LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 38 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\SFAMUTR121123WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@56860.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.354 14 20 39 rvB3 62525 77614 4.67% 0.286%
2 1.589 81 93 106 rVB2 105342 146356 8.81% 0.539%
3 1.904 183 191 205 rBV 69936 97506 5.87% ©.359%
4 2.554 383 393 413 rVB 124192 201476 12.13% 0.742%
5 2.776 451 462 479 rVB 70230 119874 7.22% 0.441%
6 4.653 1031 1046 1055 rBvV2 39328 86030 5.18% 0.317%
7 4.737 1056 1072 1118 rVB2 53399 290649 17.50% 1.070%
8 5.052 1156 1170 1189 rVB 159861 349578 21.04%  1.287%
9 5.367 1252 1268 1282 rBvV3 15088 33285 2.00% 0.123%
106 5.711 1355 1375 1382 rBV3 307476 698995 42.08% 2.573%
11 5.759 1382 1390 1420 rVB 551711 1158008 69.71% 4.263%
12 6.242 1527 1540 1571 rBV 272438 536096 32.27% 1.973%
13  6.496 1602 1619 1624 rBV2 52694 108058 6.51% 0.398%
14 6.534 1624 1631 1653 rVB2 82125 169974 10.23% 0.626%
15 6.685 1665 1678 1690 rBV 182059 357208 21.50% 1.315%
16 6.795 1704 1712 1725 rVB4 26067 51724 3.11% 0.190%
17 7.563 1937 1951 1965 rBV 85233 155773 9.38% 0.573%
18 7.846 2031 2039 2043 rVW5 22743 40666 2.45% 0.150%
19 7.891 2043 2053 2064 rVvV 302166 553329 33.31% 2.037%
20 7.962 2064 2075 2107 rVV 868406 1595135 96.03% 5.872%
21 8.177 2128 2142 2151 rWV 53355 93978 5.66% 0.346%
22 8.232 2151 2159 2175 rVB3 30922 62362 3.75% 0.230%
23 8.357 2184 2198 2209 rBV7 17496 34314 2.07% 0.126%
24  8.644 2276 2287 2314 rBV 342952 727225 43.78% 2.677%
25 8.798 2326 2335 2345 rVB8 17381 32842 1.98% 0.121%
26 8.917 2362 2372 2382 rBV2 62387 115181 6.93% 0.424%
27  9.158 2437 2447 2461 rBV2 42929 79413 4.78% 0.292%
28 9.412 2513 2526 2533 rBV 398369 752900 45.32% @ 2.771%
29 9.502 2549 2554 2562 rVB2 23285 31651 1.91% 0.117%
30 9.563 2562 2573 2585 rVWW3 96604 183381 11.04% 0.675%
31 9.698 2596 2615 2627 rVV7 157265 490392 29.52% 1.805%
32 9.753 2627 2632 2659 rVB2 59213 127958 7.70% 0.471%
33 9.881 2659 2672 2684 rBV2 56556 108920 6.56% 0.401%
34 10.029 2700 2718 2725 rBV5 145074 378334 22.78%  1.393%
35 10.235 2768 2782 2785 rBv4 87819 162505 9.78% 0.598%

