Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 25 Sample Multiplier: 1

Quant Time: Aug 19 04:21:59 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

QLast Update : Tue Aug 17 11:57:51 2021

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.562 168 138772 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.769 114 239179 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 218887 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 80012 50.000 ug/l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.964 65 97990 50.593 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery = 101.180%

35) Dibromofluoromethane 5.397 113 75352 47.599 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  95.200%

50) Toluene-d8 8.653 98 297401 49.359 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery =  98.720%

62) 4-Bromofluorobenzene 11.085 95 97513 43.963 ug/l 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery =  87.920%

Target Compounds Qvalue
39) Methylcyclohexane 7.391 83 6055 2.245 ug/l 90
73) Isopropylbenzene 10.963 105 7146 1.171 ug/1 93
78) n-propylbenzene 11.305 91 31290 4.483 ug/l1 98
84) 1,2,4-Trimethylbenzene 11.756 105 12642 2.528 ug/1 99
85) sec-Butylbenzene 11.896 105 8195 1.329 ug/l 96
89) n-Butylbenzene 12.335 91 18918 4.174 ug/l # 83
95) Naphthalene 13.780 128 16298 3.996 ug/l # 91

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Time: Aug 19 04:21:59 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

QLast Update : Tue Aug 17 11:57:51 2021

Response via : Initial Calibration

Abundance TIC: VX023827.D\data.ms
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Abundance Scan 734 (5.562 min): VX023756.D\data.ms (-72 #1
168.1 pentafluorobenzene
Concen: 50.000 ug/1l

99.0 RT: 5.562 min Scan# 734
Ref 50 Delta R.T. -0.000 min
Lab File: VX@23827.D
750 11801370 Acq: 18 Aug 2021 19:22
0““‘8‘-‘0‘ ‘HM“\”‘\‘u‘\‘i\H\H,Mu‘,\l‘u‘\ -
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 138772

Abundance  Scan 734 (5.562 min): VX023827.D\datams ~ 1N Ratio Lower Upper
168.0 168 100

99 55.8 45.8 68.6

99.0
Raw 50
Abundance
137.1 5.562
75.0 118.0
0\3\7"0\ \5\?'?\ ”\“\w\”‘\ \‘\‘i\\\\h’}\\\’\}‘\\‘\ ‘\\ 40000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 734 (5.562 min): VX023827.D\data.ms (-68 30000
168.0
20000
Sub 99.0
50
10000
137.1
75.0 118.0
‘3‘7‘"0"5‘61'?‘1“““}0“““1””‘,1‘”,‘1”_ L R
m/z--> 40 60 80 100 120 140 160  Time--> 5.40 5.50 5.60 5.70

Abundance Scan 800 (5.964 min): VX023756.D\data.ms (-78 #33

63.0 1,2-Dichloroethane-d4
Concen: 50.593 ug/1
RT: 5.964 min Scan# 800
Ref 50 51.0 Delta R.T. ©.000 min
' Lab File: VX023827.D
102.0 Acq: 18 Aug 2021 19:22
70 |l |
0\‘\\H‘\H‘\‘\\\\“\rir‘HH‘H'H‘HH‘HM‘H . .
m/z--> 30 40 50 60 70 80 90 100 110 I8t Ion: 65 Resp: 97996
Abundance  Scan 800 (5.964 min): VX023827.D\datams 100 Ratio Lower Upper
65.0 65 100
67 50.5 0.0 105.4
Raw 50
51.0 Abundance
102.0 5.964
N I Y N PR ¥ L 30000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 800 (5.964 min): VX023827.D\data.ms (-75
65.0 20000
Sub
50 51.0 10000
102.0
B Tt [V KRS 7 N [ O
m/z-—-> 30 40 50 60 70 80 90 100 110 Time-> 5.805.906.006.10
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Abundance Scan 932 (6.769 min): VX023756.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l

RT: 6.769 min Scan# 932
Ref 50 Delta R.T. -0.000 min

Lab File: VX023827.D
Acq: 18 Aug 2021 19:22

63.0
88.0
a2 %00 e |

m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:114 Resp: 239179

Abundance  Scan 932 (6.769 min): VX023827.D\datams ~ 1N Ratio Lower Upper
114.0 114 100

63  20.8 0.0 40.8
0.0

o

88 15.9 32.8
Raw 50
A,
63.0 88.0
37.0 500\ ‘ 75\0 ‘ | !
0 \‘HH‘HH‘\\H“H\}‘i\}\\‘\\\\‘H‘H‘HH‘\ T T 80000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 932 (6.769 min): VX023827.D\data.ms (-88
60000
114.0
40000
Sub
50
20000
63.0 88.0
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.70 6.80 6.90

