LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample : P3217-16

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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@59930.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 36 rBV3 25211 31750  2.17% 0.224%
2 1.595 84 95 107 rBV3 109172 177384 12.10% 1.251%
3 1.718 123 133 166 rBV 267187 564788 38.54%  3.983%
4 1.923 189 197 216 rVB2 62519 101746 6.94% 0.718%
5 2.161 264 271 282 rBV4 12052 22093 1.51% 0.156%
6 2.570 387 398 425 rVB2 198638 362627 24.75%  2.558%
7 3.894 796 810 826 rVB2 20515 46005 3.14% 0.324%
8 4.042 833 856 883 rBv2 94177 246236 16.80% 1.737%
9 4.502 978 999 1027 rBV5 14623 52173 3.56% 0.368%
10 4.705 1040 1062 1067 rBV2 64857 164386 11.22% 1.159%
11  4.791 1078 1089 1144 rVB 173662 659095 44.98% 4.648%
12 5.084 1166 1180 1197 rBV2 105258 230972 15.76% 1.629%
13 5.740 1365 1384 1396 rBV3 233587 564456 38.52%  3.981%
14 6.164 1506 1516 1530 rBV4 8270 18884 1.29% 0.133%
15 6.261 1533 1546 1575 rVB 231766 442878 30.22%  3.124%
16 6.557 1627 1638 1643 rBvV4 8551 15260 1.04% 0.108%
17 6.701 1670 1683 1698 rBV 129593 252855 17.25% 1.783%
18 6.901 1734 1745 1758 rBV2 23492 47546  3.24% 0.335%
19 7.573 1940 1954 1968 rBV2 63405 112307 7.66% 0.792%
20 7.901 2043 2056 2070 rBV 272643 471758 32.19% 3.327%
21  7.971 2073 2078 2093 rVB 10619 17900 1.22% 0.126%
22 8.119 2112 2124 2134 rVB2 8040 14884 1.02% 0.105%
23 8.184 2134 2144 2157 rBV 38488 63693 4.35% 0.449%
24  8.643 2275 2287 2298 rBV 268120 495625 33.82%  3.496%
25  8.692 2298 2302 2324 rVWV 57651 113943 7.78% 0.804%
26 8.795 2324 2334 2349 rVB5 11968 25432 1.74% 0.179%
27  9.415 2515 2527 2550 rBV2 335773 694942 47.42%  4.901%
28 9.672 2593 2607 2625 rBV6 101035 211529 14.43% 1.492%
29 9.811 2639 2650 2661 rBV6 7159 16711 1.14% 0.118%
30 9.881 2661 2672 2683 rvVB6 21484 41748 2.85% 0.294%
31 10.013 2696 2713 2719 rBVie 13027 31071 2.12% 0.219%
32 10.061 2720 2728 2736 rVV2 28606 48764 3.33% 0.344%
33 10.103 2736 2741 2767 rVBS 8570 27625 1.89% 0.195%
34 10.225 2769 2779 2786 rBV8 16627 33740 2.30% 0.238%
35 10.270 2786 2793 2805 rVB4 20833 32960 2.25% 0.232%
36 10.357 2808 2820 2827 rBV8 16989 38120 2.60% 0.269%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample : P3217-16

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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0
37 10.479 2852 2858 2865 rVB 10780 14941 1.02% 0.105%
38 10.524 2865 2872 2884 rBV9 12335 28661 1.96% 0.202%
39 10.695 2914 2925 2934 rBv4 75010 147389 10.06% 1.040%
40 10.753 2934 2943 2955 rVB2 122382 222845 15.21% 1.572%
41 10.891 2971 2986 2996 rBV 24185 52324 3.57% 0.369%
42 11.016 3015 3025 3036 rVBS8 24830 51290 3.50% 0.362%
43 11.090 3039 3048 3054 rVV2 32478 52999 3.62% 0.374%
44 11.132 3055 3061 3069 rVV5 28097 50732 3.46% ©0.358%
45 11.180 3072 3076 3085 rVB7 17902 25415 1.73% 0.179%
46 11.302 3098 3114 3115 rBV7 20350 32862 2.24% 0.232%
47 11.412 3130 3148 3156 rBv4 29200 69656 4.75% 0.491%
48 11.466 3156 3165 3176 rVB8 25087 49901 3.41% 0.352%
49 11.602 3196 3207 3214 rBvV3 81701 146637 10.01% 1.034%
50 11.637 3214 3218 3229 rVB 40193 56660 3.87% 0.400%
51 11.807 3259 3271 3288 rBV 359339 638064 43.54%  4.500%
52 11.926 3303 3308 3322 rVB4 17165 30355 2.07% 0.214%
53 12.000 3323 3331 3345 rVB2 23635 37583 2.56% 0.265%
54 12.087 3345 3358 3371 rBV 927505 1465404 100.00% 10.335%
55 12.187 3379 3389 3410 rVB 302849 556563 37.98%  3.925%

56 12.296 3412 3423 3443 rBV 104185 196451 13.41%  1.386%
57 12.441 3460 3468 3478 rBV1e 14534 29023 1.98% 0.205%
58 12.611 3513 3521 3532 rBV3 58665 127782 8.72% ©.901%

59 12.675 3532 3541 3558 rVWW 209755 358898 24.49%  2.531%
60 12.756 3559 3566 3577 rVB3 53732 89030 6.08% 0.628%
61 12.827 3578 3588 3592 rBv4 25530 45965 3.14%  ©.324%
62 12.859 3592 3598 3614 rVB2 48897 97406 6.65% 0.687%
63 12.939 3614 3623 3625 rBV3 24074 32054 2.19% 0.226%
64 12.968 3626 3632 3644 rVB2 56450 88242 6.02% 0.622%
65 13.109 3667 3676 3687 rVB3 29332 51483 3.51% ©.363%
66 13.190 3691 3701 3704 rBV6 9818 16389 1.12% 0.116%
67 13.248 3710 3719 3727 rBV4 47762 75315 5.14% ©.531%
68 13.318 3737 3741 3753 rVB2 24085 34096  2.33% 0.240%
69 13.389 3755 3763 3772 rBV2 24176 41645 2.84% 0.294%
70 13.450 3772 3782 3794 rBV2 85416 141811 9.68%  1.000%
71 13.624 3829 3836 3850 rVB8 32257 54765 3.74%  ©.386%
72 13.727 3863 3868 3874 rBV8 13521 16564 1.13% 0.117%
73 13.775 3876 3883 3891 rBv4 18918 30238 2.06% 0.213%
74 13.830 3892 3900 3908 rBV5 41757 84759 5.78% 0.598%
75 13.904 3918 3923 3928 rBV2 43957 50782  3.47% 0.358%
76 14.052 3964 3969 3977 rVB3 21865 28062 1.91% 0.198%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample : P3217-16