36 10.267 2785 2792 2801 rVB 204902 328589 19.78% 1.210%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 38 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\SFAMUTR121123WMA.M
Title : TRACE VOA SFAM1.0
37 10.357 2809 2820 2839 rVB8 154997 420912 25.34%  1.549%
38 10.531 2864 2874 2890 rBV8 81531 209464 12.61% 0.771%
39 10.692 2914 2924 2932 rBV3 167679 288207 17.35% 1.061%
40 10.753 2934 2943 2950 rVV2 166970 294350 17.72% 1.084%
41 10.804 2951 2959 2978 rVB4 322043 609632 36.70%  2.244%
42 10.901 2980 2989 2995 rBv2 52317 89773 5.40% 0.330%
43 10.943 2996 3002 3010 rBV5 58476 95457 5.75% ©.351%
44 11.013 3013 3024 3032 rBvie 127183 269342 16.21% 0.991%
45 11.058 3033 3038 3042 rBv4 51001 67556 4.97%  0.249%
46 11.177 3067 3075 3086 rVB4 95735 174297 10.49% 0.642%
47 11.299 3098 3113 3128 rVV6 211715 518185 31.19% 1.907%
48 11.377 3130 3137 3140 rVV9 28598 44850 2.70% ©0.165%
49 11.412 3141 3148 3155 rvV 108749 186215 11.21% 0.685%
50 11.460 3155 3163 3187 rVB 365585 742485 44.70%  2.733%
51 11.602 3198 3207 3214 rBV 252608 431487 25.98% 1.588%
52 11.708 3233 3240 3246 rBvV3 66871 101989 6.14% 0.375%
53 11.807 3260 3271 3285 rBV 467576 854584 51.45%  3.146%
54 11.888 3290 3296 3304 rVB 111054 165521 9.96% 0.609%
55 12.087 3347 3358 3376 rBV 777409 1279569 77.03% 4.710%
56 12.184 3377 3388 3410 rVB4 747956 1661132 100.00% 6.115%
57 12.296 3413 3423 3438 rBV2 266484 441620 26.59% 1.626%
58 12.373 3441 3447 3460 rVB5 56564 113972 6.86% 0.420%
59 12.460 3461 3474 3477 rBV6 32455 67220 4.05% 0.247%
60 12.563 3501 3506 3511 rVB2 75049 88305 5.32% 0.325%
61 12.605 3511 3519 3533 rVB 426731 723669 43.56% 2.664%
62 12.676 3534 3541 3544 rBV 80202 103455 6.23% 0.381%
63 12.708 3545 3551 3559 rVB3 159280 236650 14.25% 0.871%
64 12.753 3560 3565 3578 rVB2 95220 154240 9.29% 0.568%
65 12.856 3579 3597 3611 rVB3 319860 693399 41.74%  2.552%
66 12.936 3612 3622 3624 rBV2 208759 266760 16.06%  0.982%
67 12.965 3624 3631 3642 rVB 704633 1094689 65.90% 4.030%
68 13.026 3642 3650 3665 rVB6 78719 199881 12.03% 0.736%
69 13.106 3665 3675 3688 rvB3 121349 210491 12.67% 0.775%
70 13.193 3692 3702 3707 rBV 104785 176902 10.65% 0.651%
71 13.248 3712 3719 3728 rVB3 246666 389788 23.47% 1.435%
72 13.319 3734 3741 3755 rVB 71028 112297 6.76% 0.413%
73 13.402 3756 3767 3772 rBvV4 30541 65281  3.93% 0.240%
74 13.447 3772 3781 3794 rVB3 189422 326492 19.65% 1.202%
75 13.521 3796 3804 3809 rBV2 43030 65969 3.97% 0.243%
76 13.553 3809 3814 3820 rVB 47905 55038 3.31% 0.203%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 38 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\SFAMUTR121123WMA.M
Title : TRACE VOA SFAM1.0
77 13.740 3862 3872 3877 rBV5 30981 55485 3.34% 0.204%
78 13.830 3890 3900 3908 rBV4 205322 345499 20.80% 1.272%
79 13.901 3909 3922 3926 rVVv4 149213 339871 20.46% 1.251%
80 13.933 3927 3932 3945 rVB 221040 342666 20.63% 1.261%
81 14.052 3957 3969 3984 rBV3 101930 208105 12.53% 0.766%
82 14.184 4000 4010 4022 rVB3 38041 67879 4.09% 0.250%
83 14.251 4022 4031 4032 rBV6 23235 26355 1.59% ©.097%
84 14.277 4033 4039 4051 rVV3 38355 69929 4.21% ©.257%
85 14.344 4053 4060 4069 rvVs 23102 37292  2.24% 0.137%
86 14.470 4089 4099 4105 rBV5 28377 48759 2.94% 0.179%
87 14.512 4107 4112 4123 rVB5 26220 37476  2.26% ©.138%
88 14.598 4123 4139 4148 rBV7 15203 37993 2.29% 0.140%
89 14.659 4148 4158 4169 rBV3 46625 83499 5.03% 0.307%
990 14.801 4195 4202 4212 rVB2 55203 88930 5.35% 0.327%
91 14.872 4213 4224 4234 rVW4 36342 67414 4.06%  0.248%
92 14.933 4235 4243 4252 rVB3 33123 54502 3.28% 0.201%
93 15.016 4258 4269 4281 rBvV4 51420 110261 6.64% 0.406%
94 15.261 4337 4345 4359 rVB2 85555 142381 8.57% ©.524%
95 15.335 4360 4368 4376 rBV3 30678 43391 2.61% ©0.160%
96 15.412 4383 4392 4403 rBV5 50398 104794 6.31% 0.386%
97 15.910 4538 4547 4563 rVB8 25771 59938 3.61% 0.221%
98 16.518 4727 4736 4749 rBV4 13719 29719 1.79% ©.109%
99 16.756 4803 4810 4825 rBvV4 12585 27821 1.67% 0.102%
100 16.878 4838 4848 4860 rBV2 69448 107815 6.49% 0.397%
Sum of corrected areas: 27166178
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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\VU121423\

: VU@56860.D

: 15 Dec 2023 01:26

: MD/SY

: 05770-07

: 25.0mL/MSVOA_U/WATER
. 38

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

Abundance

800000

700000

600000

500000

400000

300000

200000

100000

1.589

354 1.904

2.554

2.776

TIC: VU056860.D\data.ms

4.65537

5.052

5.759

5.711

5.367

6.242
6.68

B

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

800000

700000

600000

500000

400000

300000

200000

100000

7.

7.89

62

b&é@w

TIC: VU056860.D\data.ms

8.644

8. 917

12.087
12.1

11.807

.888

0
Time-->

850

—
900 9.50

10.00

—
10.50

— —
11.00 11.50

—
12.00

Abundance

800000

700000

600000

500000

400000

300000

200000

100000

0

Time-->

12.965

12.605

12.85
2.296

2.70
12.

13.447

13%%

TIC: VU056860.D\data.ms

33

4 052 15. 26

e i

15.910

16.878
16. 518].6 75

12 50 13 OO

T ‘ T
13.50

14 00

14 50 15. 00

15 50

16 00

16 50 17 0

0 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 35
R.T. EstConc Area Relative to ISTD R.T.
1.354 0.72 ug/L 77614  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 80
2 Chloro(prop-2-yn-1-yloxy)methanone 118 C4H3C102 035718-08-2 39
3 4-Amino-1-butanol 89 C4H11NO 013325-10-5 4

4 Cyclopropane 42 C3He 000075-19-4 4
5 Cyclopropane 42 C3H6 000075-19-4 4

Abundance  Scan 20 (1.354 min): VU056860.D\data.ms (-14) (-) m/z 41.00 100.00%

41.0
5000
R RAAARARRSEEERN SRSy
“ 65.0 1.401.501.601.701.80
0L rrrrrrrprrrrprerrprr ke et e e m/z 39.00  99.61%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #61: Propene
41.0
5000 U R R R R
1.401.501.601.701.80
m/z 43.00 89.30%
26.0
170 il ‘ “
O H\‘\\\\‘\\\\‘iH‘H‘HM‘\‘\H‘HH‘\H\‘\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9827: Chloro(prop-2-yn-1-yloxy)methanone
39.0
P
1.401.501.601.701.80
5000 m/z 43.95 70.60%
63.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2453: 4-Amino-1-butanol R EREaE A RaRES L
30.0 1.401.501.601.701.80
m/z 42.00 54.69%
5000
45.0
0 150 ] 700 89.0
e e e e e e e e e e A e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 1.401.501.601.701.80

SFAMUTR121123WMA.M Mon Dec 18 06:41:41 2023 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 (DEL) Alkane: Cyclic8.917 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
8.917 0.76 ug/L 115181  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64

Abundance Scan 2372 (8.917 min): VU056860.D\data.ms (-2362) (-) m/z 111.10 100.00%
111.1

