LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@45006.D

Acqg On : 29 Sep 2021 20:23

Operator : SY/MD

Sample : M3926-04

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921

ALS Vvial : 23  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 U\Method\82U092821W.M

Title : SW846 8260

Signal : TIC: VU@45006.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.295 1213 1230 1243 rBV 179942 380391 1.71% 0.525%
2 5.378 1243 1256 1275 rVB 316439 648927 2.92% 0.896%
3 5.706 1341 1358 1382 rBV 218232 442215 1.99% 0.611%
4 6.253 1512 1528 1548 rBV 475018 886181 3.99% 1.224%
5 7.902 2017 2041 2058 rBV 732096 1267371 5.70% 1.750%

9.420 2500 2513 2529 rBV 675534 1092214 4
9.571 2550 2560 2573 rVB 318589 507471 2
9.697 2574 2599 2614 rBV3 238713 526339 2.37%
10.275 2754 2779 2788 rBv4 142840 421601 1
10 10.488 2827 2845 2855 rBV 1246976 1934765 8

NOOO®R
~
N
~N
R

11 10.635 2879 2891 2902 rVB 555816 871049 3.92%
12 10.816 2929 2947 2964 rVB5 173084 363733 1.64%
13 10.909 2964 2976 2987 rBV 1927774 2930039 13.18%
14 11.002 2995 3005 3010 rBV 370420 630207 2.84%
15 11.089 3020 3032 3041 rBV 303328 507914  2.29%

[CICIN NI
[
2
o)
R

16 11.295 3085 3096 3115 rBV 536427 1007198 4.53%  1.391%
17 11.420 3127 3135 3141 rBV2 280434 421394 1.90% ©.582%
18 11.475 3141 3152 3175 rVB 14899264 22226281 100.00% 30.692%
19 11.613 3176 3195 3199 rBV 386417 658862 2.96% 0.910%
20 11.645 3199 3205 3217 rVB 732383 1149334 5.17% 1.587%

21 11.748 3229 3237 3246 rVB 170987 262999 1.18% ©0.363%
22 11.815 3246 3258 3271 rVV 693963 1146888 5.16% 1.584%
23 11.899 3271 3284 3306 rVV 4928651 7530905 33.88% 10.399%
24 12.012 3308 3319 3334 rVB 373221 636184 2.86% ©0.879%
25 12.098 3334 3346 3363 rBV2 2725125 4398579 19.79% 6.074%

26 12.188 3364 3374 3392 rVB3 558167 1159376 5.22% 1.601%
27 12.304 3400 3410 3423 rBV 388415 626768 2.82% 0.866%
28 12.381 3425 3434 3449 rVB 240876 424390 1.91% 0.586%
29 12.468 3450 3461 3466 rBV 825351 1313541 5.91% 1.814%
30 12.500 3466 3471 3480 rVV 868363 1241730 5.59% 1.715%
31 12.574 3484 3494 3501 rVV 1511349 2275188 10.24%  3.142%
32 12.616 3501 3507 3518 rVV 530222 828716  3.73% 1.144%
33 12.687 3518 3529 3548 rVV3 1347551 2941263 13.23% 4.062%
34 12.877 3578 3588 3599 rVB5 511529 967639  4.35% 1.336%
35 12.976 3600 3619 3627 rBV 811880 1418397 6.38% 1.959%

36 13.031 3627 3636 3651 rVB 1008675 1625748  7.31%  2.245%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@45006.D

Acqg On : 29 Sep 2021 20:23

Operator : SY/MD

Sample : M3926-04

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921

ALS Vvial : 23  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 U\Method\82U092821W.M

Title : SW846 8260

37 13.111 3652 3661 3676 rVB4 171821 312850 1.41% 0.432%
38 13.455 3758 3768 3784 rVB3 1257351 2183169 9.82%  3.015%
39 13.626 3811 3821 3839 rVB 567000 915258 4.12% 1.264%
40 13.841 3879 3888 3899 rBV5 143581 254109 1.14% 0.351%
41 13.944 3916 3920 3943 rVB2 114798 231721 1.04% 0.320%

42 14.089 3949 3965 3987 rVB 486234 847568 3.81% 1.170%

Sum of corrected areas: 72416472
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45006.D

Acqg On : 29 Sep 2021 20:23

Operator : SY/MD

Sample : M3926-04

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

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

Abundance TIC: VU045006.D\data.ms
1.4e+07

1.2e+07
1le+07
8000000
6000000
4000000

2000000
5.29878 5.706 6.253

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

Time--> 1.40 1.60 1.80 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
Abundance TIC: VU045006.D\data.ms

