LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

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\SFAMUTRO91923WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@55633.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 16 21 41 rvB3 23563 30527 2.41% 0.212%
2 1.489 56 62 75 rVB 83069 83796 6.60% 0.582%
3 1.599 87 96 104 rBV2 141663 171935 13.55% 1.194%
4 1.882 176 184 187 rBV3 25178 30996 2.44%  0.215%
5 1.911 187 193 209 rwW 86511 119649 9.43% 0.831%
6 1.991 213 218 228 rVB2 12789 18716 1.48% 0.130%
7 2.3706 324 336 362 rVB2 414074 703772 55.47% 4.886%
8 2.566 384 397 411 rBvV2 134717 233572 18.41% 1.621%
9 3.042 532 545 556 rBv2 14017 28740 2.27% 0.200%
106 3.354 630 642 658 rBV 50301 102716 8.10% 0.713%
11 3.865 784 801 827 rVV 529054 1268780 100.00%  8.808%
12 3.988 828 839 860 rvB3 13656 37337 2.94% 0.259%
13  4.663 1024 1049 1086 rBV2 430692 1232328 97.13%  8.555%
14 5.062 1157 1173 1196 rBV 144184 323846 25.52%  2.248%
15 5.390 1259 1275 1288 rVB3 8453 19018 1.50% 0.132%
16 5.724 1359 1379 1388 rBV3 260074 694576 54.74% 4.822%
17 5.779 1388 1396 1423 rVB3 213674 561336 44.24%  3.897%
18 6.248 1529 1542 1565 rBV 198202 392224 30.91% 2.723%
19 6.541 1621 1633 1654 rVB2 92161 179975 14.18% 1.249%
20  6.689 1664 1679 1694 rBV2 166095 335608 26.45%  2.330%
21  6.759 1695 1701 1721 rVB7 16204 34871 2.75% 0.242%
22 7.161 1811 1826 1839 rBVS5S 8234 18397 1.45% 0.128%
23 7.566 1941 1952 1976 rBV 77417 145088 11.44% 1.007%
24 7.897 2044 2055 2070 rVV 300185 528545 41.66%  3.669%
25 7.971 2071 2078 2088 rVB3 13999 24860 1.96% 0.173%
26 8.180 2130 2143 2155 rBV 46602 84745 6.68% ©.588%
27  8.245 2155 2163 2178 rVB9 7682 16046 1.26% 0.111%
28  8.553 2249 2259 2272 rVB4 27423 48503 3.82% 0.337%
29 8.634 2272 2284 2324 rBV3 284612 704266 55.51% 4.889%
30 8.862 2347 2355 2365 rVB3 10338 16592 1.31% 0.115%
31 9.418 2515 2528 2531 rBV 317907 490696 38.67%  3.406%
32 9.444 2532 2536 2551 rVB 381722 586201 46.20% 4.069%
33 9.573 2567 2576 2587 rVB 13286 20183 1.59% 0.140%
34 9.669 2593 2606 2629 rBV1e 20795 61111 4.82% 0.424%
35 10.103 2736 2741 2762 rVB8 7261 16259 1.28% 0.113%
36 10.270 2786 2793 2802 rVB5 8548 13740 1.08% 0.095%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