69.0
5000 55.0
41.0 83.0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
‘ ‘ 06.6 196.0 8.60 8.80 9.00 9.20
oH_m_m_Hwww“_”‘l‘Hm,mwr_Hw;lwmw m/z 69.00 79.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 41.0 55.0 ST T T
8.60 8.80 9.00 9.20
83.0

m/z 54.95 44.52%

27.0
97.0 | 1260
\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0

8.60 8.80 9.00 9.20

o

5000 41.0 55.0 m/z 41.00 30.66%
83.0
27 0

0 |1 . k 9o7.0 | 1260

‘W‘H‘_‘H‘H‘w‘Hw‘H‘_‘H‘H‘W‘H‘_H‘_‘H‘H‘W‘H‘_‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl- “‘H“‘H“‘H“W“‘

69.0 111.0 8.60 8.80 9.00 9.20

m/z 83.05 25.39%

55.0
5000 41.0
83.0
270
o | 970 | 1260
SO O O RO NP . £ O sl

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 (DEL) Alkane: Cyclic9.158 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
9.158 0.53 ug/L 79413  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 94
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 93
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 87
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 87
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 74
Abundance Scan 2447 (9.158 min): VU056860[NdMarns(2437)() m/z 110.95 100.00%
69.0 111.
55.0
5000
40.9 126.0 N /M
Aot e
‘ H ‘ 8{4'0 ‘ 8.80 9.00 9.20 9.40
0 m,mWm_m_m‘M‘m‘,m‘ml‘lwu‘we_m“\m,m,m m/z 68.95 90.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0
41.0
5000 L L R B I IR B
27.0 126.0 8.80 9.00 9.20 9.40
’ m/z 55.00 63.39%
L W
0 \H’\H\‘\H\‘HH‘\\H“\‘\H‘H\M’\H\N‘!H‘H\‘\‘\\H‘l\\\’\\\\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
6.0 111.0
T
55.0 8.80 9.00 9.20 9.40
5000 41.0 m/z 40.90 31.91%
126.0
il e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. S RN REEEEREE
69.0 111.0 8.80 9.00 9.20 9.40
55.0 m/z 70.00 30.12%
41.0
5000
21.0 126.0 J\\
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 (DEL) Alkane: Cyclic9.753 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
9.753 0.85 ug/L 127958 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 64
2 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 53
3 Oxalic acid, cyclohexylmethyl et... 214 C11H1804 1000309-68-0 53
4 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 50
5 Oxalic acid, di(cyclohexylmethyl... 282 C16H2604 1000309-68-5 50

Abundance Scan 2632 (9.753 min): VU056860 D\data.ms (-2627) (-) m/z 55.00 100.00%

55.0 97.
5000
41.0 69.0 126.1
P =
el o L e
O bt sl b e m/z 97.100 95.76%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0 ﬁ\
5000 - —r
41.0 9.50 10.00
69.0 126.0 m/z 96.00  32.90%
27.0 ‘ ‘ ‘
0 \‘H\‘\“HH‘VH\H‘\‘\!\‘H\M}\Hﬁ?\?‘\\\1‘\\1\-\]-‘]\-\\0\‘\\\\‘\\\\‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #125698: Oxalic acid, butyl cyclohexylmethyl ester NJU\
55.0
97.0 el P
9.50 10.00
5000 m/z 69.00 31.56%
41.0
810
o 20 L e 110 1410
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #91620: Oxalic acid, cyclohexylmethyl ethyl ester = _—
55.0 9.50 10.00
97.0 m/z 68.10 30.03%
5000
41.0 8L.0
o\o\h\mol‘”o A Do WL
m/z--> 20 30 40 50 60 70 80 90 100110120130140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 7 (DEL) Alkane: Cyclic10.029 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.029 2.51 ug/L 378334  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 87
2 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 87
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 87
4 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 81
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 74
Abundance Scan 2718 (10.029 min): VU056860.D\data.ms (-2700) (- | m/z 97.00 100.00%
97.0
55.0
5000
21.0 69.0
126.1 ‘10\00‘ f
ol ) 33O ) 1110 : ;
ou,wwww‘m el ol e m/z 55.00  80.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 910
5000 ‘10\00‘ \
41.0 ’
69.0 m/z 69.00  31.06%
Lol 30 || g 0
O \\’\\\‘\“\\\\‘“\\\‘!‘\\\‘\\IH‘\\\\“\H\\‘\\\l‘\\\\‘\-\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13239: 1-Ethyl-4- methylcyclohexane
55.0 .0
T \
10.00
5000 m/z 41.00 27 .43%
41.0 690 126.0
27.0 ‘
S O X (N EL N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13274: cis-1-Ethyl-3- methyl cyclohexane o ‘
55.0 .0 10.00
m/z 126.10 17.76%
5000
410 69.0 126.0
w0 | mo A
PO I T T .00 0 WANIPAW
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 (DEL) Alkane: Cyclicl@.235 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.235 1.08 ug/L 162505 Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 74
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 72
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 72
4 n-Pentadecylcyclohexane 294 C21H42 006006-95-7 59
5 n-Heptadecylcyclohexane 322 C23H46 019781-73-8 59

Abundance Scan 2782 (10.235 min): VU056860 D\data.ms (-2768) (- m/z 55.00 100.00%

55.0 83.1
5000 40.9

97.0 126.1 10,00 1050
H ulll \“ | 1121 ' '

“““H“ bl i Sl m/z 83.10 99.46%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0

o

o

5000 N SRR
41.0 10.00 10.50
m/z 82.10 98.64%
27.0 6.0 126.0 /
0H‘HH‘\H‘\“\H\“MH\‘\‘H‘\‘HH“HH"1\\‘9\7\.9\]\-\]-‘]\“\(\)\‘\\!\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13250: Cyclohexane, (1-methylethyl)-
55.0 82.0
b P
10.00 10.50
5000 410 m/z 67.00 56.78%
27.0 126.0
o L sromo |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13259: Cyclohexane, (1-methylethyl)- ‘ ‘