1.4e+07

11.475

1.2e+07

le+07

8000000

6000000

11.899
4000000

12.098

10.909
2000000 oo o 10.488 .
. I '/\2&-5@1697 10.275 /&0'/?%.8 100085139 J@%%\ ofz.1
‘ —— AN A= LB v A 72V S . R o VL AW
Time--> 7.00 7,50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU045006.D\data.ms
1.4e+07

1.2e+07
1le+07
8000000
6000000
4000000

2000000 12.57487 %% 1 13.455
o f12 %ﬁln [ 136205 gy iy 089
L e L [ T

T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45006.D

Acqg On : 29 Sep 2021 20:23

Operator : SY/MD

Sample : M3926-04

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.295 43.91 ug/1 1007200 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3096 (11.295 min): VU045006.D\data.ms (-3085) (-  m/z 105.00 100.00%
105.0
5000
120.0
——= —
39.0 o 77‘0 11.00 11.50
e 220 e A 1801 00 00 29.20%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.00 1150
m/z 76.95 13.33%
\1\5\0‘ T \3\9“0\ T \5\9“0\‘\ T \H‘ T \‘\ T ‘H\ \‘\”“\ L
miz-> 20 40 60 80 100 120 140
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
Py :
11.00 11.50
5000 m/z 90.95 12.53%
120.0
0 77.
‘H""“‘uw‘w_hw“‘_“m_me”_‘
miz--> 20 40 60 80 100 120 140
Abundance #10691: Mesitylene
105.0 1100 1150
120.0 ITI z 78.95 10.46%
5000
39.0 77.0
150 U890 Ll
m/z--> 20 40 60 80 100 120 140 1100 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45006.D

Acqg On : 29 Sep 2021 20:23

Operator : SY/MD

Sample : M3926-04

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.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 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.899 328.32 ug/l 7530910 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 3284 (11.899 min): VU045006.D\data.ms (-3271) (- m/z 104.95 100.00%

105.0
5000 120.0
— :
39.0 63.0 770 910 11.50 12.00
Y B W At O OO R M z 120.00  41.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 120.0
11. 50 12 00
770 m/z 76.95 13.48%
51.0 91.0
\\’HH’\2\\7\’0\\H"\\\\’\H‘\“ﬂ”\\‘\\\‘}“\\\\“\\H‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 ka\
—r—
11. 50 12.00
5000 120.0 90.95 10. 51/
28.0 77.0 91.0
51.0 .
240 880
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
z 119.00 9.43%
120.0
5000
39 77.0 91.0 j\ /\
aso B0 80 L M a
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11. 50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45006.D

Acqg On : 29 Sep 2021 20:23

Operator : SY/MD

Sample : M3926-04

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.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 Benzene, 1-propenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.098 191.76 ug/l 4398580 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H10 000637-50-3 92
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
4 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e0 000611-15-4 64
5 Indane 118 C9H10 000496-11-7 60

Abundance Scan 3346 (12.098 min): VU045006.D\data.ms (-3334) (-  m/z 117.00 100.00%
11y7.0

5000
91.0 T ‘ T T ‘
390 63.0 ‘ 13?-0 12.00 12.50
bbb bl 3520 s 18,00 53.81%
miz--> 20 40 60 80 100 120 140
Abundance #10193: Benzene, 1-propenyl-
117.0
5000 L ‘
12.00 12.50
9L.0 m/z 119.00  36.35%
51.0 ‘
\\\‘2\7‘\'9\"\\“{ \“““\‘\73'{8\\“}\“‘\\\ “\\\\‘\\\\ 1

m/z--> 20 0 80 100 120 140
Abundance #10195: Benzene, cyclopropyl-
117.0 A
a U

12.00 12.50
5000 m/z 105.00 34.55%
91.0
51.0 ‘
27-0,74-PLM ‘
m/z--> 20 40 60 80 100 120 140
Abundance #10190: Benzene, 2-propenyl- j\‘ T f\f% Y
117.0 12.00 12.50
m/z 115.00 34.47%
5000
58.0 91.0
39.0 | ‘
““‘u“h“m‘qﬁh‘ L BRSNS
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45006.D

