU043094.D\datams 10" Ratlo Lower Upper
98.1 98 100
180 62.7 50.2 75.2
Raw 50
Abundance
200000 7.906
42.0 54.0 70.0
0\‘\\\\‘!\\\il!w\’i‘\l\l\\\\8‘2\\0\\‘\\\““\\\]\-J‘-\z\.\]-\‘\
miz--> 30 40 50 60 70 80 90 100 110 150000
Abundance Scan 2042 (7.906 min): VU043094.D\data.ms (-1
98.1
100000
Sub 50
50000
420 ¢4 700
O rererrthbernb e 20l 1122 e
miz--> 30 40 50 60 70 80 90 100 110 Time--> 780 7.90 8.00

Abundance Scan 2892 (10.639 min): VU043016.D\data.ms (- #62

93.0 173.9 4-Bromofluorobenzene
Concen: 49.86 ug/1
75.0 RT: 10.639 min Scan# 2892
Ref 50 Delta R.T. -0.000 min
500 Lab File: VU@43094.D
Acq: 14 Apr 2021 15:08
0 T \ ‘ T \‘\ \‘ “H\ U\‘l“‘\h\ ”M ‘ T \]_\]-\6‘\8\ \]\-4‘2\\8\ T ‘ TT \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 '8t Ion: 95 Resp: 145532
Abundance Scan 2892 (10.639 min): VU043094.D\datams 100 Ratio Lower Upper
95.0 95 100
173.9
174 83.0 0.0 172.2
750 176  80.8 0.0 168.8
Raw 50
Abundance
T 10.639
80000
0 T \m“\ \‘\ 1 H‘ HH\““‘ H “‘“‘ TTT \]-‘2\5\ }\]_‘4\5\ \8\ ‘ TT \‘\“ T
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 2892 (10.639 min): VU043094.D\data.ms (- 60000
95.0 173.9
40000
Sub 75.0
50
20000
50.0
ol w“‘ J‘M ;‘ m U‘w‘: oy 1158 1409 —————
miz--> 40 60 80 100 120 140 160 180 Time--> 1060  10.70
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Abundance Scan 2514 (9.423 min): VU043016.D\data.ms (-Z #63

117.0 Chlorobenzene-d5
Concen: 50.00 ug/1l
82.0 RT: 9.423 min Scan# 2514
Ref 50 Delta R.T. ©0.000 min
54.0 Lab File: VU@43094.D
H Acq: 14 Apr 2021 15:08 109-SB-1MEDL
0\‘\\\}}\‘\\\‘\\\\‘\\\\‘\\\‘1"\‘\\\’\\\\’\\\\’\\\1‘\\\\
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 266742
Abundance Scan 2514 (9.423 min): VU043094.D\datams 10" Ratio Lower Upper
117.0 117 100
82 57.4 45.8 68.6
820 119 32.7 25.8 38.8
Raw 50
Abundance
54.0
150000
\‘\ NN 98.9 |
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\
mlz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 2514 (9.423 min): VU043094.D\data.ms (-2 100000
117.0
82.0
sub 50000
54.0
400
0 809 i B9 e
m/z--> 30 40 50 60 70 80 90 100 110 120  Time--> 9.40 950

Abundance Scan 3259 (11.819 min): VU043016.D\data.ms (- #72

149.8 1,4-Dichlorobenzene-d4
Concen: 50.00 ug/1

RT: 11.819 min Scan# 3259
Delta R.T. -0.000 min

Lab File: VU043094.D

H Acq: 14 Apr 2021 15:08

Ref 50 115.0
520 780

5.7
0- ‘i\“\‘%\‘\\\‘\\\\‘\\

m/z--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 147006

Abundance Scan 3259 (11.819 min): VU043094.D\data.ms Ion Ratio Lower Upper
150.0 152 100

115 59.5 41.5 124.6
150 156.4 0.0 342.4

Raw 50 115.0
52.0 780 : Abundance
0l MH -~ ‘\H\ o \M\ ‘M‘Q‘S‘O‘ et ;“ ‘1‘3-:'-‘9‘ : ‘H‘ -
miz--> 4 60 8 100 120 140 160 100000
Abundance Scan 3259 (11.819 min): VU043094.D\data.ms (-
150.0
Sub 50000
S0 115.0
52.0 78.0
ol by w““ 1970 | a31e — e
miz--> 40 60 80 100 120 140 160 Time--> 11.80  11.90
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Abundance Scan 2846 (10.491 min): VU043016.D\data.ms (- #73