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\SFAMUTRO91923WMA.M
Title : TRACE VOA SFAM1.0
37 10.483 2849 2859 2869 rBV2 23959 39743  3.13% 0.276%
38 10.753 2932 2943 2955 rvv2 133893 222188 17.51%  1.542%
39 10.897 2978 2988 3000 rBv4 13548 28541 2.25% 0.198%
40 11.293 3102 3111 3132 rVB3 25184 49879 3.93% 0.346%
41 11.418 3139 3150 3157 rBvV3 8375 14132 1.11% 0.098%
42 11.470 3157 3166 3178 rVB2 15593 25436 2.00% 0.177%
43 11.643 3212 3220 3232 rVB 48533 78294 6.17% 0.544%
44 11.746 3241 3252 3261 rBV 49700 81124 6.39% ©0.563%
45 11.810 3261 3272 3292 rVWVW2 367704 747129 58.89% 5.187%
46 11.894 3292 3298 3308 rVB2 11514 17870 1.41% 0.124%
47 12.007 3324 3333 3347 rVB 20835 32347 2.55% 0.225%
48 12.093 3348 3360 3378 rBvV2 216117 358786 28.28% 2.491%
49 12.190 3378 3390 3405 rVB 369925 639617 50.41% 4.440%
50 12.299 3414 3424 3434 rVB7 10385 17092 1.35% 0.119%
51 12.373 3438 3447 3458 rBV4 10668 18657 1.47% 0.130%
52 12.463 3463 3475 3480 rBv2 19383 31651 2.49% 0.220%
53 12.495 3480 3485 3493 rVB 16566 21950 1.73% 0.152%
54 12.611 3512 3521 3533 rVB 68282 109812 8.65% 0.762%
55 12.679 3533 3542 3550 rBV 61631 109552 8.63% 0.761%
56 12.759 3562 3567 3578 rVB5 9811 15306 1.21% 0.106%
57 12.862 3591 3599 3613 rVB 46106 77637 6.12% ©.539%
58 12.942 3617 3624 3629 rBV5 11623 18172 1.43% 0.126%
59 13.023 3640 3649 3663 rVB 45212 78733 6.21% 0.547%
60 13.109 3665 3676 3690 rVB5 29637 53497 4.22% 0.371%
61 13.248 3694 3719 3726 rBv4 35385 83788 6.60% 0.582%
62 13.293 3726 3733 3738 rBV 20304 27746 2.19% 0.193%
63 13.450 3772 3782 3795 rVv4 111895 200470 15.80%  1.392%
64 13.524 3797 3805 3817 rVV6 15556 29942  2.36% 0.208%
65 13.589 3818 3825 3829 rVV7 12195 19280 1.52% 0.134%
66 13.621 3830 3835 3852 rVB5 26170 44694 3.52% 0.310%
67 13.733 3860 3870 3876 rBV5 18391 30630 2.41% 0.213%
68 13.778 3876 3884 3892 rVW4 23663 42278 3.33% ©0.293%
69 13.839 3892 3903 3910 rVvVv4 61464 108826 8.58% 0.755%
70 13.907 3911 3924 3927 rVW4 57182 125397 9.88% 0.871%
71 13.939 3927 3934 3948 rVB 125135 211382 16.66% 1.467%
72 14.055 3958 3970 3975 rBV 26879 44786 3.53% 0.311%
73 14.087 3976 3980 3999 rVv4 26190 64087 5.05% 0.445%
74 14.190 4002 4012 4025 rVB2 59195 96275 7.59% 0.668%
75 14.283 4025 4041 4051 rBV2 116442 204814 16.14%  1.422%
76 14.344 4052 4060 4069 rVV7 31350 57149 4.50% 0.397%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

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\SFAMUTRO91923WMA.M
Title : TRACE VOA SFAM1.0

77 14.396 4069 4076 4083 rVB 12216 17549 1.38% ©.122%
78 14.479 4092 4102 4109 rBV3 36516 63747 5.02% 0.443%
79 14.515 4109 4113 4122 rVB6 18755 26389 2.08% 0.183%
80 14.666 4150 4160 4164 rBV5 32898 55212 4.35% ©.383%
81 14.762 4183 4190 4196 rBV6 10758 15039 1.19% 0.104%
82 14.804 4197 4203 4214 rVB4 16340 23971 1.89% 0.166%
83 14.875 4215 4225 4237 rVB3 45736 80961 6.38% 0.562%
84 14.939 4237 4245 4254 rVB3 9971 16890 1.33% 0.117%
85 15.016 4258 4269 4283 rBV4 58568 114515 9.03% ©.795%
86 15.193 4317 4324 4329 rBVe6 25664 39942 3.15% 0.277%
87 15.267 4340 4347 4361 rVB4 39913 71221 5.61% ©.494%
88 15.341 4363 4370 4379 rVB4 18004 27499 2.17% 0.191%
89 15.418 4379 4394 4402 rBV3 37541 77521 6.11% 0.538%
990 15.466 4403 4409 4415 rBvV8 11045 14576 1.15% 0.101%
91 15.576 4430 4443 4444 rBV3 21724 25296 1.99% 0.176%
92 15.920 4535 4550 4557 rBV7 18894 43412 3.42% 0.301%
93 16.006 4571 4577 4589 rVB7 9151 16125 1.27% 0.112%
94 16.183 4625 4632 4640 rVB5 11732 16881 1.33% ©0.117%

Sum of corrected areas: 14404985
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