Acqg On : 29 Sep 2021 20:23

Operator : SY/MD

Sample : M3926-04

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.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, 2-ethyl-1,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.468 57.27 ug/l 1313540 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3461 (12.468 min): VU045006.D\data.ms (-3450) (-  m/z 119.00 100.00%
119.0
5000
550 l 12.50
38.9 65.0 .
S VN 1 ‘ ‘ ‘u‘u AU 13601540y 134.00  30.84%
miz-> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50
910 m/z 90.95 18.62%
R N R
Uy I Ml b i (bl
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
e
12.50
5000 m/z 105.00 14.27%
91.0
39.0 65.0 ‘
LN P WO Y W | O
miz--> 20 40 60 80 100 120 140
Abundance #16997: 0o-Cymene
119.0 12.50
m/z 76.95 10.78%
5000
91.0
e s | Il
L [ m m Im L (il
L e B e o
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45006.D

Acqg On : 29 Sep 2021 20:23
Operator : SY/MD

Sample : M3926-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.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 1,3,5-Cycloheptatriene, 3,7... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.586 54.13 ug/l 1241736 1,4-Dichlorobenzene-dd  11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C1@H14 003479-89-8 91

2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 91
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 3471 (12.500 min): VU045006.D\data.ms (-3466) (-  m/z 119.00 100.00%
119.0

5000
91.0
12.50
39.0 65.0 4
S N i 1 el 23601541 7 134,00 24.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17119: 1,3,5-Cycloheptatriene, 3,7,7-trimethyl-
119.0
5000
91.0 12.50
m/z 91.00 13.37%
41.0 650
\\\’\\\\"‘\\‘\‘\“\\\W‘H‘\\}\“U\\‘\‘l\\\‘\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17075: Benzene, 1-ethyl-3,5-dimethyl-
119.0
Y
12.50
5000 ITI/Z 120.00 9.66%
91.0
150 390 R0 L I 160
miz-> 20 40 60 80 100 120 140 160 & J\ AJ\
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl- : A i e
119.0 12.50
m/z 77.00 8.31%
: JMNM
91.0
150 R0 .3 J- VT
m/z--> 20 40 60 80 100 120 140 160 12.50
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EP-1-MW-4-0921

Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45006.D

Acqg On : 29 Sep 2021 20:23

Operator : SY/MD

Sample : M3926-04

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.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, 1-ethyl-2,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.574 99.19 ug/1l 2275190 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C1leH14 000099-87-6 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 93
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 93

Abundance Scan 3494 (12.574 min): VU045006.D\data.ms (-3484) (- m/z 119.00 100.00%

119.0
5000
134.0
91.0
0 650 | 12.50
L L m/z 134.00 27.73%
mlz--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
12.50
91.0 134.0 m/z 91.00 16.73%
39.0 65.0 ‘
\1\5\.0‘ i \“‘\ \“1‘\ “1‘\ T \‘H‘ 1T “H“\ \Hl T T
m/z--> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
T I
12.50
5000 ITI/Z 120.00 9.87%
134.0
91.0
P L,
L [ i 1 L L L
R A T T e B R
miz--> 20 40 60 80 100 120 140 /\ AJ\
Abundance #16995: p-Cymene A~4\‘ R e S
119.0 12.50
m/z 77.00 9.52%
5000
91.0 134.0
41.0 65.0
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45006.D

Acqg On : 29 Sep 2021 20:23

Operator : SY/MD

Sample : M3926-04

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.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 Indan, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.687 128.23 ug/l 2941260 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 94
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 81
4 Benzene, 1l-ethenyl-4-ethyl- 132 C1OH12 003454-07-7 81
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 81

Abundance Scan 3529 (12.687 min): VU045006.D\data.ms (-3518) (-  m/z 117.00 100.00%

117.0
5000
90 % 12:50 13.00
51.0 134.0 : :
| N T w“ S U‘i Sl 1931 m/z 115,00 32.77%
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
11y7.0
5000
12.50 13.00
910 m/z 132.00 27.11%
39.0  65.0 ' ‘
\\\’\‘\ T \“ T \“\‘\“u‘\ T \“ T \“\ T ‘ L H‘ \].}ﬁ\‘s\.o‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
—r —
12.50 13.00
5000 m/z 90.95 17.73%
0 91.0
51.
133.0
T R N I
m/z--> 20 40 60 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane M Y
117.0 12.50 13.00
m/z 119.00 17.52%
5000
91.0
51.0 133.0
220 T TR A
m/z--> 20 40 60 80 100 120 140 12.50 13.00

82U092821W.M Fri Oct 08 07:06:44 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45006.D

Acqg On : 29 Sep 2021 20:23

Operator : SY/MD

Sample : M3926-04

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.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 7
R.T. EstConc Area Relative to ISTD R.T.