82.
55.0 2.0 10.00 10.50
m/z 40.90  49.98%

5000 21.0
27.0 126.0
0 L e701110
T T ‘ T

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 unknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.267 2.18 ug/L 328589 Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 49
2 3,3-Tetramethyleneglutaric anhyd... 168 C9H1203 005662-95-3 47
3 Cyclohexene, 1l-ethyl- 110 C8H14 001453-24-3 43
4 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 43
5 Bicyclo[4.2.0]octan-7-one 124 C8H120 054211-18-6 43
Abundance Scan 2792 (10.267 min): VU056860.D\data.ms (-2785) (- | m/z 67.00 100.00%
67.0
5000
96.0
—— —
Aﬁ'o s 10.00 10.50
o NS Y N | T O T m/z 81.00  99.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3234: Cyclohexene, 4-methyl-
81.0
5000 54.0 J ar VAl
10.00 10.50
27.0 m/z 82.00 64.09%
O' \\““‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #44183: 3,3-Tetramethyleneglutaric anhydride
67.0
— i
10.00 10.50
5000 m/z 95.95 32.99%
96.0
41.0
oliso MO Ly | B0 o
miz--> 20 40 60 80 100 120 140 160 /\
Abundance #6714: Cyclohexene, 1-ethyl- k g —
81.0 10.00 10.50
m/z 79.00 23.18%
5000
41.0 110.0
A LU
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.357 2.80 ug/L 420912  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene,l-heptyl- 166 C12H22 004292-00-6 47
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 46
3 9-Octadecyne 250 C18H34 035365-59-4 43
4 1-Pentadecyne 208 C15H28 000765-13-9 43
5 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 41
Abundance Scan 2820 (10.357 min): VU056860.D\data.ms (-2809) (- | m/z 55.00 100.00%
55.0 83.0
5000 1091
— ——
‘ Nm\sz 0 1770 10.00 10.50
ol M e BB m/z 83.80 99.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41541: Cyclopentene,1-heptyl-
67.0
5000 - .
41.0 10.00 10.50
95.0 m/z 81.95 93.62%
‘ 166.0
0 \1\5\.‘0\‘1‘\ \‘i“\ T \MM \“U\ \‘ el T \“\]\-2‘:‘\3.\0\\‘ R N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
. =
10.00 10.50
5000 m/z 66.95 75.45%
27.0 126.0
0 ‘H m‘”‘_‘:‘u‘_Hu‘HH_m_m,uu_m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #136137: 9-Octadecyne — T
81.0 10.00 10.50
41.0 m/z 80.95 71.63%
5000
109.0
‘ 137.0 /\
ol M ALl g L seso 1930 L L UL,
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 11 unknown-@3 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.531 1.39 ug/L 209464  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (-)-trans-Pinane 138 C10H18 033626-25-4 38
2 Cyclohexane, 1,1,4,4-tetramethyl- 140 C1eH20 002223-52-1 38
3 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 019781-47-6 30
4 Cyclohexene, 1,6-dimethyl- 110 C8H14 001759-64-4 30
5 (2E,4E)-3,7-Dimethylocta-2,4-diene 138 C10H18 006874-39-1 25
Abundance Scan 2874 (10.531 min): VU056860.D\data.ms (-2864) (- | m/z 69.00 100.00%
69.0
55.0
95.0 125.1
41.0
5000
7 \
Wl T sge e
Obrrrrreprrestberepllle L I Ll S sz ss.ee 74.76%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #19394: (-)-trans-Pinane
41.0 53.0 95.0
81,0
5000 — :
27.0 10.50
123.0 m/z 94.95 67.71%
‘ 109.0 138.0
OH‘\H\‘HH’”H\‘MH‘\‘HH\}\H‘\HHH“\‘!H’H\\HHH‘HH‘\HMHH’
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20750: Cyclohexane, 1,1,4,4-tetramethyl-
69.0
410 125.0 10,50 ‘
5000 58.0 m/z 125.10  66.85%
27.0 83.0
0 H ‘ 1l H“ 97.0111.0 | 1400
wm‘w,mwmwwm‘w‘w,mwwm‘w_m,
m/z--> 20 30 40 50 60 70 80 90 100110120130140 AV/\/\/\,M
Abundance #12239: Cyclohexane, 1,3-dimethyl-2-methylene-, cis- e
67.0 10.50
109.0
m/z 80.95 61.42%
82.0
5000
41.0
970 H 124.0
oH_H‘J‘W,MH‘;‘mwH;‘Mm‘m!‘,m‘}wwwww, ASA)
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 3,4-Octadiene, 7-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.692 1.69 ug/L 288207 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Octadiene, 7-methyl- 124 C9H1e6 037050-05-8 68
2 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 58
3 Propylidencyclohexane 124 C9H16 002129-93-3 46
4 1H-Indene, octahydro-, cis- 124 C9H1le6 004551-51-3 45
5 Cyclopentane, ethylidene- 96 C7H12 002146-37-4 38

Abundance Scan 2924 (10.692 min): VU056860.D\data.ms (-2914) (- | m/z 67.00 100.00%

67.0
81.0
5000 95.0
41.0
109.1 T ——
‘ 540 H ‘ ‘ H 124.1 10.50 11.00
0 ‘_muuHmHlwm‘lﬂ_H‘:Hm“:‘\uwuu;‘M:u‘m,“l"f'?"?‘ m/z 80.95 58.89%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12177: 3,4-Octadiene, 7-methyl-
67.0
41.0
81.0
5000 95.0 T T
10.50 11.00
H 109.0 m/z 82.00 55.14%
0 ‘ ‘ 124.0
0 \‘\H\l!\HﬁlM‘\‘\‘\M\‘i\H‘w\‘\H“\‘\1\‘HH’\H\‘\EH’\H\‘HH
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12142: 3-Octyne, 2-methyl-
67.0
= 1
82.0 10.50 11.00
5000 ITI/Z 94.95 47 .31%
41.0
95.0
}o 1090 1540
5
0 Wm‘;1“”“‘%1“‘H‘:!“m“‘; Mwuumuu‘,‘HW!H,HHWH
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12152: Propylidencyclohexane T T
67.0 81.0 10.50 11.00
m/z 40.95 35.65%
41.0
5000
95.0 124.0
>S40 109.0
O et e e ey —— ——
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 (DEL) Alkane: Cyclicle.8e4 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.804 3.57 ug/L 609632 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 76
2 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 64
3 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 64
4 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 64
5 Silane, trimethyl(3-methyl-1-but... 140 C8H16Si 018388-07-3 58
Abundance Scan 2959 (10.804 min): VU056860.D\data.ms (-2951) (- | m/z 69.00 100.00%
69.0
125.1
5000
96.0 - S
‘ ‘ I H ‘ 140.1 10.50 11.00
oHH_WHHMu‘lwﬂ\‘ \HM‘_Hww‘wW‘mAHWWM‘ m/z 70.00  77.55%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000 N~ =~
125.0 10.50 11.00
84.0 m/z 125.05 68.51%
26‘ | \T‘\ | | | 1o
O\\H‘H\\‘\\\\‘\H\‘\\\\‘\\H‘H\‘\“H\\‘H‘i\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20705: 2-Octene, 2,6-dimethyl-
41.0 69.0 M\N
10.50 11.00
5000 m/z 55.00 66.49%
84.0
111.0 140.0
0‘““‘291‘””;”W‘mwm‘lwW!Hwwm“mwwmlm‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20706: 2-Octene, 2,6-dimethyl- — —
69.0 10.50 11.00
m/z 41.00 56.28%
5000
430 140.0
o O T
o"‘w"‘WW"‘_"‘Ww"‘H"‘HwH_Wwwww - e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26

Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 16 Bicyclo[3.1.0]hexan-2-one, Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.013  1.58 ug/l 269342  1,4-Dichlorobenzene-d4  11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexan-2-one, 5-(1-... 138 COoH140 000513-20-2 60

020536-40-7 50
020536-41-8 50
042558-37-2 49
000513-20-2 46

2 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C1@H18
3 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18
4 endo-2-Methylbicyclo[3.3.1]nonane 138 C10H18
5 Bicyclo[3.1.0]hexan-2-one, 5-(1-... 138 C9H140

Abundance Scan 3024 (11.013 min): VU056860.D\data.ms (-3013) (- | m/z 81.00 100.00%

55.0 81.0
4Lo 96.0
5000 :
125.0 T T
I T ol
Obeprrmrpereitlepdlle el Ll Lssbl L Twsz ss.ee  e3.82%
miz--> 20 30 40 50 60 70 80 90 100110 120130140
Abundance #20293: Bicyclo[3.1.0]hexan-2-one, 5-(1-methylethyl)-
81.0
96.0
67.0
5000 — ‘
41.0 ; 11.00
m/z 67.00 61.58%
27.0 ‘ ‘ ‘ ‘ 1230 1380
O \‘\\\‘\“\\\}"1‘\\\"HM1\’\‘\‘1\”\\\‘}i\‘\\\‘w!\\‘\\‘\\H\\\\}\‘i\\‘\\\!‘\\\\‘
miz--> 20 30 40 50 60 70 80 90 100110 120130140

Abundance #19541: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo-
95.0

=

55.0 — :
41.0 1090 11.00
5000 69.0 m/z 69.00 59.06%
T
o“mwHH,HH,“‘H,‘m_HU_‘HM‘WH‘}w_“”w!_w
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #19539: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo- —— ‘
95.0 11.00
550 1090 m/z 96.05 58.917%
41.0
5000 70.0
123.0 138.0
0] B AR S
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.00

SFAMUTR121123WMA.M Mon Dec 18 06:41:54 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.177 1.02 ug/L 174297 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octene, 4-ethyl- 140 C1OH20 053966-51-1 46
2 2-Octene, 4-ethyl- 140 C10H20 053966-52-2 46
3 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 45
4 1-Decene 140 C10H20 000872-05-9 43
5 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C10H20 062960-76-3 38
Abundance Scan 3075 (11.177 min): VU056860.D\data.ms (-3067) (- | m/z 55.00 100.00%
55.0
70.0
97.0
5000
39,0 125.1
—— —
M [ 1l ‘ 141.1 R
0Frr e L “u_mw‘m_‘ m/z 69.00  94.64%
m/z--> 20 40 60 80 100 120 140
Abundance #20667: 3-Octene, 4-ethyl-
55.0
5000 S L=
270 90 11.00 11.50
H 98.0 140.0 m/z 70.00  72.63%
O\\\’\\\\‘\\\!“\‘M‘\\”“‘l\\\“‘\\1\3\0‘\\\\1\\
m/z--> 60 80 100 120 140
Abundance #20668: 2-Octene, 4-ethyl-
55.0
= —=
11.00 11.50
5000 m/z 97.05 56.46%
83.0
29.0
H ‘ 98.0 140.0
0 m,‘mw\mw‘lw_uw““\“1‘1‘3‘-9””1”
m/iz--> 40 60 80 100 120 140
Abundance #13271: Cyclopentane, (2-methylpropyl)- —— e
41.0 69.0 11.00 11.50
m/z 81.00 56.11%
5000
‘ ‘ 840 1110
oz U L e Y WY
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 Cyclohexene,4-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.299 3.03 ug/L 518185 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene,4-butyl- 138 C10H18 021524-26-5 59
2 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 58
3 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 58
4 Carbonic acid, ethyl cyclohexylm... 186 C10H1803 1000357-91-5 46
5 Carbonic acid, butyl cyclohexylm... 214 C12H2203 1010357-84-5 46
Abundance Scan 3113 (11.299 min): VU056860.D\data.ms (-3098) (- | m/z 81.00 100.00%
81.0
5000 96.0
55.0
39,0 ‘_ —
M ‘ ‘ H ‘ 124.1 11.00 11.50
ol ally b Wl il L] 3400 e e 57 78%
miz-> 20 40 60 80 100 120 140
Abundance #19411: Cyclohexene,4-butyl-
81.0
54.0
96.0
5000 —r ——
11.00 11.50
39,0 138.0 m/z 95.95 50.78%
O ]-\5\0‘ \‘H\ \‘}‘1 ‘ \H!‘ ’ ‘\ \‘\ ‘\" T \“\ \:L’Z:\;.\()\ T ’ T
miz-> 20 40 60 80 100 120 140
Abundance #12160: Cyclohexene,3-propyl-
81.0
—— —
11.00 11.50
5000 m/z 81.95 49.42%
410
‘ 9?0 124.0
0 1‘5‘0_\«‘_‘” e
miz--> 20 40 60 80 100 120 140
Abundance #12156: Cyclohexene,3-propyl- T T
81.0 11.00 11.50
m/z 54.95 29.57%
5000
41.0
124.0
9?.0
S INNL B S DN MSSORNY f AL /0
m/z--> 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 Benzene, tert-butyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.412 1.09 ug/L 186215 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, tert-butyl- 134 C1oH14 000098-06-6 94
2 Benzene, tert-butyl- 134 C1eH14 000098-06-6 90
3 Benzene, tert-butyl- 134 C1eH14 000098-06-6 90
4 Benzene, tert-butyl- 134 C10H14 000098-06-6 87
5 o-Cymene 134 C1oH14 000527-84-4 81
Abundance Scan 3148 (11.412 min): VU056860.D\data.ms (-3141) (- | m/z 119.00 100.00%
119.0
91.0
5000
13a0 A
4.0 e 11.50
0L ““‘ A, ey \M‘M e ‘H i m/z 91.00 75.78%
miz-> 20 40 60 80 100 120 140
Abundance #17022: Benzene, tert-butyl-
119.0
91.0
5000
11.50
41.0 134.0 m/z 134.00  22.79%
04 \1\5\.0‘ e \“ T \“1 \“6?.\0\ \m 4 \’“\ T \‘\"‘ LI
miz-> 20 40 60 80 100 120 140
Abundance #17020: Benzene, tert-butyl-
119.0 /\
AL
11.50
5000 91.0 ITI/Z 76.95 12.84%
41.0 134.0
15.0 ‘ ‘ 65.0 |
1] S IR S AT ““HM,M SN A
miz--> 20 40 60 80 100 120 140
Abundance #17017: Benzene, tert-butyl- —
119.0 11.50
m/z 41.00 12.10%
5000 91.0
134.0
41.0
ob 280 bl 20y _
m/z--> 20 40 60 80 100 120 140 11.50