. 6

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\

: VU@55633.D

: 03 Oct 2023 12:03

: MD/SY

: 04679-09

: 25.0mL/MSVOA_U/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@91923WMA.M
: TRACE VOA SFAM1.0

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

Abundance TIC: VU055633.D\data.ms
500000 3.465
2.370 4.663
400000
300000
5.724
779 6.248
200000 ’ 6.68
1.599 2566 5.062 '
100000 6.541
3.354
3.042 .088 5.390
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VU055633.D\data.ms
500000
9.444
400000 11.810 12.1
9.418
300000 7897 8.634
12.09*
200000
10.753
100000 7.566
8.180 8.543 11843
5% 7161 971 faas °7T\ s8e2 051909 10100.2707 %% [hoger  113%%4g0 ] 11834
— T ‘ e B R FE A s ey Py A PP
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU055633.D\data.ms
500000
400000
300000
200000
100000
12.
APBTY, o5
2887 759.9 _ 26
0 T T ‘ T T T T ‘ T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.489 1.07 ug/L 83796 1,4-Difluorobenzene 6.248

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 45
5 Isobutane 58 C4H10 000075-28-5 9
Abundance  Scan 62 (1.489 min): VU055633.D\data.ms (-56) (-) m/z 43.00 100.00%
43.0
5000
140 160 180
36 49.9 57.0 : : : -
\H\H\\‘HH‘HH‘HH‘HH‘H\\‘HH’HH‘\‘\WHiH‘\’\\H“‘HHHH\’HH‘H\ ITI/Z 41.00 54.52%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0
5000 /\\‘\\\\/‘\\\\\‘\\’T’“\/
270 140 1.60 1.80
’ m/z 42.00 33.37%
o 180 ‘m 360 500570
\H\H\\‘\H\‘HH‘H\\‘\H\‘HH‘HH’HH‘HH‘H \’\\H‘HH‘HH’HH‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
43.0 A J
R A
140 1.60 1.80
5000 m/z 38.90 24.94%
27.0
15.0 36.0 50.0 57.0
T [ T T R T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 /\
Abundance #268: Isobutane AW ANVANRSpSiee
43.0 140 1.60 1.80
m/z 57.00 4.14%
5000
27.0
15.0 ‘
‘H‘HH_hwuu‘umwuwu‘wmﬂwuwuuu‘1M§9fzﬁnﬂ‘uwu‘ “““Q“ﬁ““ﬂﬁ‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.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 Ethane, 1,2-dichloro-1,1,2-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.370 8.97 ug/L 703772  1,4-Difluorobenzene 6.248

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,2-dichloro-1,1,2-trifl... 152 C2HC12F3 000354-23-4 60
2 Ethyl ether 74 C4H100 000060-29-7 25
3 Ethyl ether 74 C4H1e0 000060-29-7 22
4 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 20
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 18
Abundance Scan 336 (2.370 min): VU055633.D\data.ms (-324) (-) m/z 66.90 100.00%
66.9
116.9
5000 45.0 84.9
AN i SN —
2.00 2.20 2.40 2.60
R “‘\ bl L - P “‘ “13“7"8‘1?‘1‘8‘ : m/z 116.90  65.68%
miz--> 20 40 60 80 100 120 140 160
Abundance #29527: Ethane, 1,2-dichloro-1,1,2-trifluoro-
67.0
117.0
5000 L L L L B LA B B
310 85.0 2.00 2.20 2.40 2.60
m/z 59.00 62.13%
HH\\‘\\\\‘H\‘\\\‘\\\\“\\].:\35\‘0\1\5\2\0‘\
m/z--> 80 100 120 140 160
Abundance
31.0
A RmamnaEE
59.0 2.00 2.20 2.40 2.60
5000 m/z 74.00 46.95%
14.0
e A o e B
m/z--> 20 40 60 80 100 120 140 160
Abundance #970: Ethyl ether R A mEa
31.0 2.00 2.20 2.40 2.60
m/z 45.00  44.37%
5000 59.0
140 7Lo
H‘“HH“‘m‘“Hm"uu‘uu‘HH‘HH‘\ T T T T
m/z--> 20 40 60 80 100 120 140 160 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.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 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.669 0.62 ug/L 61111  Chlorobenzene-d5 9.415