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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

77 14.183 4002 4010 4022 rBV4 33255 70335 4.80% 0.496%
78 14.344 4052 4060 4068 rBV3 46371 80131 5.47% 0.565%
79 14.479 4094 4102 4119 rVB4 71053 188453 12.86% 1.329%
80 14.659 4149 4158 4175 rBvV4 84517 193446 13.20% 1.364%
81 14.801 4196 4202 4212 rVB 116285 175148 11.95% 1.235%
82 14.868 4214 4223 4236 rVB 168607 279712 19.09% 1.973%
83 14.939 4237 4245 4260 rBV7 29867 66400 4.53% 0.468%
84 15.013 4261 4268 4277 rBV7 42315 76121 5.19% 0.537%
85 15.216 4323 4331 4339 rBv2 123774 178320 12.17% 1.258%
86 15.405 4382 4390 4403 rVB2 115651 217716 14.86% 1.536%
87 15.920 4541 4550 4563 rVB 97650 157760 10.77% 1.113%
88 16.145 4613 4620 4623 rBvV3 25655 34484 2.35% 0.243%
89 16.177 4624 4630 4641 rVB 65376 96176 6.56% 0.678%
90 16.254 4647 4654 4680 rVB2 52987 125220 8.55% 0.883%
91 16.402 4689 4700 4707 rBV 62953 112102 7.65% 0.791%
92 16.441 4708 4712 4723 rVB2 34883 52117 3.56% 0.368%
93 16.527 4730 4739 4750 rVB8 12918 27052 1.85% 0.191%
94 16.605 4755 4763 4768 rBV2 35705 57008 3.89% 0.402%
95 16.778 4804 4817 4827 rBv4 36219 76130 5.20% 0.537%

Sum of corrected areas: 14178758
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe71224\

: VU@59930.D

: 12 Jul 2024 18:33

: MD/SY

. P3217-16

: 25.0mL/MSVOA_U/WATER
021

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU059930.D\data.ms
800000
600000
400000
1.718
2570 5.740 6.261
200000 4.791
1.59 5.084 6.7(
1.923 4.042 4.705
0 .358 2.161 3./8\94 4.502 6.16 6.557,
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘ 1
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: VU059930.D\data.ms
12.087
800000
600000
400000
9.415 11.807
12.1
7.901 8.643
200000 10753
7. 573 l692 5372 Y 6&?3?7
6.901 97&?[;}@4 795 Mggﬁ@ﬁ@@mmm o M;@@a@%jk 119@%’
0 ; : N Ao
Time--> 700 800 900 9.50 10.00 1050 1100 1150 1200
Abundance TIC: VU059930.D\data.ms
800000
600000
400000
12.675
200000 6]54;‘;-8168 15.2165 405
13 450  13.904 4,478 15920, ¢ 12
é 4
T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T T
Time--> 12.50 1300 1350 1400 1450 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\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 Acetaldehyde Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.718 6.38 ug/L 564788 1,4-Difluorobenzene 6.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 64
2 Acetaldehyde 44 C2H40 000075-07-0 64
3 Propane 44 C3H8 000074-98-6 5
4 Ethylene oxide 44 C2H40 000075-21-8 5
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance Scan 133 (1.718 min): VU059930.D\data.ms (-123) (-) m/z 43.95 100.00%

44.0
5000 LAJ\\\
AR RAREN S
1.40 1.60 1.80 2.00
obr e e e 109 908 /7 42,90 56.64%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #80: Acetaldehyde
29.0
44.0
5000 [T T T[T T T T T
15.0 1.40 1.60 1.80 2.00
m/z 41.90  18.24%
O\\\‘\‘\‘1\‘\\‘\M}‘\\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #81: Acetaldehyde
29.0
44'0 ‘\\\\‘\\\\‘\\\\‘\\\\‘
1.40 1.60 1.80 2.00
5000 m/z 40.90 7.53%
15.0
) T T T N | —
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #88: Propane e R
29.0 1.40 1.60 1.80 2.00
m/z 44.90 2.79%
5000
44.0
mo |
Ottt e e e e A e e
m/z--> 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 2 Diisopropyl ether Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.042 2.78 ug/L 246236  1,4-Difluorobenzene 6.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 91
2 Diisopropyl ether 102 C6H140 000108-20-3 83
3 Diisopropyl ether 102 C6H140 000108-20-3 83
4 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 78
5 Diisopropyl ether 102 C6H140 000108-20-3 72
Abundance Scan 856 (4.042 min): VU059930.D\data.ms (-833) (-) m/z 45.00 100.00%
45.0
5000
87.0
 REEEEEEE SRR
| 590 102.0 3.80 4.00 4.20 4.40
Ottt T 1020 TS e se. 34%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4986: Diisopropy! ether
45.0
5000 \\\\‘\\\\’\\\\‘\\\\‘\\f\\
3.80 4.00 4.20 4.40
87.0 m/z 87.00 31.60%
59.0
ol 150 270 ]| | 102.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘1\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4976: Diisopropyl ether
45.0
R Ramna R
3.80 4.00 4.20 4.40
5000 m/z 40.90 16.51%
87.0
59.0
ol 120 2o ] | 700 102.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 J\
Abundance #4983: Diisopropy! ether  EARREEE RS
45.0 3.80 4.00 4.20 4.40
m/z 59.00 13.20%
5000
87.0
59.0
0 27\Ow | ‘\ in . 102.0 s
e e e e e R R E
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 3 Butanal Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
4.502 0.59 ug/L 52173 1,4-Difluorobenzene 6.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 64
4 Butanal 72 C4H80 000123-72-8 64
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 46
Abundance Scan 999 (4.502 min): VU059930.D\data.ms (-978) (-) m/z 43.90 100.00%
43.9
72.0
5000
56.9
R
36 4.20 4.40 4.60 4.80
Ol e e M/Z 43.00 86 86%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #737: Butanal
27.0 44.0
72.0
5000 IR RN R RN
4.20 4.40 4.60 4.80
15.0 57.0 m/z 40.90 78.60%
“ ‘ 331\‘ ‘ ‘ |
O \‘HH‘HH‘HH‘HH“\ T iHH‘HH‘H ‘\H\iHHiHH‘HH‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #739: Butanal
44.0
I A Rmmama e
72.0 4.20 4.40 4.60 4.80
5000 29.0 m/z 72.00 71.06%
57.0
15.0 “ 37ﬂ\‘ | I |1
O trprrrrprrr e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #740: Butanal R ma s AR RER A
44.0 4.20 4.40 4.60 4.80
m/z 38.90 42.37%
27.0 72.0
5000
57.0
\‘ 37\#)\‘ | ‘ [y
O Frprrrrprrrr e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 Pentanal Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
6.901 0.54 ug/L 47546  1,4-Difluorobenzene 6.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 78
2 Pentanal 86 C5H100 000110-62-3 78
3 Pentanal 86 C5H100 000110-62-3 40
4 Cyclopropyl carbinol 72 C4H80 002516-33-8 38
5 Propanenitrile, 3-(methylamino)- 84 C4H8N2 000693-05-0 37

