LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@69074.D

Acqg On : 20 Oct 2021 20:23

Operator : JC/MD

Sample : M4253-07

Misc : 5.00mL/MSVOA_N/WATER 133-134

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M

Title : SW846 8260

Signal : TIC: VN@69074.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.260 85 101 113 rBV3 13428 24745 1.16% 0.130%
2 2.443 159 169 183 rVB 27393 43283 2.04% 0.227%
3 3.140 411 429 449 rBV 99358 223392 10.51% 1.171%
4 3,524 554 572 595 rVB4 16440 51610 2.43% 0.271%
5 5.090 1130 1156 1165 rBV4 8151 26578 1.25% 0.139%
6 5.618 1319 1353 1394 rBV2 590454 2126019 100.00% 11.144%
7 7.152 1899 1925 1947 rBV3 63863 184690 8.69% 0.968%
8 8.027 2228 2251 2261 rBvV2 223988 532366 25.04% 2.791%
9 8.091 2262 2275 2298 rVB3 493787 1165524 54.82% 6.109%
10 8.442 2386 2406 2432 rBV 241643 563767 26.52% 2.955%
11  8.641 2439 2480 2492 rBV1e 62253 309460 14.56% 1.622%
12 8.971 2584 2603 2629 rBV 647852 1329965 62.56% 6.971%
13 9.462 2758 2786 2802 rBv2 78259 198836 9.35% 1.042%
14  9.888 2931 2945 2957 rVB4 10910 22475 1.06% 0.118%
15 9.974 2964 2977 2985 rBV2 18746 35988 1.69% 0.189%
16 10.019 2986 2994 3011 rVB3 20406 39036 1.84% 0.205%
17 10.325 3097 3108 3120 rBV5 12232 22873 1.08% 0.120%
18 10.443 3134 3152 3184 rBV 989465 1874138 88.15% 9.824%
19 10.870 3296 3311 3328 rVB5 11571 28582 1.34% 0.150%
20 11.747 3619 3638 3665 rBV 916849 1654366 77.82% 8.672%
21 11.961 3700 3718 3743 rVB 185717 341471 16.06%  1.790%
22 12.283 3818 3838 3860 rVB 307733 523900 24.64% 2.746%
23 12.734 3988 4006 4030 rBV 699983 1226322 57.68% 6.428%
24 12.986 4086 4100 4105 rBV 94274 149708 7.04% 0.785%
25 13.018 4106 4112 4119 rVV2 138676 217206 10.22% 1.139%
26 13.061 4119 4128 4149 rVB 390852 642403 30.22% 3.367%
27 13.224 4168 4189 4208 rBV 533661 904967 42.57% 4.744%
28 13.560 4303 4314 4326 rVB2 24783 37955 1.79% 0.199%
29 13.678 4341 4358 4364 rBV 814684 1447594 68.09% 7.588%
30 13.841 4404 4419 4423 rBV2 57350 85254 4.01% 0.447%
31 13.879 4423 4433 4439 rBV 176253 279809 13.16% 1.467%
32 14.005 4467 4480 4492 rBv2 26846 42133 1.98% 0.221%
33 14.072 4492 4505 4516 rBV2 54078 83615 3.93% 0.438%
34 14.160 4518 4538 4548 rBV2 34763 71541  3.37% 0.375%
35 14.219 4548 4560 4573 rVB2 167031 259202 12.19% 1.359%
36 14.281 4573 4583 4589 rBV3 22418 33477 1.57% 0.175%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@69074.D

