LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 21  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\SFAMUTR122121WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@46587.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.475 37 42 52 rvVB3 7997 9509 2.54% 0.254%
2 1.601 72 81 98 rvB 27946 35404 9.47% 0.947%
3 1.742 119 125 133 rVB5 2572 3773 1.01% 0.101%
4 1.925 175 182 196 rVB 22423 28925 7.74% 0.774%
5 2.575 373 384 397 rVB 44788 69823 18.68% 1.867%
6 2.797 444 453 458 rBV4 3001 5154 1.38% 0.138%
7 4.761 1042 1064 1066 rBV 17291 37143 9.94% 0.993%
8 5.086 1150 1165 1185 rVB 49118 108136 28.92% 2.892%
9 5.748 1353 1371 1402 rBvV3 99185 249227 66.66% 6.665%
10 6.272 1521 1534 1548 rVB 96886 177731 47.54% 4.753%
11 6.713 1658 1671 1686 rBv2 58683 111399 29.80% 2.979%
12 7.581 1930 1941 1963 rVB 28455 49316 13.19% 1.319%
13 7.822 2003 2016 2031 rBV2 25207 50692 13.56% 1.356%
14  7.909 2031 2043 2056 rVVW 106741 183577 49.10%  4.909%
15 7.980 2056 2065 2080 rVB 23242 40513 10.84% 1.083%
16 8.192 2120 2131 2147 rVB2 18469 30927 8.27% 0.827%
17 8.655 2261 2275 2314 rBV 180422 373855 100.00%  9.998%
18 9.423 2502 2514 2530 rBV 139031 228319 61.07% 6.106%
19 9.574 2551 2561 2570 rBV 11860 18392 4.92% 0.492%
20 9.697 2587 2599 2615 rBV 27216 44012 11.77% 1.177%
21  9.777 2615 2624 2636 rVB7 2654 4958 1.33% 0.133%
22 10.105 2717 2726 2732 rBV 9025 13982 3.74% 0.374%
23 10.243 2758 2769 2778 rBV 11394 17961 4.80% 0.480%
24 10.761 2919 2930 2943 rBV 61862 97381 26.05% 2.604%
25 10.906 2965 2975 2985 rVB3 6178 10933 2.92% 0.292%
26 10.999 2995 3004 3009 rBV 15370 23453  6.27% 0.627%
27 11.092 3026 3033 3035 rBV 6857 8473  2.27% 0.227%
28 11.115 3036 3040 3057 rVB 11677 17427 4.66% 0.466%
29 11.291 3082 3095 3105 rBVS5S 7591 12406 3.32% 0.332%
30 11.468 3139 3150 3161 rBV 55681 85383 22.84% 2.283%
31 11.574 3171 3183 3195 rBvV2 8966 14841 3.97% 0.397%
32 11.742 3229 3235 3244 rBv4 3420 4630 1.24% 0.124%
33 11.812 3244 3257 3272 rVB 155035 250672 67.05% 6.704%
34 11.896 3272 3283 3297 rBV2 22693 36499 9.76% 0.976%
35 12.063 3323 3335 3341 rBV 44363 76773 20.54%  2.053%
36 12.095 3342 3345 3352 rVB2 16488 19416 5.19% ©0.519%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 21  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\SFAMUTR122121WMA.M
Title : TRACE VOA SFAM1.0
37 12.195 3364 3376 3399 rVB 144906 253225 67.73% 6.772%
38 12.324 3404 3416 3424 rBV 11564 20654 5.52% ©.552%
39 12.375 3425 3432 3444 rVB2 7576 14478 3.87% 0.387%
40 12.468 3444 3461 3464 rBV3 15809 31334 8.38% ©0.838%
41 12.571 3485 3493 3501 rVB 23845 33484 8.96% ©.895%
42 12.613 3501 3506 3513 rVB2 2984 4054 1.08% 0.108%
43 12.680 3513 3527 3546 rVB3 11591 23051 6.17% 0.616%
44 12.770 3546 3555 3564 rBV 12569 19927 5.33% ©.533%
45 12.883 3579 3590 3603 rBv4 12946 22802 6.10% 0.610%
46 12.973 3606 3618 3625 rBvV2 28122 46212 12.36% 1.236%
47 13.028 3625 3635 3644 rVB 45138 75836 20.28% 2.028%
48 13.118 3654 3663 3668 rBV6 3258 6269 1.68% 0.168%
49 13.211 3684 3692 3700 rBV9 4373 6892 1.84% 0.184%
50 13.291 3703 3717 3729 rBV3 58612 98244 26.28% 2.627%