Abundance Scan 1745 (6.901 min): VU059930.D\data.ms (-1734) (-) m/z 43.90 100.00%

43.9
5000 58.0

6.60 6.80 7.00 7.20
668 839
0 : m/z 40.95  43.23%

m/z--> 10 20 50 60 70 80 90
Abundance #1915:Pentana
44.0
29.0
5000

6.60 6.80 7.00 7.20

58.0
m/z 58.00 43.11%
0 12.0 \‘H w\‘ ‘\“ 71.0  86.0
\\\‘\\\\’\\\\‘\\\\’ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
44,
29.0 0
o
58.0 6.60 6.80 7.00 7.20
5000 m/z 56.90 33.93%
(O e I s o R i e o
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1917: Pentanal “‘_““‘H““H““‘
44.0 6.60 6.80 7.00 7.20

m/z 38.90  25.08%

5000 29.0
58.0 /\\
0 15 0 \ ‘ ‘ m‘ 71.0 8§'O ] A(’\ I il

m/z--> 10 20 30 50 60 70 80 90 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 Bicyclo[2.2.1]heptane, 2,2-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.695 1.15 ug/L 147389  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C1@H16 005794-03-6 90
2 1-Methylcyclooctene 124 C9H16 000933-11-9 80
3 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 58
4 Ethylidenecycloheptane 124 C9H16 010494-87-8 53
5 2-Methylbicyclo[3.2.1]octane 124 C9H16 1010215-28-0 52

Abundance Scan 2925 (10.695 min): VU059930.D\data.ms (-2914) (- | m/z 66.95 100.00%

67.0 95.0
5000 40.9
121.0

S
‘ ‘ ‘ H 136.0 10.50 11.00
‘W‘HWHH‘Hmwhuﬁmwwﬂquﬂ‘AHM‘H_MHMHWMM‘HMM“ m/z 95.00  90.45%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18255: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene
93.0

5000 41.0 7700 121.0 1050 11.00
m/z 86.95  69.70%

o

Logsed L) | e
OH‘\\H‘?ﬁH\ﬁ)H\\}}‘\Hiﬁ?.\o‘\‘\‘}1“\\\1‘}H\’\\‘\\‘\‘\‘i!‘HHM\H‘H}\’H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #12139: 1-Methylcyclooctene
81.0
96.0 U N
10.50 11.00
5000 41.0 m/z 78.95  65.27%
124.0
Fd
I 0 T W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #12177: 3,4-Octadiene, 7-methyl- — T
67.0 10.50 11.00

41.0 m/z 92.95 62.63%

5000 95.0 JL\ﬁ
124.0
0 i \\\‘\‘ N ‘ | g N M

it RO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.50 11.00

?

SFAMUTRO61724WMA.M Mon Jul 15 17:24:33 2024 Page: 9



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue71224\
: VU@59930.D

: 12 Jul 2024 18:33

: MD/SY

. P3217-16

: 25.0mL/MSVOA_U/WATER

: 21 Sample Multiplier: 1

Library Search Compound Report

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

: TRACE VOA SFAM1.0

: 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
Concentration Rank 31

Peak Number

7 Benzene, tert-butyl-

R.T. EstConc Area Relative to ISTD R.T.
11.412 0.55 ug/L 69656 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, tert-butyl- 134 C1oH14 000098-06-6 95
2 Benzene, tert-butyl- 134 C1eH14 000098-06-6 94
3 Benzene, tert-butyl- 134 C1eH14 000098-06-6 91
4 Benzene, tert-butyl- 134 C10H14 000098-06-6 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90

Abundance Scan 3148 (11.412 min): VU059930.D\data.ms (-3130) (- | m/z 119.00 100.00%
119.0
91.0
5000
134.0 A A/\
41.0 11.50
(I ““‘ A, “‘m MH Do bl by et.ee 62.22%
miz--> 20 60 80 100 120 140
Abundance #17022.Benzene,ten-butyh
119.0
91.0
5000 T
11.50
41.0 134.0 m/z 81.00 33.56%
O \1\5\()‘\‘\ T \“ T \\’65\()\ \M‘ T } T “‘\ T \‘\‘J T \‘\ ‘\
miz-> 20 40 60 100 120 140
Abundance #17017.Benzene,ten—butyL
119.0
——
11.50
5000 91.0 ITI/Z 134.00 24 .85%
134.0
41.0
15.0 | | 65.0 I | ‘
]
miz--> 20 40 60 80 100 120 140 /\
Abundance #17021: Benzene, tert-butyl- el
119.0 11.50
m/z 40.95 15.04%
5000 91.0
134.0
41.0
ol 280 1 4 P20 i
m/z--> 20 40 60 80 100 120 140 11.50

