Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62722\
Data File : VU@49408.D

Acqg On : 27 Jun 2022 17:06

Operator : SY/MD

Sample : N3431-11ME 5X

Misc : 4.88g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH WC-14B-2-3-GRME

ALS Vvial : 15 Sample Multiplier: 1

Quant Time: Jun 27 19:06:47 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

QLast Update : Mon Jun 27 14:37:12 2022

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.369 168 194515 50.000 ug/l # 0.00
34) 1,4-Difluorobenzene 6.247 114 336687 50.000 ug/l 0.00
63) Chlorobenzene-d5 9.417 117 306308 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 11.812 152 145526 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.700 65 141012 47.072 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery = 94.140%

35) Dibromofluoromethane 5.288 113 107920 45.815 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery = 91.640%

50) Toluene-d8 7.896 98 423836 50.447 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery = 100.900%

62) 4-Bromofluorobenzene 10.632 95 159516 49.564 ug/l 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 99.120%

Target Compounds Qvalue
18) Methyl Acetate 2.954 43 7794 1.906 ug/l 91
39) Methylcyclohexane 6.761 83 85868 20.974 ug/l # 86
73) Isopropylbenzene 10.484 105 19976 1.927 ug/1 98
85) sec-Butylbenzene 11.645 105 31407 2.806 ug/l 95
89) n-Butylbenzene 12.208 91 28097 3.354 ug/l 77

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062722\
Data File : VU@49408.D

Acqg On : 27 Jun 2022 17:06

Operator : SY/MD

Sample : N3431-11ME 5X

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH WC-14B-2-3-GRME

ALS vial : 15 Sample Multiplier: 1

Quant Time: Jun 27 19:06:47 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

QLast Update : Mon Jun 27 14:37:12 2022

Response via : Initial Calibration

Abundance TIC: VU049408.D\data.ms
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Abundance Scan 1253 (5.369 min): VU049399.D\data.ms (-1 #1
168.0 | pentafluorobenzene

56.0 Concen: 50.000 ug/l
84.0 RT: 5.369 min Scan# 1gEtigl=ies
Ref 50 Delta R.T. -0.006 min [US\Ye/NU
Lab File: VU@49408.D [GlEERISEIAEN
‘ ‘ 11801370 Acq: 27 Jun 2022 17:06 WISHEEDECIERINIS
0l ‘M “\‘M‘\‘ el ‘\“\}\‘m‘ ““i e “‘ e }“ . “\H
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 194515

Abundance Scan 1253 (5.369 min): VU049408 D\data.ms 10N Ratio  Lower Upper
168.0 | 168 100

99 61.6 39.3 58.9#

99.0
Raw 50
Abundance
117 9137.0
369 56\9 \\7?.?\\ ‘ Ly H \‘ | 80000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160
Abundance 60000
168.0
b 99.0 40000
u
50
20000
117 9137.0
5369 56.0 70 ' 0 :
T T e e e T T
miz--> 40 60 80 100 120 140 160 Time--> 530 5.40

Abundance Scan 500 (2.948 min): VU049399.D\data.ms (-4€ #18

43.0 Methyl Acetate
Concen: 1.906 ug/1l
RT: 2.954 min Scan# 502
Ref 50 Delta R.T. -0.003 min
74.0 Lab File: VUe49408.D
59.0 Acq: 27 Jun 2022 17:06
ol b 12691418
miz--> 40 60 30 100 120 140 Tgt IOI’]Z.43 Resp: 7794
Abundance  Scan 502 (2.954 min): VU049408 D\data.ms | 10N Ratio Lower Upper
43.0 43 100
74 23.2 22.5 33.7
Raw 50
Abundance
74.0
58.9
o 3000
m/z--> 40 60 80 100 120 140
Abundance
43.0 2000
Sub
50 1000
74.0
58.9 \
O OH\HH\HHMH
m/z--> 40 60 80 100 120 140 Time--> 290 295 3.00
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Abundance Scan 1356 (5.700 min): VU049399.D\data.ms (-1 #33

