LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59971.D

Acqg On : 16 Jul 2024 13:52
Operator : MD/SY

Sample ¢ P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@59971.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 14 21 35 rBV3 9389 14218 2.08% 0.218%
2 1.592 82 94 109 rBV2 49872 87436 12.78% 1.340%
3 1.904 183 191 206 rBV 32319 60188 8.80% ©.922%
4 2.547 381 391 411 rVB 84132 143179 20.93%  2.194%
5 3.030 527 541 559 rBV2 40375 85291 12.47% 1.307%
6 4.657 1033 1047 1086 rBV 41667 149912 21.91% 2.297%
7 5.055 1156 1171 1189 rBV 69818 154491 22.58% 2.367%
8 5.714 1358 1376 1388 rBvV2 141362 349955 51.15% 5.362%
9 6.242 1528 1540 1563 rBV 156230 305180 44.60% 4.676%
10 6.563 1624 1640 1656 rBV2 29480 62467 9.13% ©.957%
11 6.685 1666 1678 1691 rBV 83348 165522 24.19% 2.536%
12 6.750 1692 1698 1713 rVB3 12468 23860 3.49% 0.366%
13 7.563 1939 1951 1967 rBV 37632 65647 9.59% 1.006%
14  7.894 2042 2054 2067 rBV 147329 254998 37.27%  3.907%
15 7.965 2067 2076 2096 rVB 37895 68245 9.97% 1.046%
16 8.181 2130 2143 2156 rBV 22679 39196 5.73% 0.601%
17 8.640 2275 2286 2328 rBV 173907 369179 53.96% 5.656%
18 9.415 2515 2527 2550 rBvV 236942 420607 61.47% 6.444%
19 9.695 2600 2614 2631 rBV 17445 30580 4.47% 0.469%
20 10.097 2727 2739 2754 rVB2 28926 47120 6.89% 0.722%
21 10.483 2846 2859 2871 rBV2 10347 16308 2.38% 0.250%
22 10.756 2932 2944 2956 rVvvV2 76570 124944 18.26% 1.914%
23 10.904 2977 2990 3006 rBV3 30760 52358 7.65% ©0.802%
24 10.997 3006 3019 3023 rBV 38737 59901 8.75% 0.918%
25 11.087 3038 3047 3059 rVB2 26536 42877 6.27% 0.657%

26 11.290 3099 3110 3123 rBV 75335 116602 17.04% 1.786%
27 11.467 3153 3165 3177 rBV2 86577 135362 19.78% 2.074%
28 11.637 3199 3218 3230 rVB1o 8779 18876 2.76%  0.289%
29 11.746 3244 3252 3260 rBV5 6487 9104 1.33% 0.139%
30 11.811 3260 3272 3290 rVV2 264310 518418 75.77%  7.943%

31 11.894 3290 3298 3317 rVB 15254 28340  4.14% 0.434%
32 12.094 3348 3360 3378 rBV3 13604 25625 3.75% ©0.393%
33 12.206 3378 3395 3413 rVV2 297828 684229 100.00% 10.483%
34 12.377 3440 3448 3462 rBV2 4595 7366 1.08% 0.113%
35 12.573 3498 3509 3515 rBV2 4858 7324 1.07% 0.112%
36 12.682 3531 3543 3548 rBV3 7142 10397 1.52% 0.159%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59971.D

