LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acqg On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 42 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@51534.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total

1 3.076 531 540 574 rVB 5333228 11125355 2.69% ©0.639%
2 3.356 607 627 653 rBV 14328641 31729804 7.67% 1.823%
3 3.694 714 732 757 rVB 8817219 19471650 4.71% 1.119%
4 3.867 763 786 810 rBV 3871290 10441416 2.53% 0.600%
5 3.993 810 825 844 rVB 1684225 4419147 1.07% 0.254%
6 4.527 971 991 1013 rBV 13365985 32561725 7.88% 1.871%
7 4.665 1015 1034 1101 rVV3 41343007 99944738 24.17% 5.743%
8 5.780 1346 1381 1407 rBV3 61958152 151914420 36.74% 8.730%
9 8.015 2049 2076 2125 rVB5 103084846 413443574 100.00% 23.758%
10 9.446 2502 2521 2536 rBV2 3417411 6716731 1.62% 0.386%

11  9.578 2546 2562 2585 rBV3 56589211 106733425 25.82% 6.133%
12 9.710 2585 2603 2650 rVB4 94199694 205015223 49.59% 11.781%
13 10.105 2710 2726 2759 rVB3 56300843 100135461 24.22% 5.754%
14 10.484 2830 2844 2860 rBV 6776992 10712303 2.59% 0.616%
15 10.906 2959 2975 2991 rBV2 21094156 33736175 8.16% 1.939%

16 11.002 2991 3005 3010 rBV2 38702470 67916140 16.43%  3.903%
17 11.092 3023 3033 3060 rVB2 27805084 43044599 10.41% 2.474%
18 11.292 3085 3095 3118 rVB2 23010081 36465497 8.82%  2.095%
19 11.478 3138 3153 3167 rVB3 73522010 131801492 31.88% 7.574%
20 11.645 3198 3205 3220 rVB2 2726325 4282009 1.04% 0.246%

21 11.745 3224 3236 3244 rBV 3036166 4655767 1.13% 0.268%
22 11.896 3272 3283 3308 rVB 23441413 35982774 8.70% 2.068%
23 12.095 3332 3345 3351 rBV2 10265819 17373751 4.20% 0.998%
24 12.192 3363 3375 3398 rVB5 11484222 30309117 7.33% 1.742%
25 12.375 3421 3432 3447 rVB 3472220 5432503 1.31% ©0.312%

26 12.465 3447 3460 3465 rBV 7946416 12931602 3.13% 0.743%
27 12.494 3465 3469 3482 rVB 7634926 10942804 2.65% ©0.629%
28 12.571 3482 3493 3502 rBV 13845382 20670531 5.00% 1.188%
29 12.693 3517 3531 3548 rBv4 2057129 5315492 1.29% ©.305%
30 12.873 3574 3587 3599 rVB2 4553346 9173428 2.22% ©.527%

31 12.973 3600 3618 3626 rVV 8101790 12573209 3.04% ©.723%
32 13.025 3626 3634 3649 rVB 12087973 18097664 4.38%  1.040%
33 13.291 3700 3717 3728 rVB 3312231 5242069 1.27% 0.301%
34 13.449 3756 3766 3783 rVB3 8799961 16047468 3.88% ©.922%
35 13.854 3876 3892 3913 rBV2 3646728 7468327 1.81% 0.429%

36 14.082 3950 3963 3988 rVB 3787307 6398383 1.55% 0.368%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acqg On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 42 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

Sum of corrected areas: 1740225773
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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: VU051534.D\data.ms
1e+08

8e+07

5.780
6e+07

4.665
4e+07

2e+07 3.356 4527

3.694
3.076 /\ 3.867,
0 e | P

L L L L L L L L L L B I B \\\\‘\\\\‘W_v_v—rv_v_v_v—rru\[\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 340 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: VU051534.D\data.ms
1e+08 8.015 9.710

+07
8e+0 11.478

6e+07 9.578 10.105

4e+07 11.002

.092
10.90 11.292 11.896

2e+07
10.484 1240
9.44 ‘A 11BU345
0

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: VU051534.D\data.ms
1e+08

8e+07
6e+07
4e+07

2e+07
12571 13.025

2 13.449
12. 37/3\ 2.6 6&3”- ﬂ 13. 29% 13.8541.4./({82

Time--> 12.50 13 00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

O
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 1 2-Ethyl-oxetane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.694 0.64 ug/L 19471760  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 91
2 n-Hexane 86 C6H14 000110-54-3 83
3 n-Hexane 86 C6H14 000110-54-3 83
4 n-Hexane 86 C6H14 000110-54-3 83
5 n-Hexane 86 C6H14 000110-54-3 80