SFAMUTRO61724WMA.M Mon Jul 15 17:24:35 2024

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 Benzene, (2-methylpropyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.602 1.15 ug/L 146637 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 70
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 70
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 62
4 Benzene, n-butyl- 134 CleH14 000104-51-8 58
5 Benzene, n-butyl- 134 C1oH14 000104-51-8 58
Abundance Scan 3207 (11.602 min): VU059930.D\data.ms (-3196) (- | m/z 91.00 100.00%
91.0
5000
134.0
—— —
g9 670 ‘ 1150 11.50 12.00
0 MWHU‘HW ‘Hh W PR RSN i N m/z 92.080  52.14%
m/z--> 20 40 100 120 140
Abundance #17038:Benzene,(24nethwpropyD-
91.0
5000
1150 1200
134.0 m/z 134.00  26.03%
43.0 650
0 27\0 H‘ ! J ! 115.0 \
\\\‘\\\\‘1\\\’\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 20 40 60 80 100 120 140
Abundance #17043: Benzene, (2-methylpropyl)-
91.0
e —h
11.50 12.00
5000 81.00 20.79%
43.0 650 134.0
oo uso |
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\‘\‘\
miz--> 20 40 60 80 100 120 140
Abundance #17040: Benzene, (2-methylpropyl)-
91.0 1150 1200
67.00 14.71%
5000
134.0
43.0
65.0
Jzmo %0 usg
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\"\\\‘\‘\
m/z--> 20 60 80 100 120 140 1L50 1200

SFAMUTRO61724WMA.M Mon Jul 15 17:24:36 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 9 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.087 11.48 ug/L 1465400 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 74
3 Deltacyclene 118 C9H1e0 007785-10-6 72
4 Indane 118 C9H1e0 000496-11-7 64
5 Indane 118 C9H10 000496-11-7 64
Abundance Scan 3358 (12.087 min): VU059930.D\data.ms (-3345) (- | m/z 117.00 100.00%
117.0
5000 /\Jk
91.0 oA ‘
30.0 63.0 ‘ 134.0 12.00
TR M e m/z 118.00  53.20%
miz-> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 . :
12.00
m/z 115.00 35.73%
390 630 0
0 \1\5\.0‘\‘\\\“.\\H\\““\.‘\\\“‘\\‘\\“‘\\\!“\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
5 ‘
12.00
m/z 90.95 14.49%
5000 910 /
39.0 63.0
o130 “‘iu “‘:‘ J‘MH‘ P T |
miz--> 20 40 60 80 100 120 140
Abundance #10184: Deltacyclene ‘ — T
117.0 12.00
m/z 116.00 10.60%
5000
39.0 91.0
65.0 ‘
ob—————- WMJMH“JH““i“M“lq“‘ Ve Coe
m/z--> 20 40 60 80 100 120 140 12.00

SFAMUTRO61724WMA.M Mon Jul 15 17:24:37 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 10 Benzene, 1,2-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.296 1.54 ug/L 196451 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 93
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 90
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
Abundance Scan 3423 (12.296 min): VU059930.D\data.ms (-3412) (- | m/z 104.95 100.00%
105.0
5000 134.0
77.0 AN SIS
‘ ‘ 12.00 12.50
o358 “‘ e L hyz 119,08 80.71%
miz-> 20 40 60 80 100 120 140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0 ‘ J!\ 5 “}U\
12.00 12.50
390 77.0 m/z 134.00 47.31%
O \1\5\()‘\‘\\\“‘\\‘§Z?\\\ ““\\‘U\“‘\‘\\‘}‘l\\\‘\‘\\
miz-> 20 40 80 100 120 140
Abundance #17032. Benzene, 1,2-diethyl-
119.0 A
|G RV W
12.00 12.50
5000 134.0 m/z 91.00  33.41%
91.0
65.0
BT i N R
miz--> 20 40 60 80 100 120 140 Nﬂk
Abundance #17031: Benzene, 1,4-diethyl- —p 7
119.0 12.00 12.50
m/z 116.95 25.67%
5000 134.0
91.0
41.0 65.0
ol 260 00 T M O
m/z--> 20 40 60 100 120 140 12.00 12.50

SFAMUTRO61724WMA.M Mon Jul 15 17:24:39 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe71224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33

Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .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 11 Benzene, 2-butenyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.611 1.00 ug/L 127782  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 90
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 89
4 2,4-Dimethylstyrene 132 C1OH12 002234-20-0 89
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 81

Abundance Scan 3521 (12.611 min): VU059930.D\data.ms (-3513) (- | m/z 117.00 100.00%
117.0
5000
91.0 186.0
389  64.9 ‘ ‘ ‘ ‘ 12.50 13.00
o bt il WL hyz 13195 52.90%
m/z--> 20 40 60 80 100 120 140
Abundance #16120: Benzene, 2-butenyl-
117.0
AN
5000 — e
91.0 12.50 13.00
390 65.0 m/z 114.95 41.84%
- ‘\ 130
0 \\\‘\‘\‘\\“\\‘W\’H\\\H‘\\‘}\“w‘\\l‘\‘“\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0
—= =y
12.50 13.00
5000 ITI/Z 136.00 25.65%
91.0
.0
200 | | ylrap Ll WO
obv el e S e
m/z--> 20 80 100 120 140
Abundance #16144: Benzene, (2-methyl-1-propenyl)- ‘ ; A
117.0 12.50 13.00
m/z 90.95 23.44%
5000 91.0
39.0 65.0
133.0
0 ‘1‘5“'?“1‘H“‘H“l‘u‘,“l“H‘l““‘“M“‘lu‘!“wl““‘u” = .
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMUTRO61724WMA.M Mon Jul 15 17:24:40 2024

Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 12 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.675 2.81 ug/L 358898 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
3 Indan, 1-methyl- 132 C10H12 000767-58-8 74
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 72
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 72
Abundance Scan 3541 (12.675 min): VU059930.D\data.ms (-3532) (- | m/z 117.00 100.00%
11v.0
5000
o10 EE" RS
90 730 (<2 ' 649
ottt e m/z 115.00  35.64%
miz-> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
11v.0
5000 — et
12.50 13.00
91.0 m/z 132.00  27.24%
51.0 1
O\\\\‘2\7‘\.(\)\“\\“1‘\“‘1‘\7\£1”.1R\\“\\‘H“\\H‘\M\\‘?’\.O‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
T ‘ T \/\\ ‘ T
12.50 13.00
5000 m/z 90.95 14.29%
91.0
39‘.0 | 65‘.0 “ 1330
R S | I
miz--> 20 40 60 80 100 120 140
Abundance #16103: Indan, 1-methyl- = 7
117.0 12.50 13.00
m/z 117.95 9.47%
5000
39.0 91.0
15.0 63.0 ‘
N Y RO Y- TN 7 Y | WY
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMUTRO61724WMA.M Mon Jul 15 17:24:42 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 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 13 Benzene, (3-methyl-2-butenyl)- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
12.756 0.70 ug/L 89030 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 95
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 93
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 93
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91

Abundance Scan 3566 (12.756 min): VU059930.D\data.ms (-3559) (- | m/z 131.00 100.00%

L

91.0
51.0 266.9 12.50 13.00
01 il ek | m/z 146.00 0 44.36%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 A A
5000 e W E W |
12.50 13.00

m/z 90.95 19.78%

41.0
BN NN O
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance  #25064: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
131.0

o

1250 1300

5000 m/z 114.95 19.18%
91.0
39.0 ‘
NS ——
m/z--> 20 40 60 80 100120140160180200220240260

Abundance #25013: Benzene, (2-methyl-1-butenyl)- A —= = i

131.0 12.50 13.00

m/z 129.00 13.18%

5000 91.0
530 m
R T P T \‘H Il b, Aty

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 12.50 13.00

o

SFAMUTRO61724WMA.M Mon Jul 15 17:24:43 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 14 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.859 0.76 ug/L 97406  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,1-dimet... 146
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146
3 Benzene, (1,2-dimethyl-1-propenyl)- 146
4 Benzene, 1-methyl-4-(1-methyl-2-... 146
5 1,2,3,4-Tetrahydro-1-naphthalene... 236

C11H14
C1l1H14
C11H14
C11H14

004912-92-9 90
004912-92-9 90
000769-57-3 87
097664-18-1 86

C13H20SSi 1000470-19-9 86

Abundance Scan 3598 (12.859 min): VU059930.D\data.ms (-3592) (- | m/z 131.00 100.00%
131.0
| J\J\J\
4 —
910 1149 12.50 13.00
389  64.6 Ll 1489
Ot ey pe el ST m/z 91,00 13.24%
miz--> 20 40 60 80 100 120 140
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000 L “
12.50 13.00
91.0 m/z 128.95 12.96%
115.0
O ‘2\7‘\.0\ T “ rswjxw‘ow T ‘U \7\5\1(’)\ =T “\ T \h\ T \‘U‘! T ’1\7\.\0\
miz--> 20 40 60 80 100 120 140
Abundance #25025: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
o UL
12.50 13.00
5000 m/z 146.00  11.87%
91.0
15.0 39.0 64.0 11‘5.0 ‘ 1470
ol e e e L 1470
m/z--> 20 40 60 80 100 120 140 A ﬂ
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- P e
131.0 12.50 13.00
m/z 114.90 11.01%
5000 91.0
39.0 65.0 115.0 1470
0““““JW‘MM‘Wh‘my‘u\wﬁt‘w“ml‘,ﬂfw = i
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMUTRO61724WMA.M Mon Jul 15 17:24:45 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 15 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
12.968 0.69 ug/L 88242  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94

Abundance Scan 3632 (12.968 min): VU059930.D\data.ms (-3626) (- | m/z 119.00 100.00%
119.0
5000 ﬁdm\/\
e st
389 649 97'9 | 1490 13.00
Ol el L /7 134,00 59.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 N/\\"/\\ T T f \]\
13.00
910 m/z 90.90 13.20%
39.0 65.0 { | |
O\H.‘\‘H\“‘\\‘\‘\“\“\\\““H\\‘mwww“\H‘\‘\H\‘\H
miz--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
—=
13.00
5000 m/z 133.00 12.09%
91.0
Ol bttt e el
m/z--> 20 40 60 80 100 120 140 160
Abundance #17060: Benzene, 1,2,3,5-tetramethyl- e e e B
119.0 13.00
m/z 77.00 9.58%
5000
91.0
ol250 0 080 L
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 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 16 Benzene, (1-methyl-1-butenyl)- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
13.248 0.59 ug/L 75315 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 95
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 ©53172-84-2 90
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 89
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 76