Acqg On : 16 Jul 2024 13:52
Operator : MD/SY

Sample ¢ P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0
37 12.946 3616 3625 3642 rBV3 12047 27213 3.98% 0.417%
38 13.026 3642 3650 3663 rvB2 6687 10212 1.49% 0.156%
39 13.405 3759 3768 3774 rBV6 5338 9151 1.34% 0.140%
40 13.450 3774 3782 3796 rVWW3 20248 36131 5.28% 0.554%
41 13.624 3827 3836 3844 rBv4 8350 14751 2.16% 0.226%
42 13.733 3860 3870 3878 rBvVS8 10325 17394 2.54% 0.266%
43 13.782 3878 3885 3891 rBV6 6047 8226 1.20% 0©.126%
44 13.833 3892 3901 3913 rBV6 15380 35119 5.13% 0.538%
45 13.942 3931 3935 3951 rVB7 15689 29885 4.37% 0.458%
46 14.087 3963 3980 4000 rVB 31891 70572 10.31% 1.081%
47 14.190 4002 4012 4024 rVB3 15965 26367 3.85% 0.404%
48 14.286 4026 4042 4053 rBV6 28919 59781 8.74% 0.916%
49 14.344 4053 4060 4069 rVV8 8715 12268 1.79% 0.188%
50 14.483 4091 4103 4111 rBV4 25271 44429 6.49% 0.681%
51 14.576 4123 4132 4136 rBvV3 8169 12734 1.86% 0.195%
52 14.669 4148 4161 4178 rBv4 41819 100779 14.73% 1.544%
53 14.807 4195 4204 4213 rVV2 38072 60948 8.91% 0.934%
54 14.872 4215 4224 4235 rVB2 42685 70322 10.28% 1.077%
55 14.936 4236 4244 4257 rVB4 10000 16913 2.47% 0.259%
56 15.016 4257 4269 4281 rBV5 41244 78893 11.53% 1.209%
57 15.219 4317 4332 4342 rBV 203704 352446 51.51% 5.400%
58 15.341 4363 4370 4378 rBV6 7284 12035 1.76% ©0.184%
59 15.409 4379 4391 4402 rBV 297738 483872 70.72% 7.413%
60 15.463 4403 4408 4414 rVB7 8925 12120 1.77% 0.186%
61 15.926 4541 4552 4566 rVB2 21151 38832 5.68% 0.595%
62 16.145 4606 4620 4626 rBV4 12591 20781 3.04% 0.318%
63 16.183 4626 4632 4641 rVB6 10541 17121 2.50% 0.262%
64 16.264 4647 4657 4666 rBV3 17854 29776  4.35%  0.456%
65 16.408 4692 4702 4709 rBV2 28522 46078 6.73% 0.706%
66 16.450 4710 4715 4724 rVB3 11016 16546 2.42% 0.254%

Sum of corrected areas: 6526997
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\

: VU@59971.D

: 16 Jul 2024 13:52

: MD/SY

: P3217-14DL 5X

: 25.0mL/MSVOA_U/WATER
11

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M
: TRACE VOA SFAM1.0

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

Abundance
300000

250000
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150000
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50000

0

a7

TIC: VU059971.D\data.ms
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Time--> 14
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TIC: VU059971.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59971.D

Acqg On : 16 Jul 2024 13:52
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 1 Diethyl sulfide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.563 1.02 ug/L 62467 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 Thiourea, methyl- 90 C2H6N2S 000598-52-7 38
Abundance Scan 1640 (6.563 min): VU059971.D\data.ms (-1624) (-) m/z 75.00 100.00%
75.0 90.0
469 619
5000
A REEaEaESs SRR
‘ H 6.20 6.40 6.60 6.80
0 ‘H"m_H"‘H"mw"MM_wH_m_m\‘mw m/z 90.00 90.03%
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 L L L L LA BN R B
6.20 6.40 6.60 6.80
m/z 46.90 54.09%
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2624: Diethyl sulfide
75.0
47.0 /\
90.0 T e
27.0 61.0 6.20 6.40 6.60 6.80
5000 ’ m/z 61.90 51.89%
0 “15‘0““ H“w‘uMwm_mh_ww :
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2625: Diethyl sulfide A AR
47.0 75.0 6.20 6.40 6.60 6.80
27.0 90.0 m/z 60.90 51.60%
61.0
5000
m/z--> 0O 10 20 30 40 50 60 70 80 90 6.20 6.40 6.60 6.80
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\

: VU@59971.D

: 16 Jul 2024 13:52

: MD/SY

¢ P3217-14DL 5X

: 25.0mL/MSVOA_U/WATER

: 11 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M

: TRACE VOA SFAM1.0

: 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 13

R.T. EstConc Area Relative to ISTD R.T.
10.904 0.50 ug/L 52358 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 76
2 Benzene, propyl- 120 C9H12 000103-65-1 70
3 Benzene, propyl- 120 C9H12 000103-65-1 70
4 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 64
5 1-(Benzylamino)propan-2-ol 165 C10H15NO 1000486-84-7 64