Abundance Scan 732 (3.694 min): VU051534.D\data.ms (-714) (-) m/z 57.10 100.00%

57.1
41.0
5000
861 LI L L B L LA B B
| 711 3.40 3.60 3.80 4.00
0Lt e e b e m/z 41.05 57.74%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
41.0
5000 LU L B R B L L
3.40 3.60 3.80 4.00
290 86.0 m/z 43.05 55.14%
71.0
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane
57.0
43.0
R B ammmEE AR
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.10 48.87%
86.0
15.0 71.0
oL ‘,:HWmH:1_‘H;m,m1_”“‘””‘””_‘”
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane EAERARSEEEE S
41.0 57.0 3.40 3.60 3.80 4.00
m/z 42.05 27.27%
29.0
5000
86.0
15.0 71.0
0 bt e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 (DEL) Alkane: Cyclic4.527 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.527 1.07 ug/L 32561760  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 80
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 78
Abundance Scan 991 (4.527 min): VU051534.D\data.ms (-971) (-) m/z 56.10 100.00%
56.1
5000 41.0 69.1 /\
R AR Rana
I ‘ 84.0 4.20 4.40 4.60 4.80
b ettt L myz 69,10 45.12%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 TT T T T[T T[T T T [TTTT]
4.20 4.40 4.60 4.80
m/z 41.05 41.85%
28.0 M ‘ 84.0
O\\‘%\5\(\)‘\\\‘!“\\\\‘\‘\\\i‘\w \‘\\\‘1"\\\\‘\‘\\\‘\\\\
miz--> 10 20 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl-
56.0
R AREEEERRRES
4.20 4.40 4.60 4.80
5000 41.0 m/z 55.10  24.90%
84.0
27.0
ok 0 L B L
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl- N AR RREEEERE
56.0 4.20 4.40 4.60 4.80
m/z 42.10 18.06%
5000 41.0
69.0
84.0
270
150 N R N
o‘Wm_m_m_mw ——— S RRARA R
m/z--> 10 20 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\

: VUe51534.D

: 27 Oct 2022 05:04

: JC/MD

: N5300-12

: 25.0mL/MSVOA_U/WATER

: 42  Sample Multiplier: 1

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.M

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 Benzene, propyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.906  36.23 ug/L 33736200 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 94
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 90
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 72

Abundance Scan 2975 (10.906 min): VU051534.D\data.ms (-2959) (- m/z 91.10 100.00%
91.1
w [LM
L 1100
51.0 121.1
o R 1) s 910 28L1 ny; 120.10  30.07%
miz--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000
11.00
m/z 92.05 14.32%
39.0 L
O T T ‘\ ‘\‘ i‘ \“\ “\ ‘\‘ “1\-2\‘ -\0\ ‘ T T T T ’ T T T T ‘ T T T T
miz—-> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
91.0
——
11.00
5000 m/z 65.05 12.97%
39.0 h
ol da o
m/z--> 50 100 150 200 250
Abundance #10701: Benzene, propyl- T
91.0 11.00
m/z 78.05 8.24%
) m
39.0 h
S L R i S
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04

Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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, 1-ethyl-3-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
11.002 72.94 ug/L 67916100 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
2 Benzene, 1l-ethyl-2-methyl- 120 CO9H12 000611-14-3 90
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 87
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 87