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Azathymine 127 C4H5N302 000932-53-6 49
2 6-Azathymine 127 C4H5N302 000932-53-6 43
3 2,4(1H,3H)-Pyrimidinedione, 5-am. 127 C4H5N302 000932-52-5 43
4 2-Azacyclooctanone 127 C7H13NO 000673-66-5 38
5 2,3,4-Trimethyl-isoxazol-5(2H)-one 127 C6HINO2 007713-68-0 35
Abundance Scan 2606 (9.669 min): VU055633.D\data.ms (-2593) (-) m/z 59.00 100.00%
43.0 590
127.0
5000 ﬂ
AR A/\ —
‘ 870 109.1 9.50 10.00
H\‘HH‘HH‘HH}\1\\‘\‘1H‘HH’HH““\\H‘H\‘\‘HH"HH‘\\H‘HH m Z 43 ee 86 990
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13323: 6-Azathymine
127.0
56.0 AJ\
5000 ‘ N\ s
27.0 950 10.00
42.0 m/z 127.00  80.46%
H\‘H\\‘H!\‘HH}‘H\‘H‘\H\\‘\\\78\(\)\\‘sj\o\‘\?\g‘\()\\\’\\\\‘\\H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
56.0 127.0 m
: : Hi—
9.50 10.00
5000 m/z 56.00 64.92%
27.0
42.0 4
13.0 70.0 84.0 99.0
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13372: 2,4(1H,3H)-Pyrimidinedione, 5-amino- Lot bl Ao f\ A‘” A
56.0 127.0 9.50 10.00
m/z 69.00 55.24%
29.0
5000
70.0 84.0 m
Ao NS TN (o N V1 R R LY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.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, (1-methylpropyl)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.643 0.52 ug/L 78294  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 90
2 Oxirane, 2-methyl-2-phenyl- 134 CSH1e0 002085-88-3 87
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 87
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 83

Abundance Scan 3220 (11.643 min): VU055633.D\data.ms (-3212) (- | m/z 105.00 100.00%
105.0

5000 /\ A )

e S
s09 169 134.0 11.50 12.00

}‘\\H“\\H‘\“\1\‘\\‘\‘\‘\\\\‘\!‘\\‘\\ m/Z 134.00 14.06%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17039: Benzene, (1-methylpropyl)-
105.0 )\
5000 \/\‘ T \/\/?\ T /\
11.50 12.00
134.0 ITI/Z 76.90 12.55%
270 sto T
\\‘HH‘HH‘\H\“\H\‘HH‘HH‘H\HHH‘HH‘\M\‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0 /\/\/\ /\
S USPARYAYIAYS
11.50 12.00
5000 ITI/Z 78.90 8.83%

77.0
270 510 134.0
T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A Af\ A Aﬂ
Abundance #17047: Benzene, (1-methylpropyl)- e L ‘W‘
105.0

11.50 12.00
m/z 106.00 8.62%

5000

134.0

77.0
270 o0 (A

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.093 2.40 ug/L 358786 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 64
2 Indane 118 C9H10 000496-11-7 64
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 58
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 58
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 52
Abundance Scan 3360 (12.093 min): VU055633.D\data.ms (-3348) (- | m/z 117.00 100.00%
117.0
5000
91.0 [L‘ - —.
38.9 63.0 ‘ “ 134.0 12.00
‘H‘HH_H‘_HM‘kuu‘wu_um_uh‘uwHH‘HHM‘H_LW“ m/z 118.00  52.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10180: Indane
117.0
5000 S :
12.00
m/z 115.00  43.38%
390 430 91.0 ‘
\\\%\5\3\\1‘\‘\\\\“\\H‘\H\‘1‘\‘\\‘\iH‘\H\’\H\‘HH‘H!\"HH‘\H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
T \
12.00
5000 m/z 119.00 23.64%
91.0
15.0 39.0 63.0
T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl- WAVARRE I A
117.0 12.00
m/z 91.00 22.18%
5000 91.0
39.0 65.0 W\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00