Abundance Scan 2990 (10.904 min): VU059971.D\data.ms (-2977) (- | m/z 91.00 100.00%
91.0
5000 ﬁ&
1100
08, | gto 8¢ o
ot —— e m/z 120.00 21.05%
miz-> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
91.0 f\ﬂ
5000 A A \‘
11.00
m/z 92.00 10.66%
90 | 1) 1210
O\\‘\\““\‘\‘\‘\“\\‘\\’\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0 /\\
T AR -
11.00
5000 m/z 64.90 9.66%
%0 || azmo
0ttt T T
miz--> 50 100 150 200 250 ﬁ
Abundance #10701: Benzene, propyl- l o o
91.0 11.00
m/z 281.00 8.67%
5000
S N R
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\VU071624\
Data File : VU@59971.D

Acqg On : 16 Jul 2024 13:52
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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.
10.997 0.58 ug/L 59901 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 93
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 3019 (10.997 min): VU059971.D\data.ms (-3006) (- | m/z 105.00 100.00%
105.0
5000
120.0 .
90.8 " 100
50.9 ¢, 77‘.0 | 11.00
Ol O8O ML m/z 120,00 30.85%
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 90.85 14.08%
77.0 91.0
o 90 80 |
OH‘\\H‘H\‘\‘HH“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 A\ A
R
11.00
5000 m/z 77.00 10.97%
120.0
39.0 77.0 91.0
0‘W‘nggeu‘hm‘qh‘ﬁﬁewuMHHHJMH‘Mkwume‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl- A by AA‘ ‘ s
105.0 11.00
m/z 79.00 9.57%
5000
120.0
77.0 910 [\
ol g8 B B0 il ke |t a1
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\VU071624\
Data File : VU@59971.D

Acqg On : 16 Jul 2024 13:52
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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-4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.290 1.12 ug/L 116602 1,4-Dichlorobenzene-d4 11.811
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-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3110 (11.290 min): VU059971.D\data.ms (-3099) (- | m/z 105.00 100.00%
105.0
5000
120.0
s -
90.9
38.9 62.9 77‘.‘0 | | 11.00 11.50
Oy v pobe et bl m/z 120.00 29.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 AM
1200 11.00 11.50
m/z 90.90 12.30%
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 #10721: Benzene, 1-ethyl-4-methyl-
105.0 A A
Ly
11.00 11.50
5000 m/z 77.00 11.01%
120.0
77.0 91.0
ol gso B0 B0 ke
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl- [\ - — ‘~‘”MA/
105.0 11.00 11.50
m/z 106.00 9.78%
5000
120.0
Ol i ettt bbbt ST
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\VU071624\
Data File : VU@59971.D

Acqg On : 16 Jul 2024 13:52
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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.
14.087 0.68 ug/L 70572  1,4-Dichlorobenzene-d4 11.811
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 Naphthalene 128 C10H8 000091-20-3 90
Abundance Scan 3980 (14.087 min): VU059971.D\data.ms (-3963) (- | m/z 128.00 100.00%
128.0
5000
s e
sgg , 629 770 1019 14.00
Ol b e m/z 127.00 0 14.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13686: Naphthalene
128.0
5000 A\‘W(J\‘ \/\\ ng /\“"
14.00
m/z 129.00 13.27%
5]1.0 75.0 102.0 |
OH\‘HH‘HH‘HH‘HHiHH‘\w\\‘\“M‘HH‘HH“HH‘HH‘\H‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13684: Naphthalene
128.0 A mﬂf«
LR RER T VAT (E Y
14.00
5000 m/z 125.90 7.91%
51.0 102.0
P A .. |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13681: Azulene T 1 ﬁ
128.0 14.00
m/z 101.90 7.72%
5000
51.0 102.0
75.0
0‘H%ﬁgwgﬁﬁuﬂ‘HwmHNHHMWM‘HWHmpMHMHW‘NMHH‘ 1y S I
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\VU071624\
Data File : VU@59971.D