Abundance Scan 3719 (13.248 min): VU059930.D\data.ms (-3710) (- | m/z 131.00 100.00%
131.0
5000
91.0
0.9 JL 148.0 13.00 13.50
Y IR FOSO.L OW 1 Al il m/z 119.00  35.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 /A~
5000 L ’M\/\—\/
13.00 13.50
m/z 91.00 29.54%
41.0 65.0
O LI ‘ \‘\‘\ \““\ \“i“\‘ ‘ ‘1“}‘\ \““ T \‘1 T ‘%p\g\.q{‘ \‘H‘LJ T ‘1\ \8.\0\ ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
e F
91.0 13.00 13.50 .
5000 m/z 146.00 27.62%
27.0 =ho
I w‘i“ “‘:“ p‘:‘?ﬁ@h - FLAMO I
miz-> 20 40 60 80 100 120 140 160 /\ /\ /\
Abundance #25013: Benzene, (2-methyl-1-butenyl)- — Y A AT
1.0 13.00 13.50
m/z 115.00 23.65%
5000 91.0
I A rall W o | 1480 L SO
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\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 17 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.450 1.11 ug/L 141811 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 83
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 83
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 83
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 78
Abundance Scan 3782 (13.450 min): VU059930.D\data.ms (-3772) (- | m/z 116.95 100.00%
117.0
5000 A\AAV
390 639 91‘-0 70 13.50
bbb s WL RAAT0 2069 137,00 36.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 “A/\\ \/v\\ T (\ /\ T ﬁ\
13.50
m/z 114.95 31.91%
390 g5 91.0 ‘ ‘
O \\\‘\‘\\\“\\“”\“‘U\\\“\\\\‘\\\!‘\‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0 AAJK
R
13.50
5000 m/z 131.00 21.06%
91.0
390 g0 ‘ ”
0 H\‘ﬂ\\M\MwJ\AM\h\”“\w\”h‘\u\‘m\\w\\w\\u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 13.50
m/z 90.95 12.92%
5000
91.0
51.0
270~ ‘ ‘
0 ‘H‘m“H‘U‘“‘mwu"H‘“‘mW‘UH_m‘mwm_m ——
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\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 18 unknown-01 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.830 0.66 ug/L 84759 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-tert-Butyltoluene 148 C11H16 000098-51-1 38
2 6-Methyl-4-indanol 148 C10H120 020294-32-0 38
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 38
4 Benzene, l-ethyl-4-(1-methylethyl)- 148 Cl1H16 004218-48-8 38
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 38
Abundance Scan 3900 (13.830 min): VU059930.D\data.ms (-3892) (- m/z 133.00 100.00%
133.0
5000
13.50 14.00
0! m/z 145.00 70.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26349: 4-tert-Butyltoluene
133.0
105.0
5000 P e
13.50 14.00
m/z 131.00  48.90%
410 770
O\]_\5‘\.(‘)\‘\‘\\“‘\\“\‘\‘u‘\\\‘H‘\\‘H\“\‘\\m‘\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26190: 6-Methyl-4-indano
133.0
13.50 14.00
5000 ITI/Z 129.00 26.84%
91.0
%00 M0
T[T | T
o"“‘H““H‘wJH“‘H‘w“‘H“HHw‘www_m
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬁM
Abundance #26348: 3,4-Dimethylcumene . —
133.0 13.50 14.00
m/z 148.00  26.79%
5000
105.0
| J |
o150 I v b bl N L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 19 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.183 0.55 ug/L 70335  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 74
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 68
3 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C1@H100 002461-34-9 60
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 58
Abundance Scan 4010 (14.183 min): VU059930.D\data.ms (-4002) (-~ | m/z 103.95 100.00%
104.0
5000 145.9 M
" Y et
54.9 76.9 ‘ 14.00 14.50
0 ww“‘w u‘\“\‘M“w\hwuuwu‘m HH” “ ol MMHHZ‘Q?? m/z 145.95  49.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 : MAM A
14.00 14.50
390 m/z 130.95 48.44%
15.0 ‘ 77.0 ‘
0 \\‘\‘\‘\\\‘\\“\\“U\\\H‘\\‘f‘\“\\m‘\‘“w\‘MIH\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25039: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
—=3 M
14.00 14.50
5000 146.0 m/z 90.95 40.17%
39.0 78.0 ‘
0 "w‘u"\uwam‘wm“H‘:“‘ulm‘Nwwwwu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #24966: Naphth[1,2-bJoxirene, 1a,2,3,7b-tetrahydro- —— —
104.0 14.00 14.50
m/z 114.90 22.69%
5000 146.0
39.0 78.0
o"w“m“‘M““Jm‘“u“u“‘u VAR — e S
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\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 20 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
14.344 0.63 ug/L 80131 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 94
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 81
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 81
4 1H-Indene, 2,3-dihydro-4,5,7-tri... 160 C12H16 006682-06-0 76
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 74
Abundance Scan 4060 (14.344 min): VU059930.D\data.ms (-4052) (- | m/z 145.00 100.00%
145.0
5000
117.0 rr L
509 709 910 | H H 1740 14.00 1450
) SVt s PO SN ) ki m/z 160.00  24.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
14.00 14.50
1150 m/z 159.00 19.10%
650 910 Ul |
O\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\‘\\\\“\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #36236: Benzene, 1-(2-butenyl)-2,3- dlmethyl— /\ /\
45.0
A /\ n : A‘ , ‘ :
14.00 14.50
5000 m/z 128.00 17.92%
105.0
39.0 77.0 ‘ ‘
ow‘»Hww‘wu_m\Mﬁ%
m/z--> 20 60 80 100 120 140 160
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl- r— ——
145.0 14.00 14.50
m/z 146.00 17.73%
5000
91.0 1150 M
39.0 )
m/z--> 20 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 22 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.659 1.52 ug/L 193446  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 92
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 89
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 76
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 70
Abundance Scan 4158 (14.659 min): VU059930.D\data.ms (-4149) (- | m/z 131.00 100.00%
131.0
- MU\L
9 M ==
50.9 162.1 14.50 15.00
\. Ul | il H\ \\M ‘H 206.9 o
0‘HwHH“m‘uu,uu‘mw b m/z 132.95 46.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 —r ASES
14.50 15.00
m/z 146.00  35.58%
‘ 39‘0 ‘\63\\\ ) 910 h\ \M \‘\
0\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
14.50 15.00
5000 m/z 114.95 21.21%
27.0 51.0 91.0 ‘ ‘
AN Y WY I Y A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- — ——
131.0 14.50 15.00
m/z 128.95 18.26%
5000
39.0 +0
o\\\w‘\uww et MWV
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\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 23 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.801 1.37 ug/L 175148 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 93
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 91
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 90
4 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 90
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 90
Abundance Scan 4202 (14.801 min): VU059930.D\data.ms (-4196) (- | m/z 133.00 100.00%
133.0
5000
39.0 91.0 14.50 15.00
. (
ol 20w L 1838 280 .5 48,00 42.52%
miz--> 0 50 100 150 200 250
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
5000 e e
14.50 15.00
m/z 134.00 11.36%
39.0 91.0
02‘.0\‘\“\ H ‘h \”‘\“‘\ \‘ “‘\MH\ \“\ “ L B B B B B
miz--> 0 50 100 150 200 250
Abundance #26354: Benzene, pentamethyl-
133.0 f\
W PRVA AN AIAVYN VRV
14.50 15.00
5000 m/z 91.00 11.01%
410 910
) i PRS0 L R —
miz--> 0 50 100 150 200 250
Abundance #26348: 3,4-Dimethylcumene 7 T
133.0 14.50 15.00
m/z 76.95 7.35%
5000
410 910
ol s b b A
m/z--> 0 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 24 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.868 2.19 ug/L 279712  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 81
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 80
Abundance Scan 4223 (14.868 min): VU059930.D\data.ms (-4214) (- | m/z 131.00 100.00%
131.0
- ==
91.0 160.1 14.50 15.00
69,830 1 | 1120 M
O L P B e S L S S m/z 145.00  37.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 — —~
14.50 15.00
m/z 146.00 30.11%
39.0 91.0
63.0
O\\\\‘\‘\\\“\\‘\\“\H\‘\\“\!\\‘JT\O\‘P‘\L‘M\‘}“\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 N
14. 50 O
5000 91.0 m/z 115. 09 22.88%
39.0 65. 0 ‘
omwm‘}“M‘:““J“M‘MM‘H h ‘MW‘“H_HW
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 14.50 15.00
m/z 128.95 18.95%
5000
27.0 51.0 91.0
R N Pl s IS Tl N S AoV
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 25 unknown-02 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.939 0.52 ug/L 66400 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 42
2 1H-Indene, 2,3-dihydro-1,1,4,7-t... 174 C13H18 001078-04-2 38
3 Indan, 1,1,6,7-tetramethyl- 174 C13H18 016204-58-3 38
4 4'-Ethylpropiophenone 162 C11H140 027465-51-6 30
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 30