SFAMUTR121123WMA.M Mon Dec 18 06:41:58 2023 Page: 19



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 Benzene, (2-methylpropyl)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.602 2.52 ug/L 431487  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 87
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 87
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 87
4 Benzene, n-butyl- 134 CleH14 000104-51-8 74
5 Benzene, n-butyl- 134 C1oH14 000104-51-8 74
Abundance Scan 3207 (11.602 min): VU056860.D\data.ms (-3198) (- | m/z 91.00 100.00%
91.0
5000
134.0
65.0
4‘]‘..0 ‘ 117.0 1519 11.50 12.00
T L IR LR L R M A et m/z 91.95 52.32%
m/z--> 20 40 60 80 100 120 140
Abundance #17041: Benzene, (2-methylpropyl)-
91.0
5000 T T L
11.50 12.00
65.0 134.0 m/z 134.00  25.69%
39.0
O\1\5\.(‘)\‘\\\“H\\“\\“‘i\\\h‘\\‘\‘\‘\f‘_:\]_‘s\‘.‘o\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17038: Benzene, (2-methylpropyl)-
91.0 ]\ j\
A VN,V
11.50 12.00
5000 m/z 65.00 12.30%
134.0
430 650
27.0 ‘ ‘ 115.0
A L WU SRR, s R
miz--> 20 40 60 80 100 120 140
Abundance #17043: Benzene, (2-methylpropyl)- — —
91.0 11.50 12.00
m/z 41.00 9.60%
5000
430 450 134.0
210 || | 115.0
ol e — —
m/z--> 20 40 6 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@G56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 21 Benzene, 1,2,3-trimethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.888 0.97 ug/L 165521 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3296 (11.888 min): VU056860.D\data.ms (-3290) (- | m/z 105.00 100.00%
105.0
5000 h
— —
50.9 77.0 11.50 12.00
OF ettt 2870 2071 /7 120.05  40.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000 e ]\ - Aa
11.50 12.00
m/z 77.00 10.91%
51.0 77.0
O \\\‘2\7\.\0\“\\““\H“\‘\\\‘H‘\\‘\\‘M\\‘\“"\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
— —
11.50 12.00
5000 m/z 119.10 9.94%
39.0 77.0
0 ‘1‘5"?“1 ‘ ““H“M““‘m““ ‘ “‘“UHM“,Mm,‘m,uw‘mwu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10694: Mesitylene
105.0 11.50 12.00
m/z 91.00 9.79%
) AALMA\dM\Jx«jKJ\JN
77.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

SFAMUTR121123WMA.M Mon Dec 18 06:42:00 2023 Page: 21



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
: VUO56860.D

: 15 Dec 2023 01:26

: MD/SY

: 05770-07

: 25.0mL/MSVOA_U/WATER

: 38 Sample Multiplier:

: TRACE VOA SFAM1.0

: C:\Database\NIST20.

Library Search Compound Report

1

L

LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M

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 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.087 7.49 ug/L 1279576  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-2-methyl- 118 C9H10 000611-15-4 86
3 Indane 118 C9H1e 000496-11-7 81
4 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 64
5 Indane 118 C9H10 000496-11-7 62
Abundance Scan 3358 (12.087 min): VU056860.D\data.ms (-3347) (- | m/z 117.00 100.00%
117.0
91.0 — :
0 630 12.00
Ol b b M 1828 20707 118,00 55.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 - :
12.00
m/z 114.95  38.49%
390 630 L0
O\\]_\5\(‘)\\\\“\\”\\““\‘\\\‘\\“\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
T T T \A‘/\I
12.00
5000 m/z 91.00 18.67%
91.0
39.0 5.0
) N N Y Y A O | N ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0 1200
m/z 116.0 12.18%
5000
39.0 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 1200

SFAMUTR121123WMA.M Mon Dec 18 06:42:01 2023

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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, 1,2-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.296 2.58 ug/L 441620  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 98
2 Benzene, 1,4-diethyl- 134 C1leH14 000105-05-5 93
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
4 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 90
5 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90

Abundance Scan 3423 (12.296 min): VU056860.D\data.ms (-3413) (- | m/z 105.00 100.00%
105.0