Acqg On : 16 Jul 2024 13:52
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 7 2-Propenal, 3-(4-methylphen... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.286 0.58 ug/L 59781 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 64
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 60
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 55
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 55
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 52
Abundance Scan 4042 (14.286 min): VU059971.D\data.ms (-4026) (- | m/z 131.00 100.00%
131.0
5000
90.9 M
s B

206.8 14.00 14.50

0 m/z 133.00 48.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24946: 2-Propenal, 3-(4-methylphenyl)-
131.0
/\m oy J
5000 910 1400 1450
39.0 65.0 m/z 146.00  41.90%
O\\\\‘\\\\‘H\\“w\“‘\‘\\\‘\\\\“\\\ A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
\M\/\ [ANAY
14.00 14.50
5000 91.0 m/z 129.80  37.90%
o 80 ||
0‘“‘w‘“w‘J‘\M‘”\HW‘N““\“M‘\MH‘\‘H‘\“H\“H
m/z--> 20 40 60 80 100 120 140 160 180 200 \ﬂ/ﬁ\ A
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- Ll -
131.0 14.00 14.50

m/z 114.95 33.75%

5000
91.0
39.0 63.0 ‘ M ﬂ
N e A P T Y L Aapll )

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59971.D

Acqg On : 16 Jul 2024 13:52
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.669 0.97 ug/L 100779 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 76
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 74
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 72
Abundance Scan 4161 (14.669 min): VU059971.D\data.ms (-4148) (- | m/z 131.00 100.00%
131.0
5000
Pl Fl e
38.9 64.0 91“0 ‘ M M 162.0 14.50 15.00
bbby el WMLl 2068 146,00 37.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 ]\ \/\"\ R \A\A POt
14.50 15.00
390 91.0 m/z 132.95 26.97%
0 630 ‘
O\‘\‘V\\“‘\\“U\“‘WH‘\“‘\\“H“‘\‘\\‘U‘\‘M\HM\H‘HH‘HH’HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 J\
VS ‘ﬁj\ A\
14.50 15.00
5000 91.0 m/z 129.00 26.53%
39.0 65.0 ‘
i mﬂ”m 180 180 20 )\
m/z-->
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- HS —h—
131.0 14.50 15.00
m/z 115.00 25.06%
5000
390 65.0 91.0 /\j\/\«
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\

: VUe59971.D

16 Jul 2024 13:52

: MD/SY

¢ P3217-14DL 5X

: 25.0mL/MSVOA_U/WATER

: 11 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M

: TRACE VOA SFAM1.0

: 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, pentamethyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.807 0.59 ug/L 60948 1,4-Dichlorobenzene-d4 11.811
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, 2,4-dimethyl-1-(1-methy... 148 Cl1H1l6 004706-89-2 81

5 Benzene,

1,3-dimethyl-5-(1-methy... 148

C11H16 004706-90-5 81

m/z 132.95 100.00%

Abundance Scan 4204 (14.807 min): VU059971.D\data.ms (-4195) (-
132.9

5000
\ _J\‘ Al
91.0 1150
510 ¢ ‘ O ‘ | 160.0 14.50 15.00
O e b Sy e il m/z 148.00  41.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26355: Benzene, pentamethyl-
138.0
5000 \ "\’““\ — T
14.50 15.00
91.0 1150 m/z 90.95 13.15%
39.0 . ’
0\1\5\.0‘\‘\\\“‘\\‘\‘\‘6ﬁ\0\ \“"\\‘\‘\“\‘\\m‘“\{“\‘\‘\‘\‘\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #26356: Benzene, pentamethyl-
138.0
- —
14.50 15.00
5000 ITI/Z 134.00 12.90%
41.0 910 1150
0 H\‘\V\J“\WH?EPHH\\M\NV\WW\U“‘%JQQ‘\
m/z--> 20 40 60 80 100 120 140 160 \ A
Abundance #26354: Benzene, pentamethyl- ‘ﬁ‘ ' ey A
138.0 14.50 15.00
m/z 115.00 11.43%
5000
91.0
410 65.0 115.0
ol T R i 1900 Y RVASW.V VAN
m/z--> 200 40 60 80 100 120 140 160 14.50 15.00