SFAMUTRO91923WMA.M Tue Oct 17 01:48:07 2023 Page: 9



Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

VUe55633.D

: 03 Oct 2023 12:03

: MD/SY

: 04679-09

: 25.0mL/MSVOA_U/WATER

: 6 Sample Multiplier: 1

Library Search Compound Report

¢ Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@91923WMA.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 7 Benzene, (1-methyl-1-propen... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.611 0.73 ug/L 109812 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 87
3 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 87
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 87
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 87
Abundance Scan 3521 (12.611 min): VU055633.D\data.ms (-3512) (- | m/z 117.00 100.00%
117.0
5000 MA/\W
91.0 e o
389 629 ‘ 31 12.50 13.00
et el e LI sz 132,00 45.71%
miz-> 20 40 60 80 100 120 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
5000 “‘_‘A‘_
12.50 13.00
91.0 m/z 114.95  44.37%
51.0 ‘ 1:%3'0
\\\‘2\7‘\.(\)\“\\“i“\“}‘\??*ﬂ\\‘i\“W\\“‘\‘U L
miz-> 20 40 60 80 100 120 140
Abundance
117.0
12.50 13.00
5000 m/z 91.00 22.69%
91.0
51.0
27.0 74.0 133.0
e B
miz--> 20 40 60 80 100 120 140
Abundance #16123: (E)-1-Phenyl-1-butene ‘ A “ 5
117.0 12.50 13.00
m/z 131.00 19.42%
5000
91.0
28.0 51.0 J
S SO O B O - —aadl
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMUTRO91923WMA.M Tue Oct 17 01:48:08 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 8 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.679 0.73 ug/L 109552  1,4-Dichlorobenzene-d4 11.810
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 C10H12 000767-58-8 87
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 81
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 80
Abundance Scan 3542 (12.679 min): VU055633.D\data.ms (-3533) (- | m/z 116.95 100.00%
117.0
550 ‘ 1250 1300
39.0 64.9 : :
\\\\‘\\\\“\\‘\ \““U\\‘\“,\\‘\\“‘\\\H“ \]‘.‘\h?r\‘sw.o’\\\\ m/Z 114.95 35.78%
miz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
12.50 13.00
91.0 m/z 132.00  25.11%
270 210 74 \ 133.0
\\\\‘\\.\\“\\“\\“W\\.\p’\\‘\\“W\\U‘\‘\“\‘\’\\\\
miz-> 20 40 60 80 100 120 140
Abundance
117.0 A
—— e
12.50 13.00
5000 m/z 90.95 17 .44%
39.0 91.0
15.0 63.0 134.0
A e B
m/iz--> 20 40 60 80 100 120 140 A
Abundance #16104: Indan, 1-methyl- ‘ A — —
117.0 12.50 13.00
m/z 118.00  10.33%
5000
91.0
39.0 65.0
e I ame Ly )y
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03

Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@91923WMA.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 9 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.862 0.52 ug/L 77637 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 90
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 90

Abundance Scan 3599 (12.862 min): VU055633.D\data.ms (-3591) (- | m/z 130.95 100.00%
130.9
5000 Aﬂj\
910 han L L
642 114.9 146.0 12.50 13.00
e T W “M Al r mz e1.ee 20.52%
miz--> 20 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 AR .
12.50 13.00
o 146.0 m/z 114.90  15.38%
39.0 64.0 91.0 .
\2‘4\.9\ \“ T \“\‘\ ‘W.\‘\ \“ T \‘\ T ‘ \‘\ \H ‘ \‘U‘! T ‘ \“\ T
miz--> 20 40 80 100 120 140
Abundance
131.0 J\f\\
WU LAY
12.50 13.00
5000 ITI/Z 128.95 13.61%
91.0 146.0
39.0 64.0 : 115.0
L I e o T A B s e
miz--> 20 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- i / ‘M‘”‘ ‘
131.0 12.50 13.00
m/z 146.00 13.51%
5000
910 146.0
90 o ‘ 115.0 /\ /\
20 Lo 80 L bl L
m/z--> 20 40 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.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 10 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.023 0.53 ug/L 78733  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91

Abundance Scan 3649 (13.023 min): VU055633.D\data.ms (-3640) (- | m/z 119.00 100.00%
119.0

19
5000 ﬁwﬁj\ nﬁA\
A NULL 2

91.0

38.9 64.9 13.00
il L2070 134 00 52.82%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 AN N \
13.00
91.0 m/z 90.95 17.20%

39.0 650
150 U |

! | | ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0 A
T

13.00
5000 ITI/Z 133.00 13.60%
91.0
39.0
15.0 650
LA o B B
m/z--> 20 40 60 80 100 120 140 160 180 200 A\ ﬂm )\AM A
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- A AL L A
119.0 13.00
m/z 120.00  12.25%
5000
410 91.0 A
‘H"H“HN§%9H"w‘ﬁM‘JW“W‘H“H“_“W“H il ﬂﬂﬁu : N
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.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, (2-methyl-1-butenyl)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.248 0.56 ug/L 83788 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 83
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 81