65.0 1,2-Dichloroethane-d4

Concen: 47.072 ug/1l

RT: 5.700 min Scan# 11UgEigialERies

Ref 50 50.9 Delta R.T. -0.007 min |(USNeL W)
Lab File: VU@49408.D [(CUEhISElellEll0f
102.0 Acq: 27 Jun 2022 17:06 WIeHEIRREENIVIS
0 \‘\??\.9‘\H‘\“\‘\H“\‘\i\“\\H‘H.H‘HH‘HM‘H
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 65 Resp: 141012
Abundance Scan 1356 (5.700 min): VU049408 D\data.ms | 10N Ratio Lower Upper
65.0 65 100

67 52.7 0.0 108.0

Raw 50
50.9 Abundance
101.9
370 | mg 80000
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110
Abundance
65.0 40000
Sub
20000
50 50.9
101.9
0 37.0 85.7 0 -
i e e B ma T
miz--> 30 40 50 60 70 80 90 100 110 Time-> 5.60 5.70 5.80

Abundance Scan 1526 (6.247 min): VU049399.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 6.247 min Scan#t 1526
Ref 50 Delta R.T. -0.007 min
63.0 Lab File: VUe49408.D
88.0 Acq: 27 Jun 2022 17:06
0\?Z{?\“‘\‘\“H“\H\M\“‘\!\“‘\‘\\\“\‘\\H‘\\H‘\\H‘\\H‘\\H
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:114 Resp: 336687
Abundance Scan 1526 (6.247 min): VU049408 D\data.ms | 10N Ratio Lower Upper
114.0 114 100
63 22.2 0.0 37.8
88 16.4 0.0 29.2
Raw 50
Abundance
63.0 88.0
ol 2070 150000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
114.0 100000
Sub 50 50000
63.0 88.0
o 2070 ol
miz--> 40 60 80 100 120 140 160 180 200  Time--> 6.20 6.30 6.40
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Abundance Scan 1228 (5.288 min): VU049399.D\data.ms (-1 #35

110.9 Dibromofluoromethane
Concen: 45.815 ug/1
RT: 5.288 min Scan# 1gEidtigl=pies
Ref 50 Delta R.T. -0.003 min [S\AeLWV)
60.9 Lab File: VU@49408.D [(®IEHIEEIel(EI(6H
: 191.8 | Acq: 27 Jun 2022 17:06 UISEEIEREERENIS
0309 L shal |, s
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 107920
Abundance Scan 1228 (5.288 min): VU049408 D\data.ms | 10N Ratlo  Lower Upper
110.9 113 100
111 101.9 82.1 123.1
192 18.2 18.0 27.0
Raw 50
Abundance )
78.9 191.9 50000 5.288
ol 439 Ly | 1598 )
N RN AR AR SRS RN AN SRR 40000
miz--> 40 60 80 100 120 140 160 180
Abundance
110.9 30000
) 20000
Su 50
10000
78.9 191.9
0 43.9 159.8 0
miz--> 40 60 80 100 120 140 160 180 Time--> 520 530

Abundance Scan 1686 (6.761 min): VU049399.D\data.ms (-1 #39

550 83.0 Methylcyclohexane
' Concen:  20.974 ug/l
RT: 6.761 min Scan# 1686
Ref 50 41.0 98.1 Delta R.T. -@.007 min
69.0 Lab File: VUe49408.D
“ ‘ ‘ Acq: 27 Jun 2022 17:06
0 \‘H\N‘\‘\H““\“\\‘\‘H\‘\‘l[‘\\‘\‘\“‘!1\\‘\\\‘!“\\\\‘\\.\\‘
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 83 Resp: 85868
Abundance Scan 1686 (6.761 min): VU049408 D\datams | 100 Ratlo Lower Upper
83.0 83 100
55.0
55 85.8 55.3 82.94#
98 43.4 37.3 55.9
Raw 50{ 410 98.1
Abundance
‘ 69.0
miz--> 30 40 50 60 70 80 90 100 110
Abundance
55.0 83.0 20000
Sub
50 41.0 98.1 10000
69.0
oY S 1 TR | o S S — ot
miz--> 30 40 50 60 70 80 90 100 110  Time-> 6.70  6.80
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Abundance Scan 2039 (7.896 min): VU049399.D\data.ms (-2 #50