51 13.452 3757 3767 3783 rVB3 60258 105366 28.18% 2.818%
52 13.558 3795 3800 3808 rVB2 3213 4133 1.11% 0.111%
53 13.626 3809 3821 3837 rBV7 20078 41523 11.11% 1.110%
54 13.738 3849 3856 3862 rBV7 4422 5649 1.51% ©.151%
55 13.783 3862 3870 3878 rBv4 6150 11855 3.17% 0.317%
56 13.838 3880 3887 3891 rBV5 12571 18484 4.94%  0.494%
57 14.086 3953 3964 3982 rVB 71476 121657 32.54%  3.253%
58 14.288 4019 4027 4033 rBVS8 4471 6834 1.83% 0.183%
59 14.484 4081 4088 4097 rVWW4 5951 8425 2.25% 0.225%
60 14.549 4100 4108 4119 rVB7 6097 9494 2.54% 0.254%
61 14.684 4138 4150 4160 rVvVs 8179 20011 5.35% ©.535%
62 14.809 4179 4189 4202 rBV4 5557 10011 2.68% 0.268%
63 14.877 4202 4210 4219 rBvVe 7064 10264 2.75% 0.274%
64 14.995 4233 4247 4262 rBV6 9703 23243 6.22% ©0.622%
65 15.221 4306 4317 4331 rVB 34774 54164 14.49% 1.449%
66 15.410 4366 4376 4387 rVB3 17294 27139 7.26% 0.726%
67 15.693 4455 4464 4472 rBVS 3732 5460 1.46% ©.146%
68 16.262 4632 4641 4647 rBV4 4360 6453 1.73% 0.173%
69 16.407 4677 4686 4692 rBvV4 7635 11676 3.12% 0.312%
70 16.446 4692 4698 4708 rVB8 8065 11969 3.20% ©.320%
71 16.770 4789 4799 4811 rVV5 11390 17981 4.81% 0.481%
Sum of corrected areas: 3739268
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU046587.D\data.ms
150000
100000 5.748 6.272
6.71
50000 2575 5.086
1.601
1.925
147 4.761
A 1.7£j\ 2.797
0\‘\\\\‘\T\j\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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: VU046587.D\data.ms
8.655
11.812
12.1
150000 0.423
7.909
100000
10.761 11.468
50000 12.063
7.581 7 823 980 9.697 gok2 0
X 8.192 957 165243 10. '
: 10. - 15
. A [ I oo o1 154
—~————— I B e O B B e
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: VU046587.D\data.ms
150000
100000
14.086
13.2843.452
50000
15.221
12.571 0
16 15.41
I 2168823 995 16.770
AT et | o | i g ]
0 T T ‘ "\ T T T ‘ T T T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T \W
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\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzene, 1,2,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.896 0.73 ug/L 36499 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 3283 (11.896 min): VU046587.D\data.ms (-3272) (- | m/z 105.10 100.00%
105.1
5000 120.1 /\
)
390 630 77‘-0 91.1 1150 12.00
Obrrprrerprrerpreedprereeretter bbbt - m/z 120010 39.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 120.0 1 /\
11.50 12.00
770 m/z 77.00 12.90%
51.0 " 91.0
O \\’\\\\’\2\\7\.?\\\\"\\\\"“\‘\\\“6\4\”.1(\)‘\\\‘H‘\\\\“\\H‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 f/\
. I} . ] . . ‘ . M(\
11.50 12.00
m/z 119.10 9.43%
5000 1200 /
39.0 77.0 91.0
15.0 | ‘\ I 63\'\0 M ‘ | ‘ M‘\
[ e R N e e RARRRREEEEREE amny
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\/\ /\
Abundance #10715: Benzene, 1,2,3-trimethyl- —— A R
105.0 11.50 12.00
m/z 91.10 8.79%
120.0
5000
39.0 77.0 91.0 /\
0 ",‘m,"m,"H‘,m‘u,hu‘ﬁ?ﬁ?“‘M""“HH‘J:Mmu“w‘ Lopll TV
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.063 1.53 ug/L 76773  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72

