LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71824\
Data File : VU@60057.D

Acqg On : 19 Jul 2024 13:58
Operator : MD/SY

Sample ¢ P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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\SFAMUTRO71824WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@60057.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.358 15 21 37 rBV3 13330 16812 2.17% 0.240%
2 1.592 83 94 107 rBV3 59900 80802 10.43% 1.152%
3  1.967 182 192 207 rBV 43468 62335 8.04% 0.889%
4 2.560 383 395 414 rBV 75587 122361 15.79% 1.745%
5 3.039 534 544 559 rBV3 5298 10427 1.35% 0.149%
6 4.647 1027 1044 1075 rBV 39194 162295 20.94% 2.315%
7 5.055 1156 1171 1198 rBV 79899 180573 23.30% 2.575%
8 5.717 1359 1377 1389 rBvV2 160211 414067 53.43%  5.905%
9 6.242 1525 1540 1560 rBV 146023 287839 37.14% 4.105%
10 6.563 1624 1640 1659 rBV2 35705 70094 9.04% 1.000%
11 6.682 1664 1677 1692 rVWV 97022 195760 25.26% 2.792%
12 6.753 1692 1699 1711 rVB5 13668 27216 3.51% 0.388%
13 7.560 1938 1950 1972 rBV2 43132 80606 10.40% 1.150%
14  7.894 2042 2054 2067 rBV 177721 314498 40.58%  4.485%
15 7.965 2067 2076 2093 rVB 41584 74891 9.66% 1.068%
16 8.177 2132 2142 2157 rBV 24607 44041 5.68% 0.628%
17 8.631 2272 2283 2315 rBV 194604 417231 53.84% 5.950%
18 9.412 2513 2526 2550 rBV 213551 391134 50.47% 5.578%
19 9.692 2602 2613 2626 rBV2 19288 34301 4.43% 0.489%
20 10.097 2729 2739 2756 rVB2 32395 54036 6.97% 0.771%
21 10.479 2849 2858 2872 rBV2 13426 20826 2.69% 0.297%
22 10.749 2931 2942 2959 rvv2 87870 141443 18.25% 2.017%
23 10.901 2974 2989 3005 rBvV2 37571 66920 8.64% 0.954%
24 10.994 3005 3018 3022 rBvV2 45991 72143  9.31% 1.029%
25 11.084 3037 3046 3064 rVB 33015 49922 6.44% 0.712%
26 11.286 3098 3109 3126 rVB 88356 139311 17.98%  1.987%
27 11.463 3151 3164 3176 rBV 101951 161051 20.78% 2.297%
28 11.637 3201 3218 3229 rBV9 8745 20154 2.60% 0.287%
29 11.743 3243 3251 3258 rBV3 6850 9707 1.25% 0.138%
30 11.807 3258 3271 3289 rVwW2 232736 484545 62.53% 6.910%
31 11.891 3289 3297 3311 rVB 18599 32384 4.18% 0.462%
32 12.087 3343 3358 3367 rBv3 16621 29860 3.85% 0.426%
33 12.200 3377 3393 3417 rVWW2 327596 774961 100.00% 11.052%
34 12.373 3439 3447 3457 rVB3 6151 8293 1.097% 0.118%
35 12.566 3499 3507 3514 rBV3 6130 8908 1.15% ©.127%
36 12.675 3530 3541 3549 rBV3 8438 14225 1.84% 0.203%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71824\
Data File : VU@60057.D