98.1 Toluene-d8
Concen: 50.447 ug/1l
RT: 7.896 min Scan# 2([gEidllglEies
Ref 50 Delta R.T. -0.003 min MS_VOA_U
Lab File: VU@49408.D [GlEERISEIAEN
420 540 700 Acq: 27 Jun 2022 17:06 WISEEIERRCERIS
0\‘\\\‘\i‘\\\}ill\\‘\}l\l\\\\g‘z\\o\\‘\\\“‘\\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 98 Resp: 423836
Abundance Scan 2039 (7.896 min): VU049408 D\data.ms | 10N Ratio Lower Upper
98.1 98 100
100 62.7 51.7 77.5
Raw 50
Abundance
42.0 540 70.0
0 dooo o 80 | 1121 200000
\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
mlz--> 30 40 50 60 70 80 90 100 110
Abundance 150000
98.0
100000
Sub
50
50000
42.0 70.0
o 54.0 82.0 112.1 0 )
SRNMMSNL MU VENERRN R cruS 1 s
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 7.80 7.90 8.00

Abundance Scan 2891 (10.635 min): VU049399.D\data.ms (; #62

93.0 4-Bromofluorobenzene
1739 ' concen: 49.564 ug/l
75.0 RT: 10.632 min Scan# 2890
Ref 50 Delta R.T. -0.000 min
Lab File: VUe49408.D
50.0 Acq: 27 Jun 2022 17:06
0 T \ ‘ T \“\ \‘ ‘H‘\ U\“\“‘\w H“ ‘ T \1\]_\6‘.\9\ \]\-4‘2\.\9\ T ‘ T \‘\“ T
miz--> 40 60 80 100 120 140 160 180 T8t Ion: 95 Resp: 159516
Abundance Scan 2890 (10.632 min): VU049408 D\data.ms | 10N Ratio Lower Upper
95.0 95 100
1739 174 69.2 0.0 182.0
176 67.3 0.0 177.8
Raw o 75.0
Abundance
500 ‘ 125.1
o) o ‘M“ “ “\‘ M ‘H\ M\‘\ ! \“H 1l \\‘\ s “ ‘.‘ ‘1‘4‘5“7‘ B ‘\‘\‘ . 80000
m/z--> 40 60 80 100 120 140 160 180
Abundance 60000
95.0
1739 40000
Sub 75.0
50
20000
50.0
125.1
T T S AR 0
miz--> 40 60 80 100 120 140 160 180 Time-->
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Abundance Scan 2513 (9.420 min): VU049399.D\data.ms (-2 #63

117.0 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.0 RT: 9.417 min Scan# 2! gIgilgles
Ref 50 Delta R.T. -0.003 min [SVCIWE
54.0 Lab File: VU@49408.D [(CUEhISElellEll0f
H Acq: 27 Jun 2022 17:06 WISHEIERZARREINIS
0\\\‘}‘\\‘\\“\\\“1”‘\\\\‘\\}\‘i\\\\‘\\\\‘\\\\‘\\\\‘\\\.\ . .
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:117 Resp: 306308
Abundance Scan 2512 (9.417 min): VU049408 D\data.ms | 10N Ratio Lower Upper
117.0 117 100
82 58.0 41.7 62.5
82.0 119 31.9 25.7 38.5
Raw 50
Abundance
54.0
G\\\‘}‘\\‘H\“\\\l‘i‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 150000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
117.0 100000
Sub 82.0
50 50000
54.0
T N ——
miz--> 40 60 80 100 120 140 160 180 200 Time.> 9.30 9.40 9.50
Abundance Scan 3257 (11.812 min): VU049399.D\data.ms (- #72
149.9 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l
RT: 11.812 min Scan# 3257
Ref 50 115.0 Delta R.T. -0.000 min
52.0 78.0 Lab File: VUe49408.D
‘ ‘ ‘ Acq: 27 Jun 2022 17:06
Ot \H’ T \w\“ ’”‘i”\ \“!““ \“\‘?6\"9‘\ T 1“1 TT \‘\ T \‘\“\ T
miz--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 145526
Abundance Scan 3257 (11.812 min): VU049408 D\data.ms | 1N Ratio Lower Upper
150.0 152 100
115 61.4 37.0 110.9
150 154.6 0.0 342.2
Raw 50
115.0
520 780 Abundance
07_'_#‘“ \‘!“M’ \m“ T \H\ 1“ T 7T \‘\“\ ‘1\6\8\]7
m/z--> 40 60 80 100 120 140 160 100000 11lgn2
Abundance
150.0
Sub 50000
50 115.0
52.0 78.0
8.1
Ottt L FO52 0
miz--> 40 60 80 100 120 140 160  Time-->
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105.0