Acqg On : 20 Oct 2021 20:23
Operator : JC/MD

Sample : M4253-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Title : SW846 8260
37 14.329 4589 4601 4615 rvB3 173303 288398 13.57% 1.512%
38 14.461 4638 4650 4663 rVB2 84027 134375 6.32% 0.704%
39 14.541 4664 4680 4687 rVvV 127264 207742 9.77% 1.089%
40 14.581 4687 4695 4705 rVV 142506 229570 10.80%  1.203%
41 14.624 4705 4711 4719 rVV2 30764 46327 2.18% 0.243%
42 14.662 4719 4725 4743 rVB7 19450 33226 1.56% 0.174%
43 14.766 4746 4764 4771 rBV6 15145 26924 1.27% 0.141%
44 14.812 4771 4781 4791 rVV4 49935 89430 4.21% 0.469%
45 14.933 4807 4826 4840 rBV5 286639 599262 28.19% 3.141%
46 14.997 4841 4850 4861 rVB6 17339 34647 1.63% 0.182%
47 15.086 4871 4883 4903 rBV3 47011 89318 4.20% 0.468%
48 15.201 4904 4926 4935 rBv4 58684 134289 6.32% 0.704%
49 15.314 4953 4968 4985 rVB5 69092 163937 7.71% 0.859%
50 15.810 5136 5153 5168 rBV3 17690 35275 1.66% 0.185%
51 15.987 5201 5219 5230 rBV3 22459 56836 2.67% 0.298%
52 16.113 5254 5266 5277 rBv2 12073 22295 1.05% 0.117%
53 16.193 5281 5296 5321 rVB6 15575 44863 2.11% 0.235%
54 16.346 5338 5353 5365 rBv4 17353 36460 1.71% 0.191%
Sum of corrected areas: 19077424
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M4253-07
: 5.00mL/MSVOA_N/WATER
. 24

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\

: VN@69074.D
: 20 Oct 2021 20:23

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN069074.D\data.ms
800000
600000 5.618
400000
200000
3.140
o 2.260%-443 3.524 5.09
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VN069074.D\data.ms
10. r43 11.747
800000
8.971
600000
8.091
400000
8.0 8.442
200000
7.152 8.641 9.462
ol — _— L U T esemo szl s0s70 S
Time->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN069074.D\data.ms
13.678
800000
12.734
600000
13.224
400000 13.061
L9061 13.879 24520
20000011- 14,
1123- 8 141}455@
: 3. : 1314
13.56 : ﬁ 281 /\%&é@% by 15.81%P. 398.346
0 T ‘ T T ‘ T T ‘ T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@69074.D

Acqg On : 20 Oct 2021 20:23
Operator : JC/MD

Sample : M4253-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.140 9.58 ug/l 223392  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 3-Buten-1-o0l 72 C4H80 000627-27-0 43
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 36
4 Pentane 72 C5H12 000109-66-0 33
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 28
Abundance Scan 429 (3.140 min): VN069074.D\data.ms (-411) (-) m/z 43.00 100.00%
43.0
57.0
5000
R AERamaweay
‘ 72.0 2.80 3.00 3.20 3.40

(|- 1"M"_mplm_m“‘ m/z 41.00  91.52%

m/z--> 10 20 30 40 70 80 90

Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 T T[T Tty
29.0 2.80 3.00 3.20 3.40

m/z 42.00 86.23%

72.0
O\\\‘\\‘\\‘\\\\‘\\\i‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol
42.0
A\

220 AN
5000 m/z 57.05 75.10%
ol 228 il A
miz--> 10 20 40 50 60 70 80 90
Abundance #1966:Oxirane,trimethyl— RARRRRRARE SRR
430 55 2.80 3.00 3.20 3.40

m/z 38.95 33.86%

5000
27.0
0 e ‘ | il 717'0 86'0

m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@69074.D

Acqg On : 20 Oct 2021 20:23
Operator : JC/MD

Sample : M4253-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Cyclopentane, methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.152 7.92 ug/l 184690  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 56
5 Cyclobutane 56 C4HS8 000287-23-0 50

Abundance Scan 1925 (7.152 min): VN069074.D\data.ms (-1899) (-) m/z 56.10 100.00%