Abundance Scan 3335 (12.063 min): VU046587.D\data.ms (-3323) (- | m/z 57.10 100.00%
57.1
5000
41.0
70.1 83.1 SV :
‘ | | 98.1 1121 12.00
oH‘_‘H‘H‘w‘H‘_‘H‘u:‘u‘Hw“1‘H‘:Mw‘www m/z 41.00  34.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
W”\n
5000 P syl :
41.0 12.00
70.0 83.0 m/z 55.00 33.91%
L0 o
O\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
S ey ‘
12.00
5000 410 ITI/Z 43.00 29.52%
70.0 83.0
AT A L
oHWm_m_m_‘H_‘H‘w‘mww_wwww
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15695: 1-Hexanol, 2-ethyl- ‘AJV} ‘ ‘
57.0 12.00
m/z 70.10 24.56%
5000
43.0
29.0 70.0 830
980
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.468 0.63 ug/L 31334 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 91

Abundance Scan 3461 (12.468 min): VU046587.D\data.ms (-3444) (| m/z 119.10 100.00%
119.1
5000 A
55.0 910 J = 12:50 o
R SRR T ‘ ‘ “\‘u AL H00 /2 13405 36.61%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /\"/\f\/\
12.50
m/z 91.00 17.19%
91.0
15.0 39‘-0 650 | J
0 \’\\\‘\‘\‘\\\“‘\\‘M‘\‘H‘\\\‘H‘\\\\‘H‘\\m‘l\\\‘\.‘\\
miz--> 0O 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 A\
AL
12.50
5000 m/z 105.00 15.09%
91.0
39.0 65.0
— 15?‘ N NN Y M P ‘ : “1“‘ Al 1460
m/z--> 0 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- nl /\} (\ Doply
119.0 12.50
m/z 120.10 11.13%
5000
91.0
300 650 ‘ ‘ [\
AR L o O O Y W O I 1
m/z--> 0 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\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 p-Cymene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.571 0.67 ug/L 33484 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95
Abundance Scan 3493 (12.571 min): VU046587.D\data.ms (-3485) (- | m/z 119.10 100.00%
119.1
5000 A /\J\
gl O /\ T /\/\ T \
390 880 L Lyl 11 o
O T RN e e A I S KU m/z 134.05  28.64%
miz--> 0 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
5000 /4/\ ﬂ&
1250
91.0 m/z 91.05 16.09%
410 650 13‘50
O\‘\\\\‘\‘\\\"‘\\‘\\“\‘\\\“‘\\\\’m\\‘\“l\\\‘\"\
miz--> 0 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
12.50
5000 m/z 117.10 11.41%
410 91.0 ‘
65.0
m/z--> 0 20 40 60 80 100 120 140 AA AA
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl- A SALIE St
119.0 12.50
m/z 120.10 9.51%
5000
91.0
150 | 3?? 65.0 [P | 1.0 ] A WL I
O e e e N
m/z--> 0 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\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.973 0.92 ug/L 46212 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 3618 (12.973 min): VU046587.D\data.ms (-3606) (- | m/z 119.10 100.00%
119.1
5000 134.1 /\[\
Wl
38.9 65.0 ’ 13.00
et itbep et e bbb e m/z 134005 43.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
13.00
91.0 m/z 91.00 16.58%
65.0
0 \\‘]_\\5\9\H‘\‘H\\"‘\\H“\‘H\’\‘\‘H‘\H‘\‘HH"\\H‘\‘\‘\\’H‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
13 00
5000 134.0 m/z 120.1 9.55%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- “"A‘ A
119.0 13 00
m/z 77.00 .
134.0
5000
41.0 91.0
0H‘HH‘mh‘HH,‘wi:“ﬁ%"?w‘mm,uH‘“1‘”,”1‘1“”““‘”‘” "(\ “/\ : ALY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49

Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
: TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.028 1.51 ug/L 75836  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl1l0OH14 076089-59-3 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3635 (13.028 min): VU046587.D\data.ms (-3625) (- | m/z 119.10 100.00%
119.1
5000 134.2 M
91.0 CT
390 650 | | 13.00
b e gz 134,15 44.35%
miz--> 20 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
134 i
5000 34.0 WA
13.00
91.0 m/z 91.85 17.04%
39.0 65.0
O \]-\5\0’\‘\ T \“‘\ \‘\ T “1‘\ T \“ T \‘\ T ‘W\ \M"‘ T \‘\ ‘ T
m/z--> 20 80 100 120 140
Abundance #17059. Benzene, 1,2,3,4-tetramethyl-
119.0
: ;
1300
5000 134.0 m/z 120.1 10.92%
91.0
‘%?? ‘M‘?ie‘*w‘?ﬁ?‘ﬂ“‘k ‘pw“ww“‘M‘
miz--> 20 80 100 120 140
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth |
119.0 1300
m/z 133.05 9.73%
5000 134.0
41.0 91.0
65.0
ol 2o e Lo ad |l YL i
miz--> 20 80 100 120 140 13.00