Abundance Scan 3005 (11.002 min): VU051534.D\data.ms (-2991) (- m/z 105.10 100.00%
105.1
120.1
5000
77.0
“ ‘ | 11.00
ol 389 “:uw“‘m“HH,HNJ‘,MHl??%-lH m/z 120.10  61.11%
m/z--> 20 40 60 100 120 140
Abundance #10720:Benzene,l-eﬂwh34neﬂwh
105.0
5000
m/z 91.10 24.54%
O\\\‘\‘\\\“\\\\“\‘\\\“\\}\"1\\‘\“"\\\\’\\
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
T \
11.00
5000 m/z 77.05 23.55%
120.0
o150 30 seo 0
o L
m/z--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl- e
105.0 11.00
m/z 106.10 17.74%
5000
120.0
39.0 77
O N e N Y O S o)
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 6 Benzene, 1-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.291 39.16 ug/L 36465500 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3095 (11.292 min): VU051534.D\data.ms (-3085) (- m/z 105.10 100.00%
105.1
5000
510 77‘-0‘ 11.00 11.50
O bt i M 4028200 2069 n/; 120,10 34.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 At A
11.00 11.50
m/z 77.05 13.56%
39.0 77.0
O\H‘\‘H\“‘\\“1‘\”“\‘\\MH‘M‘H‘H‘\”“\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
11.00 11.50
5000 m/z 91.05 13.32%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 79.10 10.82%
5000
79.0
39.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 7 unknown-01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.645 4.60 ug/L 4282010 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 45
2 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 43
3 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 43
4 2-0Octanol 130 C8H180 000123-96-6 38
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 38
Abundance Scan 3205 (11.645 min): VU051534.D\data.ms (-3198) (- m/z 105.10 100.00%
106.1
45.0
5000
77.1 134.1 11.50 12.00
Ol et b Ll L 184920700 s 45 a5 69.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17622: Benzeneacetaldehyde, .alpha.-methyl-
105.0
5000 i ——
11.50 12.00
77.0 m/z 55.10 21.58%
O \\\‘2\7\9\‘\5\1\\0‘\\\\H‘\\\\‘\‘\\\‘\]-\3\Tl‘c]\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17626: Benzeneacetaldehyde, .alpha.-methyl-
105.0
= =
11.50 12.00
5000 m/z 43.10 12.52%
77.0 134.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17052: Benzene, 1-methyl-4-propyl- T 7
105.0 11.50 12.00
m/z 41.10 12.24%
5000
134.0
oL, 270 510 T
R e e A REAAEEa S
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.896  38.64 ug/L 35982800 1,4-Dichlorobenzene-d4 11.812
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 Mesitylene 120 C9H12 000108-67-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 3283 (11.896 min): VU051534.D\data.ms (-3272) (- m/z 105.10 100.00%
105.1
5000
510 "0 11.50 12.00
] S M S dlh 1892 20720 g 100,10 44.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000 SR S
11.50 12.00
m/z 77.05 12.93%
51.0 77.0
O \\\‘2\7\'\0\“\\“P\”“\‘\\\‘H‘\\‘\\‘M\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
— R A—
11.50 12.00
5000 m/z 119.10 10.33%
39.0 77.0
L T R | Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10694: Mesitylene — —
105.0 11.50 12.00
m/z 91.10 10.15%
5000
77.0
39.0
o150, L el
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

SFAMUTR100722WMA.M Mon Oct 31 17:21:26 2022 Page: 10



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\

VUe51534.D

: 27 Oct 2022 05:04

: JC/MD

: N5300-12

: 25.0mL/MSVOA_U/WATER

: 42  Sample Multiplier: 1

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.M

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 Benzene, 1-propenyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.095 18.66 ug/L 17373800  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 91
2 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 60
3 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 60
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 55

Abundance Scan 3345 (12.095 min): VU051534.D\data.ms (-3332) (- m/z 117.10 100.00%
117.1
5000
91.0 m/\
— ]
39.0 63.0 ‘ 12.00
Ol b Ll gl il 1802 2070 o 918,10 52.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10193: Benzene, 1-propenyl-
117.0
5000
12.00
91.0 m/z 119.05  52.26%
51.0 ‘
O\\\‘2\7‘\.(\)\“\\“M“““\‘H”i”‘\M\“‘H\ L B R B R N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10190: Benzene, 2-propenyl-
117.0
12.00
5000 m/z 105.05 51.42%
58.0 91.0
ol 250 S ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10205: Benzene, 1-ethenyl-2-methyl- —
117.0 12.00
m/z 115.10 34.67%
5000
91.0
39.0 650 ‘
Y R A T A —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

SFAMUTR100722WMA.M Mon Oct 31 17:21:28 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 10 Benzene, 1-methyl-4-propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.375 5.83 ug/L 5432500 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 94
2 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 94
3 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 91
4 Benzene, (1-methylpropyl)- 134 C1eH14 000135-98-8 91
5 Benzene, 1-methyl-2-propyl- 134 CleH14 001074-17-5 91
Abundance Scan 3432 (12.375 min): VU051534.D\data.ms (-3421) (- m/z 105.10 100.00%
105.1
- M
134.0 — =
510 77.0 12.00 12.50
Obrrrrrreripmrir b b 1680 21000y 134,00 21.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
12.00 12.50
134.0 m/z 77.85 10.13%
77.0
O\\\\‘2\7‘\.(\)\"\5\1‘\.(\)“\‘\\\M‘\1‘{\"}‘\\‘1“\\1‘\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
12.00 12.50
5000 m/z 106.05 9.58%
134.0
77.0
0l 280,282 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0 12.00 12.50
m/z 91.10 7.76%
5000
134.0
27.0 519 77.0
o NS I T AN
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