Acqg On : 19 Jul 2024 13:58
Operator : MD/SY

Sample ¢ P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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\SFAMUTRO71824WMA .M
Title : TRACE VOA SFAM1.0
37 12.942 3613 3624 3630 rBvV3 11303 20643 2.66% ©0.294%
38 13.023 3641 3649 3657 rvB4 7815 11126 1.44% ©.159%
39 13.399 3757 3766 3773 rBV8 6280 10997 1.42% 0.157%
40 13.447 3773 3781 3794 rVW4 23443 43594 5.63% 0.622%
41 13.508 3795 3800 3810 rvv7 6301 10386 1.34% 0.148%
42 13.621 3826 3835 3844 rBV4 8842 15789 2.04% 0.225%
43 13.730 3858 3869 3876 rBvie 10939 18497 2.39% 0.264%
44 13.778 3876 3884 3891 rBv4 7664 11877 1.53% ©.169%
45 13.830 3891 3900 3911 rBVe 18415 39669 5.12% 0.566%
46 13.907 3917 3924 3927 rBV4 6488 9586 1.24% 0.137%
47 13.939 3928 3934 3953 rVB6 19042 42955 5.54% 0.613%
48 14.084 3963 3979 4000 rvB2 35821 85302 11.01% 1.217%
49 14.183 4001 4010 4022 rVB4 19595 32816 4.23% 0.468%
50 14.280 4022 4040 4051 rBV5S 34487 72869 9.40% 1.039%
51 14.338 4051 4058 4069 rVV7 10644 20513 2.65% ©.293%
52 14.389 4069 4074 4091 rVB8 5604 12263 1.58% 0.175%
53 14.479 4091 4102 4120 rBV2 30110 60019 7.74% 0.856%
54 14.569 4120 4130 4147 rBV2 11506 24853 3.21% ©.354%
55 14.666 4148 4160 4176 rVV5 47982 116895 15.08% 1.667%
56 14.801 4194 4202 4213 rBV 42194 62478 8.06% 0.891%
57 14.868 4214 4223 4234 rVB2 47995 81074 10.46%  1.156%
58 14.933 4235 4243 4253 rVB5 10977 16836 2.17% 0.240%
59 15.010 4257 4267 4282 rBV4 45993 88958 11.48% 1.269%
60 15.142 4300 4308 4314 rBV6 6430 9176 1.18% 0.131%
61 15.215 4315 4331 4341 rBV 196251 352525 45.49% 5.028%
62 15.338 4362 4369 4376 rBV3 9289 12763 1.65% 0.182%
63 15.405 4378 4390 4401 rBV 292573 478055 61.69% 6.818%
64 15.495 4415 4418 4428 rVB7 10351 14506 1.87% 0.207%
65 15.585 4440 4446 4456 rVB8 8179 13575 1.75% 0.194%
66 15.920 4539 4550 4563 rVB3 21742 39349 5.08% 0.561%
67 16.145 4611 4620 4626 rBV5 11099 16685 2.15% ©0.238%
68 16.177 4626 4630 4639 rVB3 8723 10687 1.38% ©.152%
69 16.260 4646 4656 4665 rBv4 14126 23627 3.05% 0.337%
70 16.402 4691 4700 4708 rBV2 22863 39359 5.08% 0.561%
71 16.444 4710 4713 4726 rVB3 10970 15580 2.01% 0.222%
Sum of corrected areas: 7011854
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\

: VUe60057.D

: 19 Jul 2024 13:58

: MD/SY

¢ P3217-14DL 5X

: 25.0mL/MSVOA_U/WATER

: 6 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA .M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

300000

250000

200000

150000

100000

50000

0

TIC: VU060057.D\data.ms

5.717

6.68
2.560 5.055
1.592

1.907 4.647 6.56

.358 3.039

Time-->

S/ VY .V, SV, N
L L I L L L B L L I L B L L LA IR L T

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

300000

250000

200000

150000

100000

50000

TIC: VU060057.D\data.ms
12.

11.807
9.412

8.631
7.894

11.
10.749 11.286

0
Time-->

463
94
7.560 .9658177 o 602 10.097 10:909% 084 -
753 ﬂk ' - AJ\ 10.479 /\ 11, ;8912.087
_ N i e JUJMUL JL JUSBTER

T T — —
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance

300000

250000

200000

150000

100000

50000

o

TIC: VU060057.D\data.ms
15.405

15.215

14.6664

14,084,269 479 ﬁq . ﬁ Sos O pgpgdbe
D795.148- MNJ\«

Time-->

13.447 4.18
12372 586751234823 13 sa@iiﬁﬁg%fi\ 33845
T T ‘ T /\\-V\T\/\\/\\‘A H\ﬁ%“\/\/\\ T ‘ T /\\ﬂ;%\\%& T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T

