LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51517.D

Acqg On : 26 Oct 2022 21:53
Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SFAMUTR100722WMA.M
Title : TRACE VOA SFAM1.0
Signal : TIC: VU@51517.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.372 310 321 341 rVB 7156723 10377588 3.32% 1.397%
2 3.989 805 824 851 rBV 3130696 7834054 2.50% 1.055%
3 5.044 1133 1152 1189 rBV 2363562 5426863 1.73% ©.731%
4 5.800 1346 1387 1461 rBV5 101999666 313028334 100.00% 42.143%
5 9.446 2498 2521 2546 rBV 11554931 19906548 6.36% 2.680%

6 9.571 2546 2560 2583 rVV 17484249 27935107 8.92% 3.761%
7 9.690 2584 2597 2608 rVV 5460153 8635684  2.76%  1.163%
8 10.108 2712 2727 2756 rBV2 6293740 10837149 3.46% 1.459%
9 10.481 2828 2843 2854 rBV 8570194 13385720 4.28% 1.802%
10 10.902 2961 2974 2994 rVB2 4994253 9651346 3.08% 1.299%

11 11.468 3137 3150 3165 rVB2 32256305 49534141 15.82% 6.669%
12 11.893 3272 3282 3302 rVB 12491573 19591769 6.26% 2.638%
13 12.098 3327 3346 3361 rVV2 46370953 75076153 23.98% 10.107%
14 12.208 3362 3380 3399 rVB5 1578555 3944901 1.26% ©.531%
15 12.475 3448 3463 3483 rBV4 2659984 8202158 2.62% 1.104%

16 12.568 3483 3492 3501 rBV 2930838 4248699 1.36% ©.572%
17 12.970 3597 3617 3625 rBV2 1788162 3447656 1.10% ©0.464%
18 13.024 3625 3634 3645 rVV 2778822 4176008 1.33% 0.562%
19 13.291 3707 3717 3729 rVB 5149948 7780635 2.49% 1.047%
20 13.452 3756 3767 3778 rBV3 6844789 11191136 3.58% 1.507%

21 13.516 3778 3787 3797 rVB2 2924382 4495739 1.44% ©.605%
22 13.626 3808 3821 3833 rVB2 5828847 9561000 3.05% 1.287%
23 14.092 3951 3966 3987 rVV2 46814485 84879426 27.12% 11.427%
24 15.221 4306 4317 4341 rVB 8219981 13308261 4.25% 1.792%
25 15.407 4362 4375 4408 rVB 9975050 16326390 5.22%  2.198%

Sum of corrected areas: 742782465
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51517.D

Acq On : 26 Oct 2022 21:53
Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

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

Abundance TIC: VU051517.D\data.ms
1e+08 5.800

8e+07

6e+07

4e+07

2e+07

2.372
3.989 5.044
0 T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT T ‘ L ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT \/‘\\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘/\\\ T ‘ TTTT ‘ TTTT ‘ T ‘ T

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: VU051517.D\data.ms
1e+08

8e+07

6e+07

12.098

4e+07
11.468

2e+07 9.571

9.446 11.893
9.690  10.108 10'/4[31 10.902 J 2:
0 ‘ ‘ — — ‘ A AN =

I
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: VU051517.D\data.ms
1e+08

8e+07

6e+07

14.092

4e+07

2e+07

o

24p.407
wages g A Wil

#T‘AF‘ T L 1 7 LI 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\VU102622\
Data File : VU@51517.D

Acq On : 26 Oct 2022 21:53

Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.M
. TRACE VOA SFAM1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Benzene, propyl- Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
10.902 2.46 ug/L 9651350  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 72
5 N-Butylbenzylamine 163 C11H17N 002403-22-7 64

Abundance Scan 2974 (10.902 min): VU051517.D\data.ms (-2961) (- m/z 91.05 100.00%
91.0
5000
- L
571 12L L 10.50 11.00
oyl At 1909 2811 45 179,10 22.00%
mfz--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000
10.50 11.00
m/z 92.05 10.55%
80 || 10
O\ \‘\ \‘ i \‘\‘\ ‘\ “\ \‘ T T ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #10699: Benzene, propyl-
91.0
— =
10.50 11.00
5000 ITI/Z 65.10 9.76%
39.0 1210
o] REENA TR M i i e
miz--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0 10.50 11.00
m/z 78.05 6.20%
5000
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51517.D