5000 134.1

=

77.0
51.0 12.00 12.50

m‘H‘J‘Mu‘w‘m““uw‘!“ et 2050 m/z 118.95  83.90%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0

o

12.00 12.50
77.0 m/z 134.05 47.06%
39.0
0 }‘5‘?“‘\‘““H\}\‘\‘\“‘H“““M\“H““"H“HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17029: Benzene, 1,4-diethyl- Mﬁ
105.0
WSNANIPVYINL
12.00 12.50
5000 134.0 ITI/Z 91.00 37.86%
77.0
27.0
0 HH‘HHH M\“\ Hm‘”\w‘”“HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17030: Benzene, 1,3-diethyl- P =
105.0 12.00 12.50

m/z 117.00  24.75%

134.0
5000
270 510 77.0
T TP M A — :

=
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 (E)-1-Phenyl-1-butene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.605 4.23 ug/L 723669 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 95
2 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 94
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 91
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 91

Abundance Scan 3519 (12.605 min): VU056860.D\data.ms (-3511) (-~ | m/z 117.00 100.00%
117.

7.0
5000 bm
G A

91.0
38.9 65.0 ‘ 133.0 12.50 13.00
Ob b e b e I gz 132,00 43.90%
miz--> 20 40 60 80 100 120 140
Abundance #16123: (E)-1-Phenyl-1-butene
11v.0

i

5000 L s L ay
91.0 12.50 13.00

m/z 115.00  39.15%

28.0 51.0
0 \\\‘\‘1.1\“\\“}”\‘“M\?ﬁdp‘\\‘}\‘Hl\\!“\]‘.}‘\\‘?’\'o‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16141: Benzene, (2-methyl-2-propenyl)-
117.0
= -

91.0 12.50 13.00
5000 ’ ITI/Z 91.00 18.82%
390 650
133.0
0‘¥§9‘w‘HM‘WMuNM‘wM‘Jl‘yw“M“ﬁh““‘
miz--> 20 40 60 80 100 120 140
Abundance #16144: Benzene, (2-methyl-1-propenyl)- T —
117.0 12.50 13.00
m/z 131.05 15.29%
5000 91.0
39.0 65.0
133.0
0 ‘1‘5“'?“:‘u“m“wp‘l“uw”“H‘mpwm!“uﬁ“wm ——t — /
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\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 28 Ethanone, 1-(2,4-dimethylph... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.708 1.38 ug/L 236650 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(2,4-dimethylphenyl)- 148 C1@H120 000089-74-7 81
2 Ethanone, 1-(2,4-dimethylphenyl)- 148 C1@H120 000089-74-7 81
3 Ethanone, 1-(3,4-dimethylphenyl)- 148 C1@H120 003637-01-2 80
4 Ethanone, 1-(2,4-dimethylphenyl)- 148 C10H120 000089-74-7 74
5 Ethanone, 1-(2,5-dimethylphenyl)- 148 C1@H120 002142-73-6 74
Abundance Scan 3551 (12.708 min): VU056860.D\data.ms (-3545) (- | m/z 105.00 100.00%
105.0
133.1
5000
77.0
390 | ‘ | 149.0 12.50 13.00
oo P8 e W ST gz 133005 83.83%
miz--> 20 40 60 80 100 120 140
Abundance #26282: Ethanone, 1-(2,4-dimethylphenyl)-
133.0
5000 105.0 : M A
12.50 13.00
m/z 148.05 37.56%
43.0 77.0
O LI ‘2\7\(\)\“‘\ \‘\5\9‘0\‘\ T \M‘ T \ T "“\ T ‘ T \‘\ ‘]-1 19\.0\‘
miz-> 20 40 60 100 120 140
Abundance #26284: Ethanone, 1—(2,4—dimethylphenyl)—
133.0 /L\ ﬁvf
—4 R
105.0 12.50 13.00
5000 m/z 91.00 23.25%
43.0
27.0
ol 8 M S N
m/iz--> 20 60 100 120 140
Abundance #26280: Ethanone, 1—(3,4—dimethylphenyl)— = —
133.0 12.50 13.00
105.0 m/z 77.00 14.80%
5000
77.0 ZJ
05’19.0 ot Y
m/z--> 20 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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-methyl-2-(1-meth... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.753 0.90 ug/L 154240 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 90
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 90
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 87
Abundance Scan 3565 (12.753 min): VU056860.D\data.ms (-3560) (- | m/z 131.00 100.00%
131.0
5000
91.0 —h —_
50 ‘ ‘ | . pe71 12.50 13.00
o‘u‘_umwmuwwwwﬁ$m“JW‘MH_‘H_?JRHW‘HWH‘WmL m/z 146.00  43.57%
m/z--> 20 40 60 80 100120140160180200220240260

Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-

L)

5000 e
91.0 1250 13.00

m/z 91.00  23.10%

39.0 ‘
\\\\‘\‘\\\“‘\\“\‘\“\‘\\\‘\\‘}\“”\\H““\‘”‘1\‘\”\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0

o

1250 1300
5000 91.0 m/z 115.00 22.57%
39.0
0! “M‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘
m/z--> 20 40 60 80 100120140160180200220240260 j\A
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- :
131.0 1250 1300