T
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\VU071824\
Data File : VU@60057.D

Acqg On : 19 Jul 2024 13:58

Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 1 Diethyl sulfide Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.563 1.22 ug/L 70094  1,4-Difluorobenzene 6.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl sulfide 90 C4H1es 000352-93-2 91
2 Diethyl sulfide 90 C4H1es 000352-93-2 91
3 Diethyl sulfide 90 C4H1es 000352-93-2 91
4 Diethyl sulfide 90 C4H1es 000352-93-2 91
5 Propane, 2-(methylthio)- 90 C4H1es 001551-21-9 47

m/z 75.00 100.00%

6.20 6.40 6.60 6.80

m/z 90.00 94.81%

6.20 6.40 6.60 6.80

m/z 46.90 55.34%

6.20 6.40 6.60 6.80

m/z 60.90  49.44%

I
T

6.20 6.40 6.60 6.80

m/z 61.90 43.21%

1

Abundance Scan 1640 (6.563 min): VU060057.D\data.ms (-1624) (-)
75.0 90Q.0
46.9
5000 60.9
0 :
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2626: Diethyl sulfide
g
47.0 78.0 90.0
210 61.0
5000
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2623: Diethyl sulfide
75.0
47.0 9.0
5000 61.0
29.0
oY - M P Y R P
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2625: Diethyl sulfide
47.0 75.0
27.0 90.0
61.0
5000
T T A
m/z--> 0O 10 20 30 40 50 60 70 80 90

n
LN LA I L L L B L O

6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60057.D

Acqg On : 19 Jul 2024 13:58
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 Benzene, propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.900 0.69 ug/L 66920 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 70
2 Benzene, propyl- 120 C9H12 000103-65-1 70
3 Benzene, propyl- 120 C9H12 000103-65-1 70
4 Benzene, propyl- 120 C9H12 000103-65-1 62
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 53
Abundance Scan 2989 (10.901 min): VU060057.D\data.ms (-2974) (- | m/z 91.00 100.00%
91.0
- j\/M J\
2810 10550 11.00
51.0 1 ho
ol oyl | 280 108 L 7 120.00  22.13%
miz-> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
91.0 fbm
5000 /\
1050 1100
m/z 281.00 12.39%
29 L) ago
O T T T T “ T T ‘\ ‘\ ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0
— 1
10.50 11.00
5000 m/z 65.00 10.33%
30 1) 120
ol e
miz--> 50 100 150 200 250 ﬁ
Abundance #10702: Benzene, propyl- L e
91.0 10.50 11.00
m/z 91.90 9.83%
5000
39.0 L A
121.0
ow“u“w‘m‘”‘_”wH‘_ ——— — ‘/“
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\VU071824\
Data File : VU@60057.D

Acqg On : 19 Jul 2024 13:58
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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, 1l-ethyl-3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.994 0.74 ug/L 72143  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 3018 (10.994 min): VU060057.D\data.ms (-3005) (- | m/z 105.00 100.00%
105.0
5000
120.0
‘ —
50.9 o 91"0 11.00
Ol bbbt m/z 120,00 33.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 ‘ /\M ‘
m/z 91.00 13.63%
77.0 91.0
o 90 80 |
OH‘\\H‘\H‘\‘H\\“HH“\\H“\‘\‘H‘H\}‘HHM\H‘\MH‘H‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
b NN
11.00
5000 m/z 77.00 12.54%
120.0
39.0 77.0 91.0
0‘WH‘“29‘?””““m{‘\w‘e‘%;‘?wu‘1“””“1"W‘;Mmu“uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 J\
Abundance #10723: Benzene, 1-ethyl-3-methyl- b g A e
105.0 11.00
m/z 106.00 9.37%
5000
120.0
39.0 77.0 91.0
Obeprrre 20y reredrer et || 1 Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60057.D