56.1
41.0
5000 69.1
TR T
‘ ‘ 84.1 6.80 7.00 7.20 7.40
0l u_wuw_“”w m/z 41.080  52.45%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 LI LA L B LI B L BRI
6.80 7.00 7.20 7.40
m/z 69.10 43.35%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-ﬁ\.(\)‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘1i\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0
270 \‘\\\\‘\\\\‘\\\\‘\\\\"
6.80 7.00 7.20 7.40
5000 m/z 55.00  27.81%
42.0
N
0 \\\‘\\\\‘\\H‘Hupul‘}‘\‘uw\‘;‘\‘HH‘HH‘\!H‘H
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- T
56.0 6.80 7.00 7.20 7.40
m/z 39.00 26.34%
41.0
5000
27.0
15.0 ‘ ‘ 690
m/z--> 0O 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@69074.D

Acqg On : 20 Oct 2021 20:23
Operator : JC/MD

Sample : M4253-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Acetic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.641 11.63 ug/l 309460 1,4-Difluorobenzene 8.971

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid 60 C2H402 000064-19-7 64
2 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 38
3 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 38
4 Ammonium acetate 77 C2H7NO2 000631-61-8 36
5 Hydroperoxide, 1-methylpentyl 118 C6H1402 024254-55-5 33

Abundance Scan 2480 (8.641 min): VN069074.D\data.ms (-2439) (-) m/z 43.00 100.00%

43.0
60.0
5000
73.0
R R R RNRRE
H \H ‘ 87.0 4. 8.40 8.60 8.80 9.00
0ol il bl 990 sz asl9s  84.ee
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #302: Acetic acid
43.0
60.0
5000 LB B L L LN
15.0 8.40 8.60 8.80 9.00
m/z 60.00 55.74%
29.0 ‘
O\\\‘\‘f‘f\‘\f!f“[‘\\\\“\l\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #322: Hydrazine, 1,2-dimethyl-
45.0 60.0
R AR
300 8.40 8.60 8.80 9.00
5000 ’ m/z 73.00 26.94%
15.0 |
Y P | Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5406: Ethanol, 2-(1-methylethoxy)- e A RANEEEE
43.0 8.40 8.60 8.80 9.00
m/z 42.00 19.93%
5000
27.0
73.0 89.0
T |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@69074.D

Acqg On : 20 Oct 2021 20:23
Operator : JC/MD

Sample : M4253-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.224 31.26 ug/l 904967 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 4189 (13.224 min): VN069074.D\data.ms (-4168) (-  m/z 105.00 100.00%
105.0
5000
120.1
T —
39.0 63.0 77‘-0 91‘-0 13.00 13.50
Oberprrr el el it bk m/z 120,10 29.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 VAR ——
1200 13.00 13.50
m/z 91.00 12.73%
77.0 91.0
O 150 L 390 | 6?\)\0 \‘ ‘\ Ly ‘ il
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0
= —
13.00 13.50
5000 120.0 m/z 77.00  12.19%
77.0
51.0 91.0
Obrgrrrr 20 b heri®80 L Al
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10721: Benzene, 1-ethyl-4-methyl- T —
105.0 13.00 13.50
m/z 79.00 9.33%
5000
120.0
77.0 91.0 N /\/\
ol 280 . 0 B0 il il WA N
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@69074.D

Acqg On : 20 Oct 2021 20:23
Operator : JC/MD

Sample : M4253-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 trans-Cinnamyl bromide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.879 9.66 ug/l 279809 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 59
2 Deltacyclene 118 C9H1e 007785-10-6 59
3 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 53
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 43
5 Indole 117 C8H7N 000120-72-9 43

Abundance Scan 4433 (13.879 min): VN069074.D\data.ms (-4423) (- m/z 117.05 100.00%