Abundance Scan 2844 (10.484 min): VU049399.D\data.ms (1 #73

Isopropylbenzene
Concen: 1.927 ug/l
RT: 10.484 min Scan#t 2{gigiil=gles

Ref 50 Delta R.T. -0.000 min [SVCIWE
Lab File: VU@49408.D [(CUEhISElellEll0f
51.0 77‘-0 ‘ Acq: 27 Jun 2022 17:06 WISEEI=RReRelllIS
0H\“‘\\“1\“\‘H‘\“‘H‘H‘MH\“\H\‘HH‘HH‘HH‘H\.\
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:105 Resp: 19976
Abundance Scan 2844 (10.484 min): VU049408.D\datams | 100 Ratio Lower Upper
55.0 105 100
105.0
120 26.6 13.8 41.4
Raw 50
Abundance
81.0
‘ ‘ 140.1
0 \‘\H“‘}‘\H\‘\“\‘\\\l\\\\‘\\\\‘\\\%(\)\e;g 10000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
105.0
55.0
5000
Sub
50
79,0 140.1
0 206.9
e e T G
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.45 10.50
Abundance Scan 3205 (11.645 min): VU049399.D\data.ms (- #85
105.0 sec-Butylbenzene
Concen: 2.806 ug/l

RT: 11.645 min Scan# 3205
Delta R.T. -0.000 min

Lab File: vue494e8.D

Acq: 27 Jun 2022 17:06

Tgt Ion:105 Resp: 31407

Ion Ratio Lower Upper
105 100
134 18.3 10.4 31.1

Abundance
20000

15000

Ref 50
77.0 134.0
51.0 " ‘
0\\\“‘\\“‘\\“\‘\\\“‘\\\\’H\\‘\“\\\‘\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160
Abundance Scan 3205 (11.645 min): VU049408.D\data.ms
Raw 50
0,
m/z--> 40 60 80 100 120 140 160
Abundance
57.0 95.0
Sub
50
39.0
77.0 127.1
154.1
L e e
m/z--> 40 60 80 100 120 140 160

10000

5000

Time--> 11.60 11.65 11.70
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Abundance Scan 3380 (12.208 min): VU049399.D\data.ms (- #89
91.0 n-Butylbenzene
Concen: 3.354 ug/l
RT: 12.208 min Scan#t 3lUgSiidtil=lgles
Ref 50 146.0 Delta R.T. -0.000 min |(USV/eLWF
1110 Lab File: VU@49408.D [(CUEhISElellEll0f
90, 6?,0 \‘ ‘ ‘ ‘ Acq: 27 Jun 2022 17:06 WIeHEIRREENIVIS
0l ‘u\\‘ ‘\‘i YA N ;H\ pupl \;\”\“ NN T .
miz--> 40 60 80 100 120 140 160 Tgt Ion: 91 Resp: 28697
Abundance Scan 3380 (12.208 min): VU049408.D\data.ms | 10N Ratio Lower Upper
69.0 91 100
92 34.6 26.2 78.6
41.0 950 134 17.0 13.5 40.4
Raw 50
Abundance
125.1 15000
‘H | ] 42
0 ‘\\}\‘\“\\‘\“\\N\‘\\\\
m/z--> 40 60 80 100 120 140 160
Abundance 10000
69.0
41.0 95-0
Sub 50 5000
125.1
152.0 A
G‘“\““\““\‘“‘\““\““\““\““ 0 -
mlz-—-> 40 60 80 100 120 140 160  Time->
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