SFAMUTR122121WMA.M Sun Jan 02 04:10:35 2022

Page:

9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.291 1.96 ug/L 98244  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 64
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 64
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 64
4 Indan, 1-methyl- 132 C10H12 000767-58-8 64
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 64
Abundance Scan 3717 (13.291 min): VU046587.D\data.ms (-3703) (- | m/z 117.10 100.00%
117.1
43.0
5000
71.0 981 .Y S
M H ‘ 13.00 13.50
0l H \M ‘HM ‘mHM\ h‘ ‘\‘H‘\‘\“ \l‘h‘\"“”” m/z 43.00 78.77%
m/z--> 20 40 80 100 120 140
Abundance #16129.Benzene,l%ﬁhenyh3-eﬂwk
11v.0
5000
1300 1350
91.0 m/z 132.05 37.98%
51.0 1
O T ‘2\7\0\ T “ T \“\ \ "‘\7\4\9‘ T \“\ T ‘HH\ T H‘ T }“\‘3\.()‘ UL
miz-> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0 /\
T ‘ T T ‘ T T L
13.00 13.50
5000 m/z 115.10 30.07%
91.0
39.0 45 ‘ 14a0
0 ““““‘M“m“,ﬂ“‘w R ‘ﬂ“u“ ——
miz--> 20 40 60 80 100 120 140 /\/\ /\
Abundance #16134: 1-Methyl-2-phenylcyclopropane e ] i/
117.0 13.00 13.50
m/z 55.00 24.70%
5000
91.0
51.0 ‘
ol 2901 L. %R 0 TR e
m/z--> 20 40 60 100 120 140 l&OO 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 2,4-Dimethylstyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.452 2.10 ug/L 105366 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 90
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 70
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 70
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 64
Abundance Scan 3767 (13.452 min): VU046587.D\data.ms (-3757) (- | m/z 117.05 100.00%
117.1
5000
1321
91.0 ol SRV
390 650 ‘ ” 13.50
oH‘HwH_‘HMMMHH:‘H‘!_‘E“‘MmHH,HH_w‘J“}Hm‘”m,” m/z 119.85 68.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16113: 2,4-Dimethylstyrene
11v.0
132.0
5000 ‘ \A‘
13.50
390 o m/z 115.05  35.76%
50 bk i
0H‘H‘H‘HH‘\\\}i‘\\\\“‘\\Hl!\\‘\ml“\\\\‘M\\\‘mH‘\H!“\H‘U‘\‘\H’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0 A/\
‘ﬂwﬁ”
13.50
5000 132.0 m/z 132.05  33.46%
91.0
0270760,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #16106: 3-Phenylbut-1-ene ey A ena L
117.0 13.50
m/z 134.05 26.71%
5000
91.0 132.0
390 450 M
O brrerrrdbprerthrre el el -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.626 0.83 ug/L 41523  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 93
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 83
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 64
Abundance Scan 3821 (13.626 min): VU046587.D\data.ms (-3809) (- | m/z 104.10 100.00%
104.1
5000 132.1
55.0 70.0 . ‘A‘ ‘ —r—
W, | e e
om_HWWw“w\“w“! \‘l‘wl‘wlw‘ﬁ‘:H‘m‘waw‘”w m/z 91.00  43.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0 /\
5000 Ding 1Y ‘/\\ \NMM i
13.50 14.00
m/z 132.05 42.18%
270 | 510 78.0 /
OH\‘H‘\\‘HH‘HH‘HH}‘“H\‘\‘HH‘\MH‘\H\‘\H\‘1“\\‘\\M\‘\\\‘l‘i‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0 /\
A Y L.
1320 13.50 14.00
5000 m/z 115.00 33.01%
270 51.0 78.0 ‘ ‘
Y i R PR S S S| S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro- e AM
104.0 13.50 14.00
m/z 130.05 20.72%
5000 1320
7
20 M0 ﬂ Mﬂ
O rrrprrrrprrtr e el bt e el A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.086 2.43 ug/L 121657 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 3964 (14.086 min): VU046587.D\data.ms (-3953) (- | m/z 128.05 100.00%
128.1
5000
T 1
51.0 75.0 102.1 14.00
Orrerrrreyre 300 i e Ml wjz 127,10 12.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13686: Naphthalene
128.0
5000 S :
14.00
m/z 129.05 11.71%
5]1.0 75.0 102.0 |
OH\‘HH‘HH‘HH‘\\Hi\\\\‘\w‘\‘\“M‘HH‘HH“HH‘HH‘H\ ‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13678: Azulene
128.0
Naoer oo
14.00
5000 m/z 102.10 9.19%
102.0
o 20 50 770 ‘
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13681: Azulene Ay 7 ‘
128.0 14.00
m/z 126.10 7.31%
5000
51.0 102.0
5.0
0H‘:‘I'ﬁ"q‘uzﬁ"(‘)m“HHHMHNH""W‘l"m‘m;“!uwuwul“‘m‘ — r
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Naphthalene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.221 1.08 ug/L 54164 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 95
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 95
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 93
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 93
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 93
Abundance Scan 4317 (15.221 min): VU046587.D\data.ms (-4306) (- | m/z 142.05 100.00%
142.1
5000
115.1
—— .
510 /11 890 “ 15.00 15.50
O ettt bl m/z 141.05  86.25%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 T A \
115.0 15.00 15.50
m/z 115.10  35.74%
39.0 \63\'0 ! 8?'0 LIl
O \‘\H\‘HH“\H\i‘\\\\‘}\‘Hf\!HH‘\\\‘\‘HH‘HH‘\‘\}\‘HH’HH" H\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22142: Naphthalene, 1-methyl-
142.0
A/\‘A (\ . . A‘ 0,
15.00 15.50
m/z 143.05 12.59%
5000 115.0
00 930 890 Ii
Ottt e et e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22150: Naphthalene, 2-methyl- — o
142.0 15.00 15.50
m/z 139.05 11.17%
5000
115.0
51.0 ‘71‘.0 89.0 ‘ ‘
O Frprrrrprrre e b e b e e SR
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Naphthalene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.410 0.54 ug/L 27139 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 90
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 90
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 90
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 90