105.0 Isopropylbenzene
Concen: 1.07 ug/l
RT: 10.491 min Scan# 2846
Ref 50 Delta R.T. -0.000 min
120.1 Lab File: VUe43094.D
51.0 77.0 Acq: 14 Apr 2021 15:08
0l “‘\‘ ‘\‘; : ‘\‘\‘ Mm‘ : ‘\‘ : ‘M‘ R o S
m/z--> 40 60 80 100 120 140 'gt Ion:1@5 Resp: 16568
Abundance Scan 2846 (10.491 min): VU043094.D\datams 10N Ratio Lower Upper
105.0 105 100
120 23.9 13.1 39.3
Raw 50 55.0
120.0 Abundance
39/0 ‘ 7T.0 ‘ 6000 10/491
0 “M ‘M“ o ‘\‘m‘\‘ﬁﬂl\"g\\ M“\‘M‘M‘\ e ‘1‘4‘\0"1‘
m/z--> 40 60 80 100 120 140
Abundance Scan 2846 (10.491 min): VU043094.D\data.ms (- 4000
105.0
sub 2000
55.0 770 120.0
39.0 ’
‘H \‘\\M \H\h MMH ‘ Ll H u 14\01
LS L S L A B N R S
miz--> 40 60 80 100 120 140 Time--> 10.45 10.50
Abundance Scan 2977 (10.912 min): VU043016.D\data.ms (- #78
91.0 n-propylbenzene
Concen: 1.67 ug/l
RT: 10.912 min Scan# 2977
Ref 50 Delta R.T. ©.000 min
Lab File: VUe43094.D
k9.0 Acq: 14 Apr 2021 15:08
ol MW“‘““N‘W - “%99§‘ R “%849
m/z--> 50 100 150 200 250 Tgt IOI’]Z.91 Resp: 19768
Abundance Scan 2977 (10.912 min): VU043094.D\data.ms Ion Ratio Lower Upper
91.0 91 100
120 21.9 11.2 33.6
Raw
>0 2811 Abundance
55.0 10/912
0 H‘L dmm \‘h‘u\”um‘n\ A “‘#‘3\2'9 ‘19\\2.? 24‘8.9‘ h
S S L S S BN 10000
m/z--> 50 100 150 200 250
Abundance Scan 2977 (10.912 min): VU043094.D\data.ms (-
91.0
5000
Sub
50 281.1
50.9 , | 132.9 1929 2489 | 0
R e S e e S U
m/z-—-> 50 100 150 200 250 Time-->  10.85 10.90 10.95
VUO43094.D 82U041221W.M Thu Apr 15 17:46:45 2021
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Abundance Scan 3207 (11.652 min): VU043016.D\data.ms (- #85

105.0

Ref 50

134.1

51.0 )
Ll L ‘\\ ‘ . " .
1T ‘ T T T ‘ LU ‘ L ’ LI ‘ L ‘ T T 1T ‘ T

miz--> 40 60 80 100 120 140 160
Abundance Scan 3207 (11.652 min): VU043094.D\data.ms
57.0

o

Raw 50

0,
m/z--> 40 60 80 100 120 140 160
Abundance Scan 3207 (11.652 min): VU043094.D\data.ms (-
57.0
105.0
Sub 85.0
50
39
127.1
Ll g, 1820
o R TR R Y Y T
miz-> 40 60 80 100 120 140 160

Abundance Scan 3382 (12.214 min): VU043016.D\data.ms (-
91.0

Ref 50 145.9

390 650 1110 i ‘
Al

0 \H““\ \‘Hi r ‘”‘\‘\ \‘H}H“ it “1‘ \‘i“\ ‘1\2\8\ L
Miz--> 40 60 80 100 120 140 160
Abundance Scan 3382 (12.214 min): VU043094.D\data.ms
41.0 69.0 91.0

sec-Butylbenzene

Concen: 1.35 ug/l

RT: 11.652 min Scan# 3207
Delta R.T. -0.000 min

Lab File: vue43094.D

Acq: 14 Apr 2021 15:08

Tgt Ion:105 Resp: 13546
Ion Ratio Lower Upper

105 100
134 18.7 10.0 30.0

Abundance
8000

11/652
6000

4000

2000

Time--> 11.60 11.65 11.70

#89
n-Butylbenzene
Concen: 2.23 ug/l

RT: 12.214 min Scan# 3382
Delta R.T. ©0.000 min

Lab File: vVue43094.D

Acq: 14 Apr 2021 15:08

Tgt Ion: 91 Resp: 19283
Ion Ratio Lower Upper
91 100

92 43.3 26.2 78.6
134 17.3 12.7 38.1

Raw 50
Abundance
10000
0,
miz--> 40 60 80 100 120 140 160 8000
Abundance Scan 3382 (12.214 min): VU043094.D\data.ms (-
91.0 6000
4000
Sub 50 67.0
109.0 1341 2000
39.0 ‘ ‘
0! ‘\\‘\\‘1“\\‘\‘“‘\1\5%.\0‘\ O\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 Time--> 12.20

VU043094.D 82U041221W.M
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Abundance Scan 3966 (14.092 min): VU043016.D\data.ms (- #95

128.0 Naphthalene
Concen: 6.13 ug/l
RT: 14.095 min Scan# 3967
Ref 50 Delta R.T. ©.003 min
Lab File:  VU@43094.D
. . 109-SB-1IMEDL
510 750 10‘2 0 | Acq: 14 Apr 2021 15:08
0\\\‘\\“\\“u\\w“\\\\“‘\\\\‘\‘ \\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 18t Ion:128 Resp: 38176
Abundance Scan 3967 (14.095 min): VU043094.D\datams 10N Ratlo Lower Upper
128.0 128 100
127 18.4 10.8 16.2#
129 7.5 8.6 13.0#
Raw 50
Abundance
41.0
‘ 690 149.1 20000 14195
0\ T \“ ‘\ \“\‘“ h\ ‘\‘H\H}‘ “‘ ‘}‘ T ‘\“\“ ‘\ \H\ \ ‘”“LM ‘\‘ \“ T \‘\ T ‘ \ T \].\8‘2\ \J-\
miz--> 40 60 80 100 120 140 160 180 15000
Abundance Scan 3967 (14.095 min): VU043094.D\data.ms (-
128.0
10000
Sub
50 5000
1020 149.0
O ool 1 1889 e
m/z--> 40 60 80 100 120 140 160 180 Time--> 14.00 14.10
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