SFAMUTR100722WMA.M Mon Oct 31 17:21:29 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 11 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.465 13.89 ug/L 12931600 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 95
3 o-Cymene 134 CleHi4 000527-84-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95

Abundance Scan 3460 (12.465 min): VU051534.D\data.ms (-3447) (- m/z 119.10 100.00%
119.1
5000 !
91.1
12.50
39.0 65.1 J
| o riat ‘ wu‘u Al 34211661 2071 /5 934,05  31.55%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50
m/z 91.10 16.70%
91.0
15.0 39‘-0 650 |
0 \‘\\\‘\‘\‘H\“‘H“”\‘H‘\H‘H‘\\\\‘u‘\\m‘l\\\”\‘\\H‘\H\‘\\\\‘\H\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
12.50
5000 m/z 105.05 13.75%
91.0
BTt T T Y
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #16998: 0-Cymene
119.0 12.50
m/z 120.10 10.03%
5000
91.0
oL 250 000 L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 12.50

SFAMUTR100722WMA.M Mon Oct 31 17:21:29 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 p-Cymene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.494  11.75 ug/L 10942800 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Cymene 134 CleH14 000099-87-6 95
2 o-Cymene 134 C1oH14 000527-84-4 94
3 o-Cymene 134 CleH14 000527-84-4 94
4 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 CleH14 003479-89-8 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 91
Abundance Scan 3469 (12.494 min): VU051534.D\data.ms (-3465) (- m/z 119.10 100.00%
119.1
5000 !
91.1
12.50
39.0 65.1
oH‘wmu,‘m‘umMH‘Hp;HMH“‘1“"’5:9_””‘?‘97:9 m/z 134.05  24.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16995: p-Cymene
119.0
5000
12.50
91.0 m/z 91.10 13.48%
41.0 65.0 ‘ |
OH\\‘\‘\H"‘\\‘H“\‘H\‘”‘\H‘\‘WH‘\L‘H\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
12.50
5000 m/z 120.10 9.65%
91.0
41.0 65.0 ‘
0\\\w\MHw\quﬁuJwHv\ﬁM\WL\\HM\\W\\\W\\H‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16996: 0-Cymene
119.0 12.50
m/z 117.10 7.24%
5000
91.0
15.0 390 450 | NN
Y T R ) N — WAVLVIGDN
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

SFAMUTR100722WMA.M Mon Oct 31 17:21:30 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 13 o-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.571  22.20 ug/L 20670500  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 97
2 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
3 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 95
Abundance Scan 3493 (12.571 min): VU051534.D\data.ms (-3482) (- m/z 119.10 100.00%
119.1
5000 V
39.0 65.1 971 12.50
Obrrr ettty by e il 146.0168.1 1933 /7 134,05 29.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: 0-Cymene
119.0
5000
12.50
91.0 m/z 91.10 15.68%
41.0 65.0
O\1\5\.(‘)\‘\H“‘H‘H““\‘\\\‘”‘H‘i‘\‘wu‘”\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
12.50
5000 m/z 120.10 9.98%
91.0
150 2 bl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 12.50
m/z 105.10 8.92%
5000
91.0 ‘
41.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

SFAMUTR100722WMA.M Mon Oct 31 17:21:31 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 14 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.693 5.71 ug/L 5315490 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 60
2 Benzene, 1,2,3,5-tetramethyl- 134 CleHi4 000527-53-7 60
3 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 60
4 p-Cymene 134 CleH14 000099-87-6 60
5 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 60

Abundance Scan 3531 (12.693 min): VU051534.D\data.ms (-3517) (- m/z 119.10 100.00%

119.1
5000
91.1

39.0 65.0 ‘ 12.50 13.00
[ ‘\ b \h‘ ““‘14‘8.2 207.0 m/Z 117.10 56.52°o

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16996: 0-Cymene
119.0
5000

12.50 13.00
m/z 134.05 27.29%

91.0
150 390 @50 | ‘
O\\\‘\‘\‘\\\"‘\\“\\“‘\‘\\\“\\\\‘W\\‘\w\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0

o

12.50 13.00
5000 m/z 91.10 23.53%
91.0
Ouu‘\‘\u,‘u‘{‘\‘uu““uu“}‘uMHM‘HH‘HH‘Hu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0 12.50 13.00

m/z 115.10  22.09%

5000
91.0
15.0 | 39\\0\ o0 I ‘ Il ‘ ‘
0H\\‘HH’\\H‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