Abundance Scan 707 (5.397 m|n) VX023756.D\data.ms (-69 #35
97 Dibromofluoromethane

Concen: 47.599 ug/1

RT: 5.397 min Scan# 707

Ref 50 61.0 Delta R.T. ©.000 min
Lab File: VX023827.D
18.9 191.9 Acq: 18 Aug 2021 19:22
0‘%?‘9“‘l¢“‘H"mwﬂ‘“JM“““‘%§?‘§““Jh“
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 75352
Abundance  Scan 707 (5.397 min): VX023827.D\data.ms Ion Ratio Lower Upper
110.9 113 100
111 102.7 81.9 122.9
192 19.6 16.7 25.1
Raw 50
Abundance
79.0 191.9 25000 5.897
orms oy Lo |
miz--> 40 60 80 100 120 140 160 180 20000
Abundance Scan 707 (5.397 min): VX023827.D\data.ms (-65
11.9 15000
Sub 10000
50
5000
79.0 191.9 \
0”‘4\4‘8“\‘”‘U"”H‘\‘”‘\””\”1“5?‘?”\”‘!“\‘ O
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
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Abundance Scan 1033 (7.385 min): VX023756.D\data.ms (-1 #39

- 83.1 Methylcyclohexane
Concen: 2.245 ug/l
RT: 7.391 min Scan# 1034
Ref 50 41.1 98.1 Delta R.T. ©.006 min
Lab File: VX@823827.D
‘ ‘ ‘ 69.1 Acq: 18 Aug 2021 19:22
0 ‘\‘Hw"H\“”H\H“!H‘Hw”‘w””“ww
m/z--> 30 40 50 60 80 90 100 Tgt Ion: 83 Resp: 6055
Abundance Scan 1034 (7.391 mln). VX023827.D\data.ms Ion Ratio Lower Upper
3 83 100
55 64.8 58.9 88.3
55.0 98 40.9 38.1 57.1
Raw
%0 41.0 9.1 Abundance
69.1 2500
0
miz-> 30 40 50 60 70 80 90 100 2000
Abundance Scan 1034 (7.391 min): VX023827.D\data.ms (-9
83.1 1500
55.0
Sub 1000
50 41.0 98.1
500
69.1
0 “HHM‘H U\!\‘\HHM\HHW!1”‘\”‘\‘””‘ e
miz--> 30 50 60 70 80 90 100 Time-->  7.307.357.407.45

Abundance Scan 1241 (8.653 min): VX023756.D\data.ms (-1 #50

98.1 Toluene-d8

Concen: 49.359 ug/1l

RT: 8.653 min Scan# 1241

Ref 50 Delta R.T. -0.000 min
Lab File: VX023827.D
420 541 701 Acq: 18 Aug 2021 19:22
0 \‘\\\\i\\\\‘ll\\‘\\‘\‘\“\\\\8‘2\-9\‘\\\ “‘\\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 98 Resp: 297401
Abundance Scan 1241 (8.653 min): VX023827.D\data.ms Ion Ratio Lower Upper
98.1 98 100
100 63.0 51.9 77.9
Raw 50
Abundance
8.653
421 g4q 701
Jo il ] 820 I 1122
0 \‘\H\‘H\\‘\\H‘\\\\‘\H\‘\\\\‘\H [EARRAREERRE 150000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1241 (8.653 min): VX023827.D\data.ms (-1
%.1 100000
Sub
50 50000
421 541 701
0 ‘_m;!‘m‘HHMM‘W‘B‘Z‘QWW 22 P
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 8.60 8.70
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Abundance Scan 1640 (11.085 min): VX023756.D\data.ms (- #62

98.0 174.0 4-Bromofluorobenzene
Concen: 43,963 ug/l
750 RT: 11.085 min Scan# 1640
Ref 50 Delta R.T. ©.000 min
50.0 Lab File: VX023827.D
' Acq: 18 Aug 2021 19:22
0 \\\‘\\“\ \“‘H\ U\‘l“‘\‘\ “‘\“\}}\7‘.9\\]-\4"()\.\9\\‘\\\‘\“\\
m/z--> 40 60 80 100 120 140 160 180 18t Ion: 95 Resp: ~ 97513
Abundance Scan 1640 (11.085 min): VX023827.D\datams 10N Ratlo Lower Upper
95.0 95 100
1740 174 79.8 0.0 154.6
176 76.8 0.0 155.8
Raw 50
Abundance
11.0p85
116.0 140.9 I
0' | L L L 60000
m/z--> 80 100 120 140 160 180
Abundance Scan 1640 (11.085 min): VX023827.D\data.ms (-
93.0 174.0 40000
Sub 75.0
50 20000
50.0
0 116.0 143.0 L ]
- \\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\ T
miz--> 40 60 80 100 120 140 160 180 Time--> 11.00 11.10