12.976 61.84 ug/l 1418400 1,4-Dichlorobenzene-d4 11.816
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 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 3619 (12.976 min): VU045006.D\data.ms (-3600) (-  m/z 119.00 100.00%
0

119.
5000
91.0 1300
39.0 65.0 :
OF bt UL 14901680y 134 00 46.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
13.00
290 m/z 91.00 18.04%
. 65.0 91.0
\\\‘\‘\ T \“‘\ \““\ “1“\ T \‘H‘ T \‘\ T “i‘\ \‘i‘l T \“\ ‘ L ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
T
13.00
5000 ITI/Z 120.00 9.91%
39.0 o0
: 65.0
%??\M\NHHWH‘WH\M‘HL\‘W\\Ml\HM‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 13.00
m/z 76.95 9.32%
5000
91.0
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45006.D

Acqg On : 29 Sep 2021 20:23

Operator : SY/MD

Sample : M3926-04

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.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, 1,2,4,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.031 70.88 ug/l 1625750 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93

Abundance Scan 3636 (13.031 min): VU045006.D\data.ms (-3627) (-  m/z 119.00 100.00%
119.0

5000 \
91.0
38.9 65.0 ‘ 13r5_0 152.0 13.00
bbb e LTI EI520 0 s 134 00 43.20%
m/z--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 1300
m/z 91.00 16.78%
39.0 65.0 91.0 1
\1\5\0‘\\\\“‘\\‘\\‘!\\\“‘\\\\“\‘\\‘\“\\?\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
o ‘
13.00
5000 ITI/Z 133.00 11.44%
iyl M i L |
“““‘
m/z--> 20 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- Y ‘
119.0 13.00
m/z 120.00 9.88%
5000
41.0 910 135.0
150 N0 S0 e Y
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\

Data File : VU@45006.D

Acqg On : 29 Sep 2021 20:23

Operator : SY/MD

Sample : M3926-04

Misc : 5.8mL/MSVOA_U/WATER EP-1-MW-4-0921

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
. 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-butenyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.455 95.18 ug/l 2183170 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 86
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 86
4 Benzene, (1l-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 64
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 64

Abundance Scan 3768 (13.455 min): VU045006.D\data.ms (-3758) (- 119.00 100.00%
.0

119
5000
91.0
38.9 64.9 ‘ 13.50
SRS VR PP N R 2921 m/z 117.00  91.28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16114: Benzene, 2-butenyl-
117.0
A\
5000 i R
9L.0 13.50
390  65.0 m/z 134.00 41.18%
T \.?\H T \“‘\ \“U‘\ ““\‘\ \”1”‘ T M T “‘1 T \‘U‘\‘\ LB
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
13.50
5000 ITI/Z 132.00 30.45%
390 g5 910
S w“u el & e ‘hﬂ‘ 4850
miz--> 20 60 80 100 120 140 160 A
Abundance #16107: 1-Phenyl-1-butene Py
117.0 13.50
m/z 115.00 30.30%
5000
91.0
51.0
z”’ﬁg-om I
m/z--> 20 60 80 100 120 140 160 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@45006.D

Acqg On : 29 Sep 2021 20:23

Operator : SY/MD

Sample : M3926-04

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.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|
Benzene, 1l-ethy... 11.295 43.9 ug/l 1007200 4 11.816 1146890 50.0
Benzene, 1,2,3-... 11.899 328.3 ug/l 7530910 4 11.816 1146890 50.0
Benzene, 1-prop... 12.098 191.8 wug/l 4398580 4 11.816 1146890 50.0
Benzene, 2-ethy... 12.468 57.3 ug/l 1313540 4 11.816 1146890 50.0
1,3,5-Cyclohept... 12.500 54.1 wug/l 1241730 4 11.816 1146890 50.0
Benzene, 1l-ethy... 12.574 99.2 wug/l 2275190 4 11.816 1146890 50.0
Indan, 1-methyl- 12.687 128.2 ug/l 2941260 4 11.816 1146890 50.0
Benzene, 1,2,3,... 12.976  61.8 ug/l 1418400 4 11.816 1146890 50.0
Benzene, 1,2,4,... 13.031 70.9 ug/l 1625750 4 11.816 1146890 50.0
Benzene, 2-bute... 13.455 95.2 wug/l 2183170 4 11.816 1146890 50.0
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