SFAMUTR100722WMA.M Mon Oct 31 17:21:32 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 15 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
12.873 9.85 ug/L 9173430 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 93
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93
4 Benzene, 2-ethyl-1,3-dimethyl- 134 CleHi4 002870-04-4 93
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 93

Abundance Scan 3587 (12.873 min): VU051534.D\data.ms (-3574) (- m/z 119.10 100.00%
119.1
911 12‘56 13‘06
9.0 851 731 | | 1351 ‘ :
O bt byl T T m/z 134,050 29.13%
miz--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0
5000 o SRR
12.50 13.00
91.0 m/z 91.10 17.06%
0 \1\5\-9 T \4‘:‘]‘-\0\ y \“‘6?.\0\ \‘”’ T ‘W\ \‘\w T 13‘50 T
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
- T
12.50 13.00
5000 m/z 120.10 9.92%
91.0
P I N T L
m/z--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- - o
119.0 12.50 13.00
m/z 117.10 8.83%
5000
91.0
39.0 650 ‘ 3‘
L O T = D B PO L 0 V1
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMUTR100722WMA.M Mon Oct 31 17:21:33 2022

Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04

Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.M

. TRACE VOA SFAM1.0

: 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 16 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
12.973  13.50 ug/L 12573200  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,4,5-tetramethyl- 134 CleHi4 000095-93-2 97
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97

Abundance Scan 3618 (12.973 min): VU051534.D\data.ms (-3600) (- m/z 119.10 100.00%
119.1
M )
91.1 RN ‘
390 650 | || 1401 13.00
O b b L 3493 myz 134,05 45.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 A
13.00
m/z 91.10 15.34%
39.0 91.0
150  TF 80 || ||
0 \\‘\‘\‘\\\“\\““\ ‘H“\HH‘\H\‘W\\m“\\\‘\‘HH‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
T
13.00
5000 m/z 120.10 9.81%
370 65.0 91.0
0 ‘H“M"ﬂ‘ﬂh‘Wu‘W‘HL“W‘NNL‘JM“"W“‘
m/z--> 20 40 60 80 100 120 140 160 fﬂ
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- T ‘
119.0 13.00
m/z 133.05 9.20%
5000
91.0
39.0 65.0 ‘
0 \H}\H\\W\WH‘Ww\M‘H\\‘W\WWL\JM‘\\\W\\\
m/z--> 20 40 60 80 100 120 140 160 13.00

SFAMUTR100722WMA.M Mon Oct 31 17:21:34 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 17 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.025 19.44 ug/L 180977060  1,4-Dichlorobenzene-d4 11.812
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 C10H14 000095-93-2 97
3 Benzene, 1,2,4,5-tetramethyl- 134 CleHi4 000095-93-2 97
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96

Abundance Scan 3634 (13.025 min): VU051534.D\data.ms (-3626) (- m/z 119.10 100.00%
119.1
M L
T Y
39.0 651 91‘.1 | |148.2 207.0 13,00
bbb b 1 1482 20700 /7 134,05 43.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 SRR jL
13.00
m/z 91.10 15.24%
39.0 91.0
150, ) 65\"0\ | Wl |
0 \\‘\‘H\\“HW‘\“WH”‘\H\‘WH1“\H‘\‘HH‘HH‘HH‘HH
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 9.97%
390 91.0
: 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 jL
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- = Ty
119.0 13.00
m/z 133.05 8.63%
5000
91.0
39.0
0 q‘?ﬁ?ﬂ\\“‘\\‘\‘\6‘?“.\(\)\““\H\“1‘”‘1“‘\H“\‘\m‘mwm‘uu
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@51534.D

Acq On : 27 Oct 2022 05:04

Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 18 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
13.291 5.63 ug/L 5242070 1,4-Dichlorobenzene-d4 11.812
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 Benzene, l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
5 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87