Abundance Scan 1472 (10.061 min): VX023756.D\data.ms (- #63
111 Chlorobenzene-d5
Concen: 50.000 ug/l

82.1 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. -0.006 min
521 Lab File: VX023827.D
Acq: 18 Aug 2021 19:22
0‘wﬁ%ﬁ*wﬂjww‘ﬂw”MiWH\HH\HH\H‘MH‘w
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 218887

Abundance Scan 1471 (10.055 min): VX023827.D\data.ms 10N Ratio Lower Upper
117.0 117 100

82 58.4 47.4 71.2

82.1 119 33.2 26.6 39.8
Raw 50
Abundance
54.1 150000
401 H 99.0 I
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1471 (10.055 min): VX023827.D\data.ms (- 100000
117.0
82.0
Sub
50 50000
54.0
40.0
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 10.00 10.10
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Abundance Scan 1794 (12.024 min): VX023756.D\data.ms (- #72

119.1

149.9

1,4-Dichlorobenzene-d4

Concen: 50.000 ug/1l

RT: 12.024 min Scan#t 1794
Ref 50 Delta R.T. ©0.000 min

78.0 Lab File: VX023827.D

52.1
Acq: 18 Aug 2021 19:22
0! “‘ \“\‘ ‘\9\9‘0\\ T }“} T \“\ T \“‘\ T

m/z--> 40 60 80 100 120 140 160 18t Ion:152 Resp: 80012

Abundance Scan 1794 (12.024 min): VX023827.D\data.ms 1N Ratio Lower Upper
150.0 152 100

115 59.4 41.1 123.3
150 159.4 0.0 349.0

Raw 50
115.0 Abundance
52 78.0 100000
ol Lo e 1319 ||
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 80000
miz--> 40 60 100 120 140 160
Abundance Scan 1794 (12.024 min): VX023827.D\data.ms (-
60000
150.0
40000
Sub
50 115.0
521 780 ' 20000
ot les1 | 1me oL
miz--> 40 60 80 100 120 140 160 Time--> 12.00 12.10

Abundance Scan 1620 (10.963 min): VX023756.D\data.ms (- #73

105.1 Isopropylbenzene
Concen: 1.171 ug/1
RT: 10.963 min Scan# 1620
Ref 50 Delta R.T. ©.000 min
120.1 Lab File: VX023827.D
51.0 71 Acq: 18 Aug 2021 19:22
0\:\35\'% \‘M\‘\\\\M‘\\‘\\“\‘\\\“\\\\‘\\
m/z--> 40 60 80 100 120 140 gt Ion:105 Resp: 7146
Abundance Scan 1620 (10.963 min): VX023827.D\datams 10N Ratio  Lower Upper
105.0 105 100
120 30.1 13.2 39.6
Raw 50
1201 Abundance
77.0 10.863
412 ‘ ‘ 5000
[ U”\ \“‘\“\H T Loy H‘ * “ . \“\ L T ‘\“\ T “ T \1\4?.\0\
m/z--> 40 60 8 100 120 140 4000
Abundance Scan 1620 (10.963 min): VX023827.D\data.ms (-
105.0 3000
Sub 2000
50
120.1 1000
77.0
51.0
om_WmH\\_mmm_wlf*?‘o‘ ot
miz--> 40 100 120 140 Tjme--> 10.90 10.95 11.00
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Abundance Scan 1676 (11.305 min): VX023756.D\data.ms (- #78

911 n-propylbenzene
Concen: 4,483 ug/l
RT: 11.305 min Scan# 1676
Ref 50 Delta R.T. -0.000 min
1204  Lab File:  VX023827.D
" Acq: 18 Aug 2021 19:22
T T T T T T T T T T T T T T T T T . .
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion: 91 Resp: 31290
Abundance Scan 1676 (11.305 min): VX023827.D\datams 10N Ratlo Lower Upper
91.1 91 100
120 24.2 11.5 34.5
Raw 50
Abundance
120.1 11.805
39.0 65.0 78,0
(O} T \“‘\ t \\5“2\.\(\)‘\ T \‘\‘\ TP \‘1“ TTT \“ ! TT \:‘L\(‘)\?\]‘-\ T "\ T 20000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1676 (11.305 min): VX023827.D\data.ms (- 15000
91.1
10000
Sub
50
1201 5000
65.0
ot Qererbr  rferr O
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 11.25 11.30 11.35