Acq On : 26 Oct 2022 21:53
Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.893 5.00 ug/L 19591800 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
4 Mesitylene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 3282 (11.893 min): VU051517.D\data.ms (-3272) (- m/z 105.10 100.00%
106.1
5000 J\
510 1O 1301 1150 1200
O s J Ll 42211393 00 10 41, 64%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000 — j\ —
11.50 12.00
770 m/z 77.05 12.73%
51.0 ’
O 1T ‘2\7\'0\\“ T \‘M‘\“‘ ‘\‘\ T \‘H‘ T \‘\ T ‘h‘\ ‘3‘1‘\2"‘0‘ T ‘ T T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 M
—
11. 50 12.00
5000 m/z 91.05 9.85%
39.0 77.0
S S N O -
m/z--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 119.10 9.55%
5000
39.0 77.0
obA80 B2 Ll 2o
m/z--> 20 40 60 80 100 120 140 160 11. 50 12 00

SFAMUTR100722WMA.M Mon Oct 31 17:15:02 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51517.D

Acq On : 26 Oct 2022 21:53
Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.099 19.16 ug/L 75076200 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1le 000496-11-7 95
2 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 90
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 022250-74-4 81
4 Indane 118 C9H1e 000496-11-7 81
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
Abundance Scan 3346 (12.098 min): VU051517.D\data.ms (-3327) (- m/z 118.05 100.00%
118.1
5000
91.1
— —
39.0 ﬁ-o 12.00 12.50
o S N PR - N - B S o P S O Y
m/z--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
117.0
5000 —r ——
12.00 12.50
m/z 115.05 64.10%
39.0 g0 91.0 /
0 \%3\.\0‘ \“\ T \“‘ T \“1 \““1‘\ T \“‘ T \“\ T “\ L
miz--> 20 40 60 80 100 120 140 160
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
— —
12.00 12.50
5000 m/z 91.10 32.21%
91.0
39.0 g
0\\\\‘\H\\« ‘W:JNJ‘~$“N:‘¢M“ e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10216: Bicyclo[4.2.0]octa-1,3,5-triene, 3-methyl- — 5Ly
118.0 12.00 12.50
m/z 63.05 14.87%
5000
91.0
39.0
‘ 63.0
0\\\\‘\M\\W‘\NUJJJ\NN‘\NE\HL\\ e — =
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51517.D

Acq On : 26 Oct 2022 21:53
Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Cyclohexanone, 3,3,5-trimet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.475 2.09 ug/L 8202160 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 92
3 o-Cymene 134 CleHi4 000527-84-4 78
4 o-Cymene 134 CleHi4 000527-84-4 78
5 p-Cymene 134 CleH14 000099-87-6 74

Abundance Scan 3463 (12.475 min): VU051517.D\data.ms (-3448) (- m/z 83.10 100.00%
3.1

83.
119.1
5000
55.1
=

M | ]\4‘11 12.50
e prretho ol b LR 2069 7 119,10 71.05%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000

o

55.0 12.50
140.0 m/z 69.10  48.85%
29.0
I ‘h ‘ ‘ | 112'0‘
O \\\‘\\\\i\\\‘\‘\‘\‘\\“\‘\\“‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
=
12.50
5000 ITI/Z 55.10 33.98%
55.0
270 140.0
' 07.0
Ol Hu“‘m‘m“!H&m‘_‘ml‘m‘mwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: 0-Cymene T
119.0 12.50

m/z 56.10  31.56%

5000
91.0
41.0 65.0 ‘ ‘
0 1 H Ll ‘ {m \M

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51517.D

Acq On : 26 Oct 2022 21:53
Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.568 1.08 ug/L 4248700  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 94

Abundance Scan 3492 (12.568 min): VU051517.D\data.ms (-3483) (- m/z 119.10 100.00%
119.1

5000

-

91.1

12.50
390 65.1
‘H"Hm‘uMuHww“wu‘uM"m‘1‘55‘-‘1””“2‘999 m/z 134.05  28.65%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000

12.50
m/z 91.10  15.90%

o

39‘.0 65.0 91‘.0 |
O\\\‘\‘\\\“\\“i‘\“{“\\\‘H‘\\\\‘w‘\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: 0-Cymene
119.0
T f
12.50
5000 ITI/Z 120.10 9.94%
91.0
s 00, L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 12.50

m/z 105.10 9.07%

5000
91.0
390 650 ‘
0 15.0 [P P ‘H‘H\ ‘h“ Il

e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51517.D

Acq On : 26 Oct 2022 21:53
Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.970 0.88 ug/L 3447660 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 CleHi4 000095-93-2 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95