Abundance Scan 3717 (13.291 min): VU051534.D\data.ms (-3700) (- m/z 117.10 100.00%
117.1
5000 Jk]\
91.1 1200 1250
390 64.1 M ‘ 13.00 13.50
o) S sl M M 1 e ALl 14811680y o 935 05 37.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 e L
13.00 13.50
m/z 115.10  26.34%
390 g5 910
O\‘\“\\\““\\“U\ “U\\”\“‘\\“\\‘”V\\ \-‘\\\\‘\\\\
miz--> 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
13.00 13.50
5000 ITI/Z 131.05 20.86%
39.0 65.0 91.0
Y O T VN WO - 1 R
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0 13.00 13.50
m/z 91.10 14.25%
5000
91.0
39.0 ‘ Q
65.0
0“‘V“M‘HM“W“M“N;‘NV‘ 2 SARe: S
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 19 1-Phenyl-1-butene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.449 17.23 ug/L 16047500  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 86
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 64
5 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 64
Abundance Scan 3766 (13.449 min): VU051534.D\data.ms (-3756) (- m/z 119.10 100.00%
119.1
5000 L
91.1
39.0 650 13. 50

e g Wl 1512 18402079 197 1 83.74%

0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 /\/\ ' T
91.0 13.50
L m/z 134.05 41.32%
51.0 ‘
O‘2\7\(\)\‘\\“}”\‘”\\\“‘\\\\’HU‘\\!‘\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0 j\
e
13.50
5000 ITI/Z 132.05 28.48%
91.0
390 g50 ‘ ‘
TN A T 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 13 50

115.10  27.22%

5000
39.0 650 910 ‘
S W !

‘HH‘HH‘\H\‘\H\,HH‘HH‘HH‘HH‘HH‘HH
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@51534.D

Acq On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 20 Azulene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.082 6.87 ug/L 6398380 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 94
4 Naphthalene 128 C10H8 000091-20-3 94
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3963 (14.082 min): VU051534.D\data.ms (-3950) (- m/z 128.05 100.00%
128.1
5000
T T
51.0 oo 4 , 14.00
Obrrrrrd et 70l 1689 2090 2811 i 19705 12.77%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13686: Naphthalene
128.0
5000 - — :
14.00
m/z 129.05 10.91%
51.0
O’\H\‘H“H“\‘\\H}M‘H.P“‘HH‘\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13683: Naphthalene
128.0
14.00
5000 m/z 102.10 8.12%
51.0
0 “H‘_m‘ﬂ‘wwfgﬂ‘H_MH_‘H_‘H_‘H_‘H_‘H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13678: Azulene i ]
128.0 14.00
m/z 126.05 7.17%
5000
51.0 ‘ H
O e —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51534.D

Acqg On : 27 Oct 2022 05:04
Operator : JC/MD

Sample : N5300-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 42 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|
2-Ethyl-oxetane 3.694 0.6 ug/L 19471760 1 6.250 151914000 5.0
(DEL) Alkane: C... 4.527 1.1 ug/L 32561700 1 6.250 151914000 5.0
Benzene, propyl- 10.906 36.2 ug/L 33736200 3 11.812 4655770 5.0
Benzene, 1l-ethy... 11.002 72.9 ug/L 67916100 3 11.812 4655770 5.0
Benzene, 1-ethy... 11.291 39.2 ug/L 36465500 3 11.812 4655770 5.0
unknown-01 11.645 4.6 ug/L 4282010 3 11.812 4655770 5.0
Benzene, 1,2,3-... 11.896 38.6 ug/L 35982800 3 11.812 4655770 5.0
Benzene, 1-prop... 12.095 18.7 wug/L 17373800 3 11.812 4655770 5.0
Benzene, 1-meth... 12.375 5.8 wug/L 5432500 3 11.812 4655770 5.0
Benzene, 2-ethy... 12.465 13.9 wug/L 12931600 3 11.812 4655770 5.0
p-Cymene 12.494 11.8 ug/L 10942800 3 11.812 4655770 5.0
o-Cymene 12.571 22.2 ug/L 20670500 3 11.812 4655770 5.0
Benzene, 1,2,3,... 12.693 5.7 wug/L 5315490 3 11.812 4655770 5.0
Benzene, 4-ethy... 12.873 9.8 wug/L 9173430 3 11.812 4655770 5.0
Benzene, 1,2,3,... 12.973 13.5 ug/L 12573200 3 11.812 4655770 5.0
Benzene, 1,2,4,... 13.025 19.4 wug/L 18097700 3 11.812 4655770 5.0
1H-Indene, 2,3-... 13.291 5.6 ug/L 5242070 3 11.812 4655770 5.0
1-Phenyl-1-butene  13.449 17.2 ug/L 16047500 3 11.812 4655770 5.0
Azulene 14.082 6.9 ug/L 6398380 3 11.812 4655770 5.0
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