Abundance Scan 1750 (11.756 min): VX023756.D\data.ms (- #84

105.1 1,2,4-Trimethylbenzene
Concen: 2.528 ug/1
RT: 11.756 min Scan# 1750
Ref 50 Delta R.T. -0.000 min
Lab File: VX023827.D
510 (7.0 Acq: 18 Aug 2021 19:22
0 \“‘\ \“\” ™ T \‘H‘ T \“\ T “M\ \‘\“‘lwzwgwlg’ T \1‘6\4\9\\ T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:165 Resp: 12642
Abundance Scan 1750 (11.756 min): VX023827.D\datams 10N Ratio  Lower Upper
105.1 105 100
120 45.7 22.4 67.3
Raw 50
Abundance
11.fy56
3 57.1 771 10000
Oﬂ_v_g"ﬂ t \“M“‘ ‘i‘ \M\ im‘ ‘\‘\‘\ \“ “\‘\ i“\““\ L B L B
m/z--> 40 60 80 100 120 140 160 8000
Abundance Scan 1750 (11.756 min): VX023827.D\data.ms (-
105.1 6000
Sub 4000
50
2000
57.0 77.1
O‘T‘ggip““c 1“\““‘ ““‘ m‘u‘H‘“““‘HH,HH‘HH‘ BB B S
miz--> 40 60 80 100 120 140 160 Time-->  11.70 11.75 11.80
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Abundance Scan 1773 (11.896 min): VX023756.D\data.ms (- #85

105.1 sec-Butylbenzene
Concen: 1.329 ug/l
RT: 11.896 min Scan# 1773
Ref 50 Delta R.T. -0.000 min
1341 Lab File: VX023827.D
77.1 Acq: 18 Aug 2021 19:22
0300 %50 Lo
m/z--> 0 6 80 100 120 140 T8t Ton:185 Resp: 8195
Abundance Scan 1773 (11.896 min): VX023827.D\datams 10" Ratio Lower Upper
105.0 105 100
134 18.1 10.0 29.8
Raw 50
571 Abundance
411 ‘ 771 134.3 6000 11.896
[o “\“‘ ‘\“\“ ‘\‘\ ‘\“‘ ‘H‘u“‘ il “ ‘\‘u‘ il “\‘ -
m/z--> 80 100 120 140
Abundance Scan 1773 (11.896 min): VX023827.D\data.ms (- 4000
105.0
sub 2000
411 57.1 771 134.3
ol ‘\‘\ Ay H‘ u“““ ‘M“\Hwh\‘ b e
m/z> 80 100 120 140 Time--> 11.85 11.90 11.95

Abundance Scan 1845 (12.335 min): VX023756.D\data.ms (- #89

911 n-Butylbenzene
Concen: 4.174 ug/1
RT: 12.335 min Scan# 1845
Ref 50 146.0  pelta R.T. -0.000 min
1110 Lab File: VX023827.D
00 651 : L ‘ Acq: 18 Aug 2021 19:22
0 T \H"‘\ T \ \ "\‘\ \“‘H‘ P \‘ T ‘ ‘\‘\ \ \ ‘].\2\9\ T ‘ \‘\“\ T ‘
m/z--> 40 100 120 140 Tgt Ion:.91 Resp: 18918
Abundance Scan 1845 (12.335 min): VX023827.D\data.ms Ion Ratio Lower Upper
91.1 91 100
92 46.5 27 .4 82.0
134 40.7 13.2 39.5#
Raw 50
134.1 Abundance
651 12.835
39.0 L 1171
0\\\’\\‘\\’\\\\"\\"\‘\\\\‘\\\‘\‘\\\\‘
m/z--> 40 60 80 100 120 140 10000
Abundance Scan 1845 (12.335 min): VX023827.D\data.ms (-
91.0
Sub 5000 /\
50 \
134.1
65.0
| ‘ | ‘ 115\3 0
bt m—
miz--> 40 60 80 100 120 140 Time--> 12.30
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Abundance Scan 2082 (13.780 min): VX023756.D\data.ms (- #95

128.1 Naphthalene
Concen: 3.996 ug/l
RT: 13.780 min Scan#t 2082
Ref 50 Delta R.T. -0.000 min
Lab File:  VX023827.D
Acq: 18 Aug 2021 19:22
oL 50,70 OB 2071 :
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:128 Resp: 16298
Abundance Scan 2082 (13.780 min): VX023827.D\datams 10" Ratio Lower Upper
128.1 128 100
127 14.7 1.3 15.5
129 16.0 8.8 13.2#
Raw 50
Abundance
13.f780
51.0 75,0 102.0
0 \“M \“\ ‘\‘“‘W \”\H\H“ iy \”““\ T \‘H‘\‘ T \}‘6\5\\4: BRERERREE 10000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2082 (13.780 min): VX023827.D\data.ms (-
128.1
5000
Sub
50
102.0
L RN - S ol e
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 13.70  13.80
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