Abundance Scan 4245 (14.939 mln) VU059930.D\data.ms (-4237) (- m/z 133.00 100.00%

38.0
5000

40.9 90.9 74.0 15 00
‘ 206.9 281.(
ol a1, S m/z 159.05 85.33%

miz--> 50 100 150 200 250
Abundance #49168: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethyl-
159.0

5000 i 1
15. OO
128.0 m/z 160.0 28.85%
0 L0 |
O b “ \H\“\ \ ‘ “ = ‘M“\ T I | —
miz--> 50 100 150 200 250
Abundance  #49160: 1H-Indene, 2,3-dihydro-1,1,4,7-tetramethyl-
159.0 j\
15 00
5000 18.76%
27.0 77.0 128.0 ‘
miz--> 50 100 150 200 250
Abundance #49132: Indan, 1,1,6,7-tetramethyl- ——
159.0 15.00

m/z 162.00  18.67%

5000 /\/\4
128.0
39.0
oLt ‘7\7\'0 Lo n/\ AM/\ r\{\[\m wl b

miz--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 26 unknown-@3 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

15.013  6.60 ug/L 76121  1,4-Dichlorobenzene-da  11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Tetrazole, 1-(2,6-dimethylphe... 252 C1@H12N402S 1010304-87-9 35

2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 30
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 30
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 30
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 30

Abundance Scan 4268 (15.013 min): VU059930.D\data.ms (-4261) (- | m/z 131.00 100.00%

131.0
5000
90.9 e ‘
51.0 ﬂFO 280.¢ 15.00
0 bl 290 nyz 145.00  86.69%
miz--> 50 100 150 200 250
Abundance #137250: 1H-Tetrazole, 1-(2,6-dimethylphenyl)-5-methan
145.0
5000 S ‘
15.00
91.0 m/z 146.00 42.37%
39.0 ‘
Ol ‘V‘ “” \M\ ‘“\ b “m‘\ H‘\ ‘i‘ ‘\M‘ \17‘5\.0\ T \25“2.\0\ 1
miz--> 50 100 150 200 250
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
INATVATINS
91.0 15.00 ;
5000 ITI/Z 118.00 40.68%
39.0
0! o —
miz—-> 50 100 150 200 250 \ /\ M /J\A
Abundance #25011: Benzene, (3-methyl-2-butenyl)- A A e
131.0 15.00
m/z 114.95 32.62%
91.0
5000
41.0
oL H\ ihu‘h‘\h‘ h“ | “\H‘H“ \\H A S S e
miz--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 29 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.920 1.24 ug/L 157760  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 90
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 90
3 1H-Indene, 2,3-dihydro-4,5,7-tri... 160 C12H16 006682-06-0 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 86
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 83
Abundance Scan 4550 (15.920 min): VU059930 D\data.ms (-4541) (- | m/z 145.00 100.00%
45.0
- Mi@
16.00
389 7. 1 .
0 Wm‘umwmwww“hw“:““““‘1“?99‘_”‘_HW%‘??“ m/z 160.00  36.74%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 M L
16.00
105.0 ‘ m/z 128.00 17.36%
39.0 77.0
O \\\‘\H\“‘f\‘\‘\‘w‘\\f‘”[\\H‘\‘H‘\‘W\”‘HM‘\H‘HH‘\H\‘HH‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
P
16.00
5000 m/z 129.00 14.94%
115.
390 /7.0 ‘ ‘
0 m_m“u“m‘:‘m“\mw‘m“;uh ““‘H\‘w‘wwwm_m_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #36251: 1H-Indene, 2,3-dihydro-4,5,7-trimethyl- —=0
145.0 16.00
m/z 114.95 12.82%
5000
39.0 ., 1150
0 HW:‘H“M“H“i‘m“‘“‘wm‘d‘ﬂlhw”hH“mwm_m‘mwuu“m —
m/z--> 20 40 60 80 100120140160180200220240260 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 30 Naphthalene, 1-ethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
16.177 0.75 ug/L 96176  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 81
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 81
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 81
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 74
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 74
Abundance Scan 4630 (16.177 min): VU059930.D\data.ms (-4624) (- | m/z 141.00 100.00%
141.0
5000
1600 1650
76.9 : :
ol 308 suu, 197J§ Lol 82 2808 ) 15600 32.63%
miz-> 50 100 150 200 250
Abundance #33126: Naphthalene, 1-ethyl-
141.0
5000 e e,
16.00 16.50
m/z 115.00  18.42%
76.0
Ot \3qu \“\“H\ \]‘-1(\)‘.(\)““\ ‘\‘ L B B B B
miz-> 50 100 150 200 250
Abundance #33123: Naphthalene, 2-ethyl-
141.0
—— —
16.00 16.50
5000 m/z 142.00 12.20%
76.0
ol 30 T oo [
miz--> 50 100 150 200 250 RM/\
Abundance #33127: Naphthalene, 1-ethyl- — Q : —
141.0 16.00 16.50
m/z 153.00 9.78%
5000 M
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 31 Naphthalene, 2,7-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.254 0.98 ug/L 125220 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
Abundance Scan 4654 (16.254 min): VU059930.D\data.ms (-4647) (- | m/z 156.00 100.00%
156.0
5000
o —r
499 769 128. 1908 ( 16.00 16.50
S 28BS nyz 141,00 59.74%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 D =,
16.00 16.50
m/z 155.10 32.25%
a10 770 128
O ‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
T ‘ T T ‘ T T £
16.00 16.50
5000 m/z 157.10 13.67%
77.0 1150
0ot Ut bbbt bl M e e erregeen
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #33146: Naphthalene, 2,7-dimethyl- Ve ———
156.0 16.00 16.50
m/z 152.90 13.36%
5000
77.0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 32 Naphthalene, 1,7-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.402 0.88 ug/L 112102 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4700 (16.402 min): VU059930.D\data.ms (-4689) (- | m/z 155.95 100.00%
155.9
ety
s 76.0 115.0 16.50
0! : e 2090 myz 140,95 82.32%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33157: Naphthalene, 1,7-dimethyl-
156.0
5000 L
16.50
m/z 155.00 28.91%
77.0 115.0
0\\\‘3\\0\.\0‘\\‘\\“W\‘\U“HH‘H\‘\‘\‘1‘\\“‘\\‘”‘“\\H‘\H\‘HH‘HH‘\\H‘\H\
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 j\
T T ‘ T T \A\
16.50
5000 ITI/Z 114.95 16.44%
76.0
39.0 114?0
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #33148: Naphthalene, 2,3-dimethyl- —
156.0 16.50
m/z 153.00 15.41%
5000
S
T A A 1 w Ve el
m/z--> 20 40 60 80 100120140160180200220240260 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample ¢ P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 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 33 Naphthalene, 1,3-dimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
16.778 0.60 ug/L 76130  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 98
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 93
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 93
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 93
Abundance Scan 4817 (16.778 min): VU059930.D\data.ms (-4804) (- | m/z 141.00 100.00%
141.0
5000
115.0 ‘é d “Od
509 759 1771 20 16.5 17.
. 5.1
o‘H‘w‘HH“MU_‘Hw“_‘h‘m“u e m/z 156.00  76.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000 L 1T T
16.50 17.00
115.0 m/z 114.95 18.93%
51.0 ‘
O \\\‘2\7\9\“\\‘\\‘”\\U“\\\\‘\\\\‘\‘!‘\\“\\m‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0
— —
16.50 17.00
5000 m/z 142.00 14.94%
510 76.0 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33127: Naphthalene, 1-ethyl- A HM‘AW o
141.0 16.50 17.00
m/z 155.00  14.93%
5000
115.0
dsomoso o | ) LU g,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71224\
Data File : VU@59930.D