Acqg On : 19 Jul 2024 13:58
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.286 1.44 ug/L 139311 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3109 (11.286 min): VU060057.D\data.ms (-3098) (- | m/z 105.00 100.00%
105.0
5000
120.0
509 76.9 91.0 1100 1150
37,9~ Ly | [ 9
Ot e e e e e m/z 120.00 31.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\M DA AN
1200 11.00 11.50
m/z 91.00 12.09%
39.0 77.0 91.0
OH‘\\H‘\2\6\\0‘\\\\“‘\\Hi‘\‘ui‘s‘:\g‘\"?\‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
U LA
11.00 11.50
5000 m/z 76.90 11.74%
120.0
77.0 91.0
ol gso B0 L0 ULl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #10692: Mesitylene A o i Al
105.0 11.00 11.50
m/z 79.00 8.89%
5000 1200
77.0
51.0 91. /\
Y URNOE L NG .. T T O OO 4 O L N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60057.D

Acqg On : 19 Jul 2024 13:58
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 Azulene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.084 0.88 ug/L 85302 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 91
4 Naphthalene 128 C10H8 000091-20-3 90
5 Azulene 128 C10H8 000275-51-4 90
Abundance Scan 3979 (14.084 min): VU060057.D\data.ms (-3963) (- | m/z 128.00 100.00%
128.0
5000
14.00 |
509 739 1020 :
Ob oo reerotb i vl e 2988 m/z 127.00 11.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 /'\ T (\\/\\/]\V\\‘ T A\/\V\m/\‘
14.00
m/z 129.00 11.59%
510 750 1020
O\\\\‘\\\\‘\\‘\\‘w\\w“\\\\“\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13683: Naphthalene
128.0 A
14.00
5000 m/z 102.00 8.52%
oL 270 IO TN
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #13681: Azulene Lo LR m
128.0 14.00
m/z 126.00 7.72%
5000
51.0 102.0
75.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60057.D

Acqg On : 19 Jul 2024 13:58

Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER
ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.280 0.75 ug/L 72869 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Inden-1-one, 2,
2 Naphthalene, 1,2,3,4-tetrahydro-.
3 Naphthalene, 1,2,3,4- tetrahydro—...
4 1H-Indene, 2,3-dihydro-1,2-dimet..

3-dihydro-2-me...

146 C10H1e0
. 146 C1l1H14
146 C11H14
146 C11H14

5 Benzene, 2-ethenyl-1,3,5- trlmethyl 146 C11H14

017496-14-9 70
001559-81-5 64
001680-51-9 64
017057-82-8 53
000769-25-5 53

Abundance Scan 4040 (14.280 min): VU060057.D\data.ms (-4022) (- | m/z 130.95 100.00%
130.9
5000
91.0
P .
38.9 64.8 ‘ 160.1 14.00 14.50
0 b el pada Ll m/z 117.00  37.32%
miz--> 20 40 60 80 100 120 140 160
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131.0
5000 ﬁj\“m/\ nl A
103.0 14.00 14.50
' m/z 146.00 35.06%
39.0 77.0
L P89 L
0\\\\‘\‘}\\|\\\\““ HM‘\\‘\\“H\\“\}‘\\‘\‘\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0 Aﬂ&
L A “Aﬂ ‘
14.00 14.50
5000 ITI/Z 91.00 32.59%
91.0
15.0 39.0 630 ‘
i O R PO .. Y M
miz--> 20 60 80 100 120 140 160 M i
Abundance  #25043: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- — ——
131.0 14.00 1450
m/z 133.00 1.11%
5000 105.0
27.0
‘ 51.0 .74 ‘ J
0“““ ‘\WW\M“M “L\“l‘ﬂw“ “‘M““‘
m/z--> 40 60 80 100 120 140 160 1400 1450

SFAMUTRO71824WMA.M Mon Jul 22 13:38:30 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60057.D

Acqg On : 19 Jul 2024 13:58

Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 8 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.479 0.62 ug/L 60019 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87