Abundance Scan 3719 (13.248 min): VU055633.D\data.ms (-3694) (- | m/z 131.00 100.00%
131.0
5000 /ka
91.0 1150 | 1460 AWA J\ J\‘/\Mﬂ
389 639 ‘ 13.00 13.50
S PR TR ‘ﬂu“U“MW el m/z 146.00  27.88%
miz--> 20 40 60 80 100 120 140
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
146.0 \ /\ /\
5000 910 USRS A
13.00 13.50
115.0 m/z 91.00  23.66%
890 6?0 | M‘ W
i Nl L | I
\’\\\\‘\\\\‘\\\‘\\\\ \‘\\\\
miz--> 20 40 60 80 120 140
Abundance
131.0 A
1300 1350
5000 m/z 115.00 23.47%
91.0 146.0
390 ga0 1150
L e T
miz-> 20 40 60 80 100 120 140 J\ J\/\\
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- M#\/‘\‘ e i
131.0 13.00 13.50
146.0 m/z 128.90 20.39%
5000 91.0
115.0
T | U
R N I O O 1A PR A WAL/ 0o 1Y
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.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, 2-ethenyl-1,4-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.450 1.34 ug/L 200470 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 89
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 86
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 60
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 60
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 60
Abundance Scan 3782 (13.450 min): VU055633.D\data.ms (-3772) (- | m/z 116.95 100.00%
117.0
e ‘
‘ 13.50
H‘\\\\‘\\\\‘\\H“‘\\\\H‘\‘H\‘}H\‘\\Z?\‘M\\H“‘\H\‘HH’HH}\H‘H}HH‘H m/z 119.06 79.7800
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000 \/\\\ L — —
13.50
51.0 m/z 115.00 40.66%
’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0 J\j\\
NIVIWAAY
132.0 13.50
5000 m/z 132.00 37.73%
91.0
39.0
63.0
15.0
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬁﬂ\ A
Abundance #16144: Benzene, (2-methyl-1-propenyl)- ap e LA 2
117.0 13.50
m/z 134.00 31.42%
132.0
5000 91.0
39.0 65.0
HﬁﬁﬂuNM‘JMHMMHMLWANMHJMHWMHMWMHmmH‘_‘ =
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 13 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.907  e.84 ug/l 125397  1,4-Dichlorobenzene-dd  11.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 95
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 94
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91

Abundance Scan 3924 (13.907 min): VU055633.D\data.ms (-3911) (- | m/z 131.00 100.00%
131.0
AN —5
90.9
\‘\H\“\\‘\‘\“‘W\‘\‘\‘”‘H“HH\H’\‘ \“MH’HH’HH’\‘H\ m/Z 146.00 27.0500
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 = ‘ \A‘
14.00
m/z 129.00 15.86%
20 ea0 MO
\ T ‘ -
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0 A
Ap MVT LS
14.00
5000 ITI/Z 115.00 15.06%
91.0
390 640
B B L o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- —
131.0 14.00
m/z 132.00 12.79%
5000
91.0 /ﬁ
51.0 ‘ /\ f\
“‘H“Hb‘pm‘ﬁ‘m\‘ﬂh‘wwﬁwah‘W“H,“H,‘H‘ Al AN qlla,
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

SFAMUTRO91923WMA.M Tue Oct 17 01:48:14 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.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 14 Benzene, (3-methyl-2-butenyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.039  1.41 ug/l 211382 1,4-Dichlorobenzene-d4  11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94

2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14
4 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14