117.1
5000 j\
R
38.0 63.0 91"0 13.50 14.00
Ol B0 e M m/z 118.00  53.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72301: trans-Cinnamyl bromide
11y.0
5000 — AN, i\
13.50 14.00
910 m/z 115.00  32.95%
oL 30es0 || 169.0196.0
\\\‘\\\\‘\\\\‘\\\\‘\1\\’\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10184: Deltacyclene
117.0 J\
I A adl
13.50 14.00
5000 ITI/Z 91.00 14.71%
390 91.0
65.0 ‘
0“‘_‘Hﬂ‘mﬂﬂh‘ﬂ‘ﬁm,h‘hw‘H“H‘_“W‘H“H‘W“H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 /Nﬂwf\
Abundance #121208: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)- P A
117.0 13.50 14.00
m/z 62.95 8.33%
5000
91.0
ol 39 60 "1 | 15201780 238.0 J\ /\J\
ot b e SRS TR — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@69074.D

Acqg On : 20 Oct 2021 20:23
Operator : JC/MD

Sample : M4253-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.219 8.95 ug/l 259202 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
5 p-Cymene 134 C10H14 000099-87-6 94

Abundance Scan 4560 (14.219 min): VN069074.D\data.ms (-4548) (- m/z 119.05 100.00%

119.1
5000
134.0 N
91.0 e Y
39.0 65.0 ‘ 14.00 14.50
bt e el Wl sz 134,00 28.79%
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 T /‘\ T /\/\ T
134.0 14.00 14.50
1.0 m/z 91.00 16.80%
15.0 39.0 65.0 ‘ ‘
O\\\‘\ T \‘\ T \““\ \“”\ ‘H‘\ T \‘H‘ T T “1‘\ \N ——ih T
miz--> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
LAWY
14.00 14.50
5000 ITI/Z 119.95 10.35%
134.0
91.0
41.0 65.0
o1 “\“ -k H“H‘\ \ M e \‘M T
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- N — A A5
119.0 14.00 14.50
m/z 104.95 9.54%
5000
91.0 134.0
39.0 65.0 ‘
0“%?9““Np‘ub“ﬂ“ww"w ‘Mw“ml“‘u“ ‘ fAﬁﬁ“w r—r—
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@69074.D

Acqg On : 20 Oct 2021 20:23
Operator : JC/MD

Sample : M4253-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, (2-methyl-1-propen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.329 9.96 ug/l 288398 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
2 Indan, 1-methyl- 132 C10H12 000767-58-8 81
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 74
4 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 72
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 72
Abundance Scan 4601 (14.329 min): VN069074.D\data.ms (-4589) (-  m/z 117.00 100.00%
11v.0
5000
910 [ T T T T \F/\\
51.0 75.0 ‘ | 1#4_0 14.00 14.50
ol 288 b M W myz 115,00 35.34%
m/z--> 20 40 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
5000 aa, ‘/\‘N\mj‘\
91.0 14.00 14.50
m/z 119.05 27.07%
39.0 65.0 133.0
O \J-\S\.O‘\‘\ T \“‘\ \“\“\“H‘\ T \H‘ T \“} T ‘W\ T “‘ T U \‘\ ‘ UL
miz-> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0 ]\
P A
14.00 14.50
5000 m/z 132.05 24.29%
91.0
w0 w0 M| e
S | M .
miz--> 20 40 60 80 100 120 140 J\
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- “ R
117.0 14.00 14.50
m/z 91.e0 17.73%
5000
0 91.0
51.
133.0
oo e | e DALY
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@69074.D

Acqg On : 20 Oct 2021 20:23
Operator : JC/MD

Sample : M4253-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.541 7.18 ug/l 207742  1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 4680 (14.541 min): VN069074.D\data.ms (-4664) (-  m/z 119.05 100.00%
119.1
5000 134.1 A/\ M
91.0 AR ‘
39.0 65.0 ‘ 14.50
Obrrrrrrrrere e iy et m/z 134,05 45.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 /\
5000 A V. :

14.50
91.00 16.39%

91.0
"o o L
O \\‘H\\‘\\\‘\‘H\\"\\Hi”\\\’\‘\\\‘\HU‘H\\’\\H‘\m\\’\\}‘H\H\‘H‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0