SFAMUTRO61724WMA.M Fri Jul 19 16:17:04 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59971.D

Acqg On : 16 Jul 2024 13:52
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 1@ Benzene, (1,2-dimethyl-1-pr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.872 0.68 ug/L 70322  1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 53
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 52
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 52
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 49
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 49
Abundance Scan 4224 (14.872 min): VU059971.D\data.ms (-4215) (- m/z 131.00 100.00%
131.0
5000
o SOARVIIAVI
91.0 160.0 14.50 15.00
39.0 63.0 : :
o 2089 ‘m/z 145.00 47.45%
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 /k T i
14.50 15.00
39.0 m/z 146.00  37.53%
‘\‘ \M Gﬁho ‘h Ll \H H‘ LU_HJ M
O\\\‘\\\\‘\\\\‘\\\‘;‘\\\\‘\\\\‘\ \‘f\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
ﬂ‘n“ﬂ/‘\‘f\‘A‘/‘J\/\‘A
14.50 15.00
5000 m/z 128.95 28.34%
3%0 63.0 91.0 ‘ ‘
0"‘_MHp‘W‘NMHM‘A‘NH‘M‘M“M‘W“H‘H‘W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- A e i
131.0 14.50 15.00
m/z 127.95 26.07%
5000 91.0
39.0
65.0
15.0 \ 1
T ‘ T T ‘ T

o

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59971.D

Acqg On : 16 Jul 2024 13:52
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.016 0.76 ug/L 78893  1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 64
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 64
3 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 60
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 55
5 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 55
Abundance Scan 4269 (15.016 min): VU059971.D\data.ms (-4257) (- | m/z 131.00 100.00%
131.0
5000
105.0
0 Lo S
50.9 ‘ ‘ 160.0 15.00
0Lt “w ”‘ W m uw‘_ ‘J m/z 146.00  60.00%
m/z--> 20 40 100 120 140 160
Abundance  #25053: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 \” \”/\\ Ty [\/\/\\Mm‘
105.0 15.00
m/z 118.00 52.90%
51.0 77.0
O\\\‘2\7\c\)\‘\\‘\‘\‘m H\‘h’\\‘\\“‘\‘\\ \‘1\\8.\0\’\\
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 /ﬂ
vl 1L s Al
15.00
5000 m/z 145.00 44 ,55%
39.0 91.0
15.0 63.0 L
o E N (T
m/z--> 20 40 60 80 100 120 140 160
Abundance #24956: 2-Propyn-1-ol, 3-(4-methylphenyl)- —— ‘
146.0 15.00
m/z 129.00  40.32%
5000 115.0
85.0
63.0
0. U R i
m/z--> 20 40 60 80 100 120 140 160 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59971.D

Acqg On : 16 Jul 2024 13:52
Operator : MD/SY

Sample : P3217-14DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 1.0 ug/L 62467 1 6.245 305180 5.0
Benzene, propyl- 10.904 0.5 ug/L 52358 3 11.811 518418 5.0
Benzene, 1l-ethy... 10.997 0.6 ug/L 59901 3 11.811 518418 5.0
Benzene, 1-ethy... 11.290 1.1 ug/L 116602 3 11.811 518418 5.0
Azulene 14.087 0.7 ug/L 70572 3 11.811 518418 5.0
2-Propenal, 3-(... 14.286 0.6 ug/L 59781 3 11.811 518418 5.0
1H-Indene, 2,3-... 14.669 1.0 ug/L 100779 3 11.811 518418 5.0
Benzene, pentam... 14.807 0.6 ug/L 60948 3 11.811 518418 5.0
Benzene, (1,2-d... 14.872 0.7 ug/L 70322 3 11.811 518418 5.0
Naphthalene, 1,... 15.016 0.8 ug/L 78893 3 11.811 518418 5.0
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