Abundance Scan 3617 (12.970 min): VU051517.D\data.ms (-3597) (- m/z 119.10 100.00%
119.1
5000
91.0 L
390 650 | | 1521 13.00
Oty e W 295 m/z 134.05  45.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 T
13.00
91.0 m/z 91.05 16.49%
O\1\5\0‘\‘\\\“‘\\‘\\‘6?9\\“\\‘\\“\‘\\Hl\\l\‘?.‘q\\\‘\
miz--> 20 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
=
13.00
5000 m/z 120.05 9.87%
91.0
0 S S e S TS AN NS
m/z--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- T
119.0 13.00
m/z 133.05 9.34%
5000
91.0
39.0
ols0 T P L 1%0 I
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\VU102622\
Data File : VU@51517.D

Acq On : 26 Oct 2022 21:53
Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.025 1.07 ug/L 4176010  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 CleHi4 000488-23-3 97
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96

Abundance Scan 3634 (13.024 min): VU051517.D\data.ms (-3625) (- m/z 119.10 100.00%
119.1
- M JL
91.1 RN ‘
30 651, | 1480 207.0 13,00
O bbb B 00 2008wz 134,05 43.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0 j\\
5000 s :
13.00
m/z 91.10 15.43%
410 91.0
O \]-\5\-‘0\‘\ T \“‘.\\‘\‘\6‘?.\9\““ T \‘\\‘m\\‘\“l\\\M\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
T I
13.00
5000 m/z 120.10 9.65%
390 91.0
: 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- T T
119.0 13.00
m/z 133.05 9.14%
5000
150 30 650 91.0
0 \Hf‘\‘\\\“‘m‘;‘\“;‘\\\““\\‘\w‘i‘ﬂi“l\H“\‘\m‘mwm‘uu e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51517.D

Acq On : 26 Oct 2022 21:53
Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.291 1.99 ug/L 7780640  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 Indan, 1-methyl- 132 C1leH12 000767-58-8 87
5 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
Abundance Scan 3717 (13.291 min): VU051517.D\data.ms (-3707) (- m/z 117.10 100.00%
117.1
5000 A;Jﬂ
91.1 " a0 T aen
39.0 64.0 13.00 13.50
o‘_Hm_uhuu!‘mh_u‘”mm”,nlhf‘,o:%,”“,““2‘9‘7-‘1‘ m/z 132.05  38.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 — L
13.00 13.50
m/z 115.10 26.41%
390 g5 910 ‘ ‘
O\‘\“H\““\\“”\“‘UH”\“‘\\“H‘”VHU’\‘“\‘\’HH’HH’HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
R —
13.00 13.50
5000 m/z 131.05 21.38%
39.0 g50 910 ‘
ob Al e Ml
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0 13.00 13.50
m/z 91.10 13.65%
5000
91.0
390 g5 ‘ ‘
0\‘JH\M\w%‘ﬂ\mm\Jiww\\w\VM\W\\\W\\\,H\\‘H\\ = —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51517.D

Acq On : 26 Oct 2022 21:53
Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 1Indan, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.452 2.86 ug/L 11191160 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 87
4 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
Abundance Scan 3767 (13.452 min): VU051517.D\data.ms (-3756) (- m/z 117.10 100.00%
117.1
5000 M
91.1 L
39.0 650 13.50
bl d g Ml 389.1162.1183.9206.9 /7 132,05  35.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
11v.0
5000 U
13.50
m/z 119.10  34.69%
300 650 O ‘
O\\\‘\‘\\\‘\\‘\\“u‘\\\‘\\\\‘\\\H’\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
4
13.50
5000 m/z 115.10 28.44%
91.0
51.0
270" ‘ ‘
YNUTR h NP OOO I |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- e
117.0 13.50
m/z 131.05 17.89%
5000
39.0 g50 910 ‘ ‘
T O R NPV )
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51517.D

Acq On : 26 Oct 2022 21:53
Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 2-Methylindene Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
13.516  1.15 ug/L 4495740  1,4-Dichlorobenzene-d4  11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methylindene 130 clemie 002177-47-1 97

015677-15-3 97
015677-15-3 96
065051-83-4 96

2 Cycloprop[alindene, 1,1a,6,6a-te... 130 C1@H1e
3 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10
4 Benzene, (1-methyl-2-cyclopropen... 130 C10H10