5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 81
Abundance Scan 4102 (14.479 min): VU060057.D\data.ms (-4091) ( | m/z 131.00 100.00%
131.0
5000
90.8 EI.4‘56
509 710 ¥ 162.0 :
omwmm‘uuhumwH‘Mwm‘lw‘ it m/z 146.00  37.79%
m/z--> 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 /\”‘/\Am”
14.50
390 91.0 m/z 129.00 24.44%
0 630 ‘
O T \‘V\ \‘|‘\ \“1‘ \“‘W\ \‘\“‘ Tt lls{owgo T
m/z--> 60 80 100 120 140 160
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 /\
T \A T \" ‘ N T
14.50
5000 m/z 128.00 16.94%
27.0 51.0 91.0
o R . MM T N
m/z--> 20 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- 5 M
131.0 14.50
m/z 145.00 15.99%
5000 AAﬂJ\wA]&\
39.0 91.0 ﬂvx Aﬂ&
63.0
0t “‘H e e “‘1‘1‘3!‘0“M ; ‘]T ‘9"9‘ — s e
m/z--> 20 60 80 100 120 140 160 14.50

SFAMUTRO71824WMA.M Mon Jul 22 13:38:32 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60057.D

Acqg On : 19 Jul 2024 13:58
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.666 1.21 ug/L 116895 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 83
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 80
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 80
Abundance Scan 4160 (14.666 min): VU060057.D\data.ms (-4148) (- | m/z 130.95 100.00%
130.9
5000
91.0 LI LN
389 649 ‘ ‘\H 162.1 2069 14.50 15.00
O b byl Al b m/z 146.00  31.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 /\ I R
14.50 15.00
39.0 m/z 132.95 28.44%
O \\\‘\\\\‘H\\‘\\‘HM}\\‘\\f\‘\\\”“\w\‘f“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1- methyl 1-butenyl)-
st A/\A /‘\/\
SN S A DA
91.0 14.50 15.00 :
5000 m/z 128.95 21.90%
51.0
27.0 ‘ “
0 ‘“HH“‘H‘H““‘H‘M b ‘1‘_‘”“””_”””
m/z--> 20 40 60 80 lOO 120 140 160 180 200 A
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- Ll e
131.0 14.50 15.00
m/z 114.95 21.04%
5000
1.0
O |
0 HMHM\ A ITAL
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

SFAMUTRO71824WMA.M Mon Jul 22 13:38:33 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60057.D

Acqg On : 19 Jul 2024 13:58
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 Benzene, pentamethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.801 0.64 ug/L 62478 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 95
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 87
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 87
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 Cl1H16 004706-90-5 87
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 87
Abundance Scan 4202 (14.801 min): VU060057.D\data.ms (-4194) (- | m/z 133.00 100.00%
133.0
5000
&”%N‘fT/\ ‘ ‘”%k‘
91.0 14.50 15.00
389 648 | |0 lioul Jy1e00 g
Ot e e m/z 148.00  37.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26355: Benzene, pentamethyl-
133.0
\ n AN
5000 —r L
14.50 15.00
91.0 m/z 134.00 14.97%
39.0 .
0 \1\5\.(‘)\‘\ T \“‘\ \‘\‘\??\0\ \“‘ T “\ T \M‘“ by T \‘\‘\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #26354: Benzene, pentamethyl-
133.0 A
Y|
14.50 15.00
5000 m/z 90.95 12.80%
91.0
olts0 4. 090, T
m/z--> 20 40 60 80 100 120 140 160
Abundance #26356: Benzene, pentamethyl- 7 —
133.0 14.50 15.00
m/z 115.00 12.07%
5000
41.0 91.0
0 \\w\Mu\w\\Wu?ﬁp\W‘HM\‘J;¥$$\1J\‘\U\\,\\\\ \ ‘/}“7/\“ﬁj¥“‘ \
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00

SFAMUTRO71824WMA.M Mon Jul 22 13:38:35 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60057.D

Acqg On : 19 Jul 2024 13:58
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Benzene, (3-methyl-2-butenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.868 0.84 ug/L 81074 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
2 2-(2-Hydroxyphenyl)buta-1,3-diene 146 C1@H100 038865-47-3 58
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 58
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 58
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 58

Abundance Scan 4223 (14.868 min): VU060057.D\data.ms (-4214) (- | m/z 131.00 100.00%
131.