004175-53-5 90
006682-71-9 87
004912-92-9 87
017057-82-8 87

Abundance Scan 3934 (13.939 min): VU055633.D\data.ms (-3927) (- | m/z 131.00 100.00%
131.0
5000
91.0 ‘ 14.00
64.5 .
T \3\8‘{9\ i “W\‘W”\“‘ T \“\ T “‘\'1\1#}‘9‘ T M‘\ H”\ \]\-6‘2\9 m/Z 146.00 25.74%
mi/z--> 20 40 60 80 100 120 140 160
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 — ‘ \A‘
14.00
39.0 650 m/z 129.80  19.61%
15.0 ‘ '
T \‘\ T \“U‘\ \H‘“\ \“H\ “1“1 \”i“‘ T \‘1 T “Hg_\l\j“(‘)\m T “}M\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance
131.0 /\
Ap HVT LS
14.00
5000 ITI/Z 114.90 15.50%
91.0
39.0
64.0 1130 | 149.0
L L am ma I
m/z--> 20 40 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- —
131.0 14.00
m/z 128.00 13.89%
5000
39.0 91.0
63.0
S R P WO N & Y T N R VPNV VA W
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.190 0.64 ug/L 96275 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 003877-19-8 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 81
5 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000530-93-8 58

Abundance Scan 4012 (14.190 min): VU055633.D\data.ms (-4002) (- | m/z 104.00 100.00%

104.0
5000 146.0
P :

509 20 ‘ ‘ 14.00 14.50
b Ll H it \H Ll 207.1 m/z 146.00 41.27%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
146.0 LA ﬂ\f

5000 0
14.00 14.50

m/z 91.00  33.54%

15.0 390 770 ‘
\‘\\\‘\‘\‘\\\“\\“\\‘m\\\H‘\\\\‘H\\m“\‘“w\‘m\”\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
104.0

14 00 14 50
5000 146.0 m/z 130.95 24.47%
39.0
15.0 78.0
T

m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance  #25039: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0 14.00 14.50

m/z 114.95  23.80%

5000 146.0

390 780

m/z--> 0 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\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.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 16 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.283 1.37 ug/L 204814  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
3 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 83
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 160 C12H16 078920-29-3 81
Abundance Scan 4041 (14.283 min): VU055633.D\data.ms (-4025) (- | m/z 130.95 100.00%
130.9
5000
91.0
389 647 ‘ 14.00 14.50
’m16012068 m/Z 146.00 37.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
o
5000 P L
14.00 14.50
39.0 5.0 m/z 117.80  34.19%
15.0 ' |
Al
\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0 M\/\
Y mL
14.00 14.50
5000 m/z 115.00  29.95%
105.0
39.0 77.0
R B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl- —¥= e
131.0 14.00 14.50
m/z 128.95 23.80%
5000
103.0
39.0 77.0 ‘ ‘
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\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03

Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@91923WMA.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 17 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.875 0.54 ug/L 80961 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 62
2 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 52

3 2-Methyl-4-phenyl-3-butyn-2-o0l 160 C11H120 001719-19-3 46
4 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 46
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 43
Abundance Scan 4225 (14.875 min): VU055633.D\data.ms (-4215) (- | m/z 144.95 100.00%
144.9
5000
115.0
64.9 509 14:50 15.00
38.9 . : :
T T \“ T \“\‘\ “H\“\“‘\ ‘\H“‘\ i ‘m\‘\ T 174.1 m/Z 131.00 65.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 i R
14.50 15.00
115.0 m/z 127.90  31.42%
39.0 650 91.0 ‘ |
\\\.‘\\\\“‘\\‘\‘\‘m\\\‘H‘\\‘\\“\\\}“i\ \\“h\\\"‘\\\\ 1
miz--> 20 40 60 80 100 120 140 160
Abundance
145.0
— ——
14.50 15.00
5000 m/Z 129.00 30.07%
91.0 117.0
510 710
A B e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #36174: 2-Methyl-4-phenyl-3-butyn-2-ol — i
145.0 14.50 15.00
m/z 146.00 26.89%
43.0
5000
115.0 A
77.0 ‘
50 o b L allafly P
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\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03

Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@91923WMA.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 18 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.016 0.77 ug/L 114515 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 62
2 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 58
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 55
4 4-Methyl-2H-benzopyrane 146 C10H100 021776-94-3 46
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 46