5 1H-Indene, 1-methyl- 130 CleH1ie 000767-59-9 93
Abundance Scan 3787 (13.516 min): VU051517.D\data.ms (-3778) (- m/z 130.05 100.00%
130.1
5000
59.1
T T
13.50
o“w‘u“ﬁﬂhq%“quw*pg}‘w o2t 2070 Tnyz 115,10 91.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
5000 A :
13.50
m/z 129.05 84.58%
28.0 ‘ H 77.0 102.0 Um
O\\\\‘\\\\"\\‘\\“\‘\\H}“\\‘\\“\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #15061: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro-
130.0
N ‘
13.50
5000 ITI/Z 128.05 45, 88%
51.0
27. 0 ‘ 77.0 102 o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #15060: Cycloprop[alindene, 1,1a,6,6a-tetrahydro- - ‘
129.0 13.50
m/z 59.10 29.80%
5000
64.0
39 0 “ H‘ H\‘\ ‘102 0 ‘
o S MY R N | S —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51517.D

Acq On : 26 Oct 2022 21:53
Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzene, (1-methyl-2-cyclop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.626 2.44 ug/L 9561000 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C1leH1e 065051-83-4 96
2 2-Methylindene 130 C10H10 002177-47-1 96
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 Benzene,1-methyl-1,2-propadienyl- 130 CleHie 022433-39-2 94
5 1H-Indene, 3-methyl- 130 CleH1ie 000767-60-2 94
Abundance Scan 3821 (13.626 min): VU051517.D\data.ms (-3808) (- m/z 130.05 100.00%
130.1
5000
63.1 104.1 o — /\
o o 8T L Ll 1531 h; 115,10 96.38%
m/z--> 20 60 80 100 120 140 160
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
5000 s —
13.50 14.00
51.0 70 1090 m/z 129.00  81.30%
O ‘2\7‘\.(\)\“\\“}\“‘!‘\\H}“‘\\‘\\“‘\.\\l‘\“\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #15022: 2-Methylindene
130.0 /
— —
13.50 14.00
5000 m/z 128.05 41.02%
28.0 510 770  102.0
oL 2% b i
m/z--> 20 40 60 80 100 120 140 160
Abundance #15031: 1H-Indene, 1-methyl- ——t —
130.0 13.50 14.00
m/z 104.10  19.84%
5000
51.0
270 ‘ 77.0  102.0 ‘
e A O Y W | AL
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51517.D

Acq On : 26 Oct 2022 21:53
Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.092 21.66 ug/L 84879400 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Azulene 128 C10H8 000275-51-4 89
2 Naphthalene 128 C10H8 000091-20-3 89
3 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 83
4 1H-Indene, 1l-methylene- 128 C10H8 002471-84-3 81
5 Azulene 128 C10H8 000275-51-4 76
Abundance Scan 3966 (14.092 min): VU051517.D\data.ms (-3951) (- m/z 128.05 100.00%
128.1
5000
51.0 102.1 “‘ ‘
‘ H el 14.00
ot b M L as001m12 2029 1, 157010 4430
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: Azulene
128.0
5000 — :
14.00
m/z 129.05 37.53%
51.0 102.0 /
2z0, | ™0 | ||
O\‘\H\‘\\“\\}\“‘\\\w‘\‘\\\“\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0 ]\
‘ —
14.00
5000 m/z 102.05 30.83%
510 750 1029
0 el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13687: 4-Phenylbut-3-ene-1-yne — ‘
128.0 14.00
m/z 126.10  25.49%
5000
510 102.0
‘ 77.0 ‘
o‘_‘H‘W1‘,“1"Um_uw‘mw“‘H_m_m_m_u ool
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51517.D

Acqg On : 26 Oct 2022 21:53
Operator : JC/MD

Sample : N5300-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.0

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, propyl- 10.902 2.5 ug/L 9651350 3 11.809 19591800 5.0
Benzene, 1,2,3-... 11.893 5.0 ug/L 19591800 3 11.809 19591800 5.0
Indane 12.099 19.2 ug/L 75076200 3 11.809 19591800 5.0
Cyclohexanone, ... 12.475 2.1 ug/L 8202160 3 11.809 19591800 5.0
Benzene, 2-ethy... 12.568 1.1 ug/L 4248700 3 11.809 19591800 5.0
Benzene, 1,2,4,... 12.970 0.9 ug/L 3447660 3 11.809 19591800 5.0
Benzene, 1,2,3,... 13.025 1.1 ug/L 4176010 3 11.809 19591800 5.0
1H-Indene, 2,3-... 13.291 2.0 ug/L 7780640 3 11.809 19591800 5.0
Indan, 1-methyl- 13.452 2.9 ug/L 11191100 3 11.809 19591800 5.0
2-Methylindene 13.516 1.1 ug/L 4495740 3 11.809 19591800 5.0
Benzene, (1-met... 13.626 2.4 ug/L 9561000 3 11.809 19591800 5.0
Azulene 14.092 21.7 ug/L 84879400 3 11.809 19591800 5.0
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