1450
5000 134.0 m/z 120.00 9.85%
390 91.0
650
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- ALV ERAANAEVITRILY
119.0 14.50

m/z 115.00 9.54%

5000 134.0
91.0
39.0 65.0
150 | N N Ll L, ‘ Ll H‘ J /\‘/v\‘/v\‘n/‘\«‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@69074.D

Acqg On : 20 Oct 2021 20:23
Operator : JC/MD

Sample : M4253-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzene, 1-ethyl-3,5-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.581 7.93 ug/l 229570 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 93

Abundance Scan 4695 (14.581 min): VN069074.D\data.ms (-4687) (-  m/z 119.10 100.00%
119.1
- Aj\ J\]\j\%
91.0 \
390 650 | i 206.9 14.50
bbbt ek b b 2089 7 134,05 43.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17075: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 /\A ‘ \
14.50

m/z 91.00 16.30%

91.0
O\1\5\‘0\\\3\9‘“\0\‘\\6‘?\0\\“\\‘\\“\‘\\‘\‘l\\\H\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0

14 50

5000 m/z 120.05 10.52%
91.0
39.0 650 ‘ ‘
LM | E—
m/z--> 20 40 60 80 100 120 140 160 180 200 /\

Abundance #17060: Benzene, 1,2,3,5-tetramethyl- A A

119.0 14.50

m/z 77.00 10.07%

5000
91.0
0l 150, 39\\0‘ 650, | MMr/\ﬂ /

m/z--> 20 40 60 80 100 120 140 160 180 200 l4 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@69074.D

Acqg On : 20 Oct 2021 20:23
Operator : JC/MD

Sample : M4253-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.933 20.70 ug/l 599262 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 90
Abundance Scan 4826 (14.933 min): VN069074.D\data.ms (-4807) (- m/z 117.00 100.00%
117.0
5000
51.0 74 ‘ ‘ 134.1 15.00
o v 8 wﬂ T U‘ R m/z 132.85  35.49%
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 ‘J&‘ T A
91.0 15.00
o 51.0 1%30 m/z 115.00  28.93%
0 \\\‘\‘\.\\“i‘\\“}‘\““!‘\7\4“‘}&\\H\‘M\\!“\‘U\‘\.‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
Ao, P S0
15.00
5000 m/z 131.05 17.78%
91.0
ol T 10 g Tap | R
miz--> 200 40 60 80 100 120 140 A M
Abundance #16143: Benzene, (2-methyl-1-propenyl)- ‘J\ ———r4 ‘
117.0 15.00
m/z 91.00 15.60%
5000
91.0
39.0 65.0 1330
ok 280 b el ]
m/z--> 20 40 60 80 100 120 140 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VNG69074.D

Acqg On : 20 Oct 2021 20:23
Operator : JC/MD

Sample : M4253-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-methyl- 3.140 9.6 ug/l 223392 1 8.088 1165520 50.0
Cyclopentane, m... 7.152 7.9 ug/l 184690 1 8.088 1165520 50.0
Acetic acid 8.641 11.6 ug/l 309460 2 8.971 1329970 50.0
Benzene, 1l-ethy... 13.224 31.3 ug/l 904967 4 13.678 1447590 50.0
trans-Cinnamyl ... 13.879 9.7 ug/l 279809 4 13.678 1447590 50.0
Benzene, 2-ethy... 14.219 8.9 wug/l 259202 4 13.678 1447590 50.0
Benzene, (2-met... 14.329 10.0 ug/l 288398 4 13.678 1447590 50.0
Benzene, 1,2,3,... 14.541 7.2 ug/l 207742 4 13.678 1447590 50.0
Benzene, 1-ethy... 14.581 7.9 ug/l 2295706 4 13.678 1447590 50.0
Benzene, 2-ethe... 14.933 20.7 wug/l 599262 4 13.678 1447590 50.0
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