Abundance Scan 4269 (15.016 min): VU055633.D\data.ms (-4258) (- | m/z 131.00 100.00%
131.0
5000
76.8 T 160.0 LIS ﬂm‘
39.0 : ‘ ' 15.00
L \“‘\ \‘le‘q‘\l \“‘\”\‘H‘ iy ““\ T \‘\H T ’M\ b T m/Z 117.95 52.59%
m/z--> 20 60 80 100 120 140 160
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 \ B ‘Od /\fq
39.0 o 14615é5 52.57%
150 ‘ 63.0 L m/z . .57%
\\‘\ ‘ \‘i‘\ \‘i‘\ \M\h\m\‘“‘ T \‘} T “‘\ \1\ ‘\‘“‘\ T ’ \\.\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance \ A
146.0
bl b
118.0 15.00
5000 m/z 144.95 52.13%
91.0
39.0 65.0
e e e e e
m/z--> 20 60 80 100 120 140 160
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- —— ‘
131.0 15.00
m/z 129.00 37.68%
5000
39.0 91.0
15.0 63.0 L
il _‘“‘H,Hmw M
m/z--> 20 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : 03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.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 unknown-02 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.418 0.52 ug/L 77521  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,7-Methanonaphth[2,3-b]oxirene,... 158 C11H100 013137-34-3 36
2 1-Phenyl-hexa-1,2-diene 158 C12H14 1000146-04-1 32
3 1-Naphthalenemethanol 158 C11H100 004780-79-4 32
4 Benzene, 1,3-hexadienyl- 158 C12H14 041635-77-2 32
5 Cyclobutanecarbonitrile, 1-phenyl- 157 C11H11N 014377-68-5 27

Abundance Scan 4394 (15.418 min): VU055633.D\data.ms (-4379) (- | m/z 128.95 100.00%

128.9
5000
158.0

—
62.9 15.50
38.9 88.9 ‘
‘\\\\“‘\\“\ \“M‘\”\H‘\H‘\\HH’“}H‘\‘\“H“‘\ \‘\‘1“’\\1‘\‘\\\\‘2\0\8\.9 m/Z 141.00 43.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34703: 2,7-Methanonaphth[2,3-b]oxirene, 1a,2,7,7a-tetr
129.0

5000 T T T T T T T

15.50
158.0 m/z 115.00  40.56%

390 639 102'0‘\ ‘\ ‘
| 1 I il | | L ulll L
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\ \\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
129.0 /w/
——

15.50
m/z 142.00 40.18%

5000
158.0
91.0
R R o e L R R R e RN R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34683: 1-Naphthalenemethanol “/\m”‘ o e, 4
129.0 15.50
158.0 ITI/Z 130.00 25.43%
5000
200 510 770 1020 | | | Vi //\w fy
A B o o L o B A R
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100323\
Data File : VU@55633.D

Acqg On : @03 Oct 2023 12:03
Operator : MD/SY

Sample : 04679-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91923WMA.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|
(DEL) Alkane: S... 1.489 1.1 ug/L 83796 1 6.248 392224 5.0
Ethane, 1,2-dic... 2.370 9.0 ug/L 703772 1 6.248 392224 5.0
unknown-01 9.669 0.6 ug/L 61111 2 9.415 490696 5.0
Benzene, (1-met... 11.643 0.5 ug/L 78294 3 11.810 747129 5.0
Indane 12.093 2.4 ug/L 358786 3 11.810 747129 5.0
Benzene, (1-met... 12.611 0.7 ug/L 109812 3 11.810 747129 5.0
Benzene, 1l-ethe... 12.679 0.7 ug/L 109552 3 11.810 747129 5.0
1H-Indene, 2,3-... 12.862 0.5 ug/L 77637 3 11.810 747129 5.0
Benzene, 1,2,4,... 13.023 0.5 ug/L 78733 3 11.810 747129 5.0
Benzene, (2-met... 13.248 0.6 ug/L 83788 3 11.810 747129 5.0
Benzene, 2-ethe... 13.450 1.3 ug/L 200470 3 11.810 747129 5.0
1H-Indene, 2,3-... 13.907 0.8 ug/L 125397 3 11.810 747129 5.0
Benzene, (3-met... 13.939 1.4 ug/L 211382 3 11.810 747129 5.0
Naphthalene, 1,... 14.190 0.6 ug/L 96275 3 11.810 747129 5.0
Naphthalene, 1,... 14.283 1.4 ug/L 204814 3 11.810 747129 5.0
Benzene, 1,3,5-... 14.875 0.5 ug/L 80961 3 11.810 747129 5.0
Naphthalene, 1,... 15.016 0.8 ug/L 114515 3 11.810 747129 5.0
unknown-02 15.418 0.5 ug/L 77521 3 11.810 747129 5.0

SFAMUTRO91923WMA.M Tue Oct 17 01:48:20 2023

23