31.0
5000
S Vil

g0 63.0 91‘-0 160.1 14.50 15.00
Ol bt Al b m/z 145.00  47.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 A
5000 . o
14.50 15.00
m/z 146.00 38.58%
41.0 65.0
O T T ‘ \‘\‘\ \““\ \“i“\“u‘w\ \““ T \‘1 T ‘]‘H\Qg\.q‘ \‘M T ‘ WH\ T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #24949: 2-(2-Hydroxyphenyl)buta-1,3-diene
131.0
R ﬂA
14.50 15.00
5000 m/z 128.95 29.28%

91.0
51.0
o “\\‘\H‘H\_Mw S
20 40 60 80
ﬁA‘A‘ ——

miz--> 100 120 140 160
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-

131.0 14.50 15.00

m/z 114.95 26.69%
5000
27.0 51.0 91.0
0\\\H‘\«\\M\WN\ﬂz%q‘\\L\p&%%q\Ml\‘h\\‘\\ /}WQXVAJK“‘

m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60057.D

Acqg On : 19 Jul 2024 13:58

Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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, 1,2,3,4-tetrah... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.010 0.92 ug/L 88958 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 89
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 86
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 86
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 64
5 Benzene, 2-ethenyl-1,3,5- trlmethyl 146 C11H14 000769-25-5 64

Abundance Scan 4267 (15.010 min): VU060057.D\data.ms (-4257) (- | m/z 131.00 100.00%
131.0
5000 jUM
105.0
IGVWIR
‘ e A
509 /6.9 ‘ 160.0 15.00
SRS T M‘H YRl m/z 118.00  62.54%
miz--> 20 60 80 100 120 140 160
Abundance  #25041: Naphthalene, 1,2,3,4- tetrahydro 5-methyl-
31.0
5000 1 . ’/\v\" ‘ “NH\/\’\
39.0 91.0 15.00 .
15.0 ‘ 63.0 m/z 146.00 61.92%
O\\‘\‘\‘”\\‘M\\w M‘H‘H‘\\‘}\‘\\\ !\‘\‘\8\0\‘\\
miz--> 20 40 60 100 120 140 160
Abundance  #25049: Naphthalene, l,2,3,4—tetrahydro 6-methyl-
31.0
\ e &A‘*Mﬁ
15.00
5000 m/z 117.00 41.83)
105.0
39.0 77.0 ‘
0 “‘““Jplﬁﬂ‘ﬂUﬂwh“ﬁl‘ﬂw“ ‘NJ““‘
miz-> 20 40 60 80 100 120 140 160 \ Mﬂ\
Abundance  #25050: Naphthalene, 12(34tenahydm)64nemyk ‘A‘ ‘ L
31.0 15.00
m/z 114.95 39.55%
5000
39.0
15.0 63.0
0! ‘H‘M‘H\ !\‘\‘\8\0\‘\\ VJH\/\\A‘\
m/z--> 20 40 60 100 120 140 160 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60057.D

Acqg On : 19 Jul 2024 13:58
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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|
Diethyl sulfide 6.563 1.2 ug/L 70094 1 6.245 287839 5.0
Benzene, propyl- 10.900 0.7 ug/L 66920 3 11.807 484545 5.0
Benzene, 1l-ethy... 10.994 0.7 ug/L 72143 3 11.807 484545 5.0
Benzene, 1l-ethy... 11.286 1.4 wug/L 139311 3 11.807 484545 5.0
Azulene 14.084 0.9 ug/L 85302 3 11.807 484545 5.0
1H-Inden-1-one,... 14.280 0.8 ug/L 72869 3 11.807 484545 5.0
1H-Indene, 2,3-... 14.479 0.6 ug/L 60019 3 11.807 484545 5.0
Benzene, (1,2-d... 14.666 1.2 wug/L 116895 3 11.807 484545 5.0
Benzene, pentam... 14.801 0.6 ug/L 62478 3 11.807 484545 5.0
Benzene, (3-met... 14.868 0.8 ug/L 81074 3 11.807 484545 5.0
Naphthalene, 1,... 15.010 0.9 ug/L 88958 3 11.807 484545 5.0
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