Acqg On : 12 Jul 2024 18:33
Operator : MD/SY

Sample : P3217-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 21  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|
Acetaldehyde 1.718 6.4 ug/L 564788 1 6.261 442878 5.0
Diisopropyl ether 4.042 2.8 ug/L 246236 1 6.261 442878 5.0
Butanal 4.502 0.6 ug/L 52173 1 6.261 442878 5.0
Pentanal 6.901 0.5 ug/L 47546 1 6.261 442878 5.0
Bicyclo[2.2.1]h... 10.695 1.1 ug/L 147389 3 11.807 638064 5.0
Benzene, tert-b... 11.412 0.6 ug/L 69656 3 11.807 638064 5.0
Benzene, (2-met... 11.602 1.1 ug/L 146637 3 11.807 638064 5.0
Indane 12.087 11.5 ug/L 14654060 3 11.807 638064 5.0
Benzene, 1,2-di... 12.296 1.5 ug/L 196451 3 11.807 638064 5.0
Benzene, 2-bute... 12.611 1.0 ug/L 127782 3 11.807 638064 5.0
Benzene, 1l-ethe... 12.675 2.8 ug/L 358898 3 11.807 638064 5.0
Benzene, (3-met... 12.756 0.7 ug/L 89030 3 11.807 638064 5.0
1H-Indene, 2,3-... 12.859 0.8 ug/L 97406 3 11.807 638064 5.0
Benzene, 1,2,4,... 12.968 0.7 ug/L 88242 3 11.807 638064 5.0
Benzene, (1-met... 13.248 0.6 ug/L 75315 3 11.807 638064 5.0
1H-Indene, 2,3-... 13.450 1.1 ug/L 141811 3 11.807 638064 5.0
unknown-01 13.830 0.7 ug/L 84759 3 11.807 638064 5.0
Naphthalene, 1,... 14.183 0.6 ug/L 70335 3 11.807 638064 5.0
1H-Indene, 2,3-... 14.344 0.6 ug/L 80131 3 11.807 638064 5.0
1H-Indene, 2,3-... 14.659 1.5 ug/L 193446 3 11.807 638064 5.0
Benzene, 1,3-di... 14.801 1.4 ug/L 175148 3 11.807 638064 5.0
1H-Indene, 2,3-... 14.868 2.2 ug/L 279712 3 11.807 638064 5.0
unknown-02 14.939 0.5 ug/L 66400 3 11.807 638064 5.0
unknown-03 15.013 0.6 ug/L 76121 3 11.807 638064 5.0
Benzene, 1,3,5-... 15.920 1.2 ug/L 157760 3 11.807 638064 5.0
Naphthalene, 1-... 16.177 0.8 ug/L 96176 3 11.807 638064 5.0
Naphthalene, 2,... 16.254 1.0 ug/L 125220 3 11.807 638064 5.0
Naphthalene, 1,... 16.402 0.9 wug/L 112102 3 11.807 638064 5.0
Naphthalene, 1,... 16.778 0.6 ug/L 76130 3 11.807 638064 5.0
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