Abundance Scan 4376 (15.410 min): VU046587.D\data.ms (-4366) (- | m/z 142.05 100.00%
142.1

5000 115.1 A
15.50
389 629 890 206.9 :
Ot ““‘w‘”wu“ T RAR AR “i Hl R maE e m/z 141.05 91.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22145: Naphthalene, 1-methyl-
142.0
5000 A T

115.0 15.50
m/z 115.10  40.05%

390 630

o, 80
0 ‘\‘\H“\\‘i\“‘i‘\“\”i“\”\“\\‘\H”H\‘\HMHH‘HH‘HH’HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
- P
15.50
m/z 139.05 11.79%
5000 115.0

39.0 ??T'O‘ 89.0 I
L 1l It L mil I
L L L L B

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

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- .
141.0 15.50

m/z 143.05 11.50%
|l \‘\ Ly ul ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 15.50

5000 115.0

39.0 630 ggp

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122321\
Data File : VU@46587.D

Acqg On : 23 Dec 2021 23:49
Operator : SY/MD

Sample : M5170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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, 1,2,3-... 11.896 0.7 ug/L 36499 3 11.812 250672 5.0
1-Hexanol, 2-et... 12.063 1.5 ug/L 76773 3 11.812 250672 5.0
Benzene, 2-ethy... 12.468 0.6 ug/L 31334 3 11.812 250672 5.0
p-Cymene 12.571 0.7 ug/L 33484 3 11.812 250672 5.0
Benzene, 1,2,4,... 12.973 0.9 ug/L 46212 3 11.812 250672 5.0
Benzene, 1,2,3,... 13.028 1.5 ug/L 75836 3 11.812 250672 5.0
Benzene, 1l-ethe... 13.291 2.0 ug/L 98244 3 11.812 250672 5.0
2,4-Dimethylsty... 13.452 2.1 ug/L 15366 3 11.812 250672 5.0
Naphthalene, 1,... 13.626 0.8 ug/L 41523 3 11.812 250672 5.0
Azulene 14.086 2.4 ug/L 121657 3 11.812 250672 5.0
Naphthalene, 2-... 15.221 1.1 ug/L 54164 3 11.812 250672 5.0
Naphthalene, 1-... 15.410 0.5 ug/L 27139 3 11.812 250672 5.0
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