m/z 129.00 14.16%

5000

91.0
39.0

O bbbttt b e B e P
m/z--> 20 40 60 80 100120140160 180 200220240260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.856 4.06 ug/L 693399 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 C11H14 004912-92-9 93
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
Abundance Scan 3597 (12.856 min): VU056860.D\data.ms (-3579) (- | m/z 131.00 100.00%
131.0
5000
950 115.0 T T
. 146.1
o oo | e 5095
Ottt U m/z 90.95 24.62%
miz--> 20 40 60 80 100 120 140
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000 — A
12.50 13.00
9L.0 m/z 115.00  16.38%
115.0 146.0
04 ‘2\7‘\.0\ \“ \5\]‘-\‘9 “‘\‘\7\5\1? T “r T rH T \‘H‘! | \‘\ ]
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
- -
12.50 13.00
5000 m/z 146.05 13.70%
146.0
o240 L i el
m/iz--> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- P At S
131.0 12.50 13.00
m/z 129.00 13.16%
146.0
5000
o 910 1150
N R T WP Y S B LV VAP
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\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 unknown-04 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.936 1.56 ug/L 266760 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 43
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 38
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 35
4 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C1@H14 003479-89-8 30
5 4-Methylphenyl acetone 148 C10H120 002096-86-8 30
Abundance Scan 3622 (12.936 min): VU056860.D\data.ms (-3612) (- | m/z 104.95 100.00%
105.0
5000
148.1
_ —
409 \ ‘ \ 206.9 13.00
Obrrrrprrrelbesbeptbee b b Ml 2088 )7 119,00 59.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)-
105.0
5000
148.0 13.00
270 270 ' m/z 90.95  44.21%
L] ‘
0\\\‘\‘\}‘\\“M\\“U\‘H‘\\\“’\\‘}\‘H\\w‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
—
13.00
5000 m/z 148.05 33.55%
91.0
0 15?‘39‘“0“‘630‘”, ‘ Hl‘u M e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\A AA
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- : —4 v
119.0 13.00
m/z 106.10 24.81%
5000
91.0
w80 L.
ob280 0 b L e e e
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\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.965 6.40 ug/L 1094690 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 3631 (12.965 min): VU056860.D\data.ms (-3624) (- | m/z 119.00 100.00%
119.0
5000
91.0
390 650 | || 1491 13.00
Ot SRS m/z 134,00 50.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 el S i
13.00
m/z 91.00 14.37%
41.0 91.0
0 \1\5\-(‘)\‘\ T \“‘.\ \‘\‘\‘6?.\0\ \““ T T “}‘\ \‘\“l T \M\ LB I
m/z--> 20 40 60 80 100 120 140 160
Abundance #17069: Benzene, 1,2,4,5-tetramethyl-
119.0
—
13.00
5000 ITI/Z 133.00 10.24%
o 10
-
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 13.00
m/z 120.00 9.82%
5000
91.0
39.0 65.0
0\1\5‘\-0‘\‘\\\“‘\\“1‘\“1‘\\\‘H‘\\‘\\‘W\\w‘l\\\M\‘\\\\‘\\\ A—/\‘ i \/\/\\\/\
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\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 Benzene, 2,4-diethyl-1-methyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
13.026 1.17 ug/L 199881 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 74
2 o-Cymene 134 C1oH14 000527-84-4 55
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 55
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 50
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 50

Abundance Scan 3650 (13.026 min): VU056860.D\data.ms (-3642) (- | m/z 133.00 100.00%

138.0
5000
91.0

410 649 13.00

0! il 290 myz 119,00 83.11%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26380: Benzene, 2,4-diethyl-1-methyl-
133.0
5000

91.0 13.00
m/z 134.05 45.08%
39.0 .
150,299 || |
O\\‘\‘\\‘\\‘\\‘1‘\‘”H\“\H‘\H‘H \w\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16991: o-Cymene
119.0
An Jin SIS
13.00
m/z 148.15 22.98%
5000 910 /
39.0 65.0
150 "L Ly
O A A o B
m/z--> 20 40 60 80 100 120 140 160 180 200 qﬂ Aﬁv¢
Abundance #26348: 3,4-Dimethylcumene = -
133.0 13.00
m/z 91.00 18.22%
5000
105.0
41.0 77.0
TSI Y O 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\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26

Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 34 Benzene, (1-methyl-1-butenyl)- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
13.106  1.23 g/l 210491  1,4-Dichlorobenzene-d4  11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 95

2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14
146 C11H14
146 C11H14

4 Benzene, (3-methyl-2-butenyl)-
5 Benzene, (2-methyl-1-butenyl)-

017057-82-8 90
000769-57-3 90
004489-84-3 89
056253-64-6 89

Abundance Scan 3675 (13.106 min): VU056860.D\data.ms (-3665) (-
131.1
5000
91.0 115.0
50.9 ‘ ‘ ‘ 14*8-1
S W .= PO NN | el
miz--> 20 40 60 80 100 120 140
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0
5000
- 51.0 115.0
Otrr+ T \‘\‘\ \“i‘\ \“H\ “‘1“\7\4“.} “ -l “‘1‘\ \‘H! T ‘1\?'\0\ T
miz--> 20 40 60 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000
91.0
115.0
¥ e300 T 1470
0 “““w“h“W‘WN“uW"u;“”u“U“dw“‘U““
miz--> 20 40 60 80 100 120 140
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0
39.0 115.0
e I
Obrrrp “‘H“M“Uhl‘ﬂu‘ul“JJ“J“dW“ M
miz--> 20 40 60 80 100 120 140

m/z 131.05 100.00%

=

= 7
13.00 13.50

m/z 90.95 30.12%

.

T —
13.00 13.50

m/z 146.05 24.04%

Ly

13.00 13.50

m/z 114.95 24.00%

3

e T
13.00 13.50

m/z 133.00  21.52%

=

13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 35 3,4-Dimethylcumene Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.193 1.04 ug/L 176902 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylcumene 148 C11H16 1000370-34-1 95
2 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 91
3 Benzene, 2,4-dimethyl-1-(1-methy... 148 C1l1H16 004706-89-2 91
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 91
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 91

Abundance Scan 3702 (13.193 min): VU056860.D\data.ms (-3692) (- | m/z 133.05 100.00%
138.1

=

5000
91.0
410 649 ‘ 115.0 ‘ 13.00 13.50
0 M“" s ‘w"‘ ; M e \“““‘ ‘M”‘ : ;‘1“ it m/z 148.00 22.02%
m/z--> 0 20 40 60 80 100 120 140
Abundance #26348: 3,4-Dimethylcumene
1338.0
5000 /JkNj\“

4
13.00 13.50
m/z 91.00 16.85%

105.0
41.0 77.0
0 T \1\5\-?\‘\ T “\“ \‘1‘5\8‘.‘0‘”\ T \‘”‘ T \‘\‘\“\‘\ \MH‘ T i‘\‘\ T e
miz--> 0 20 40 60 80 100 120 140
Abundance  #26411: Benzene, 1,4-dimethyl-2-(1-methylethyl)-
133.0

=
13.00 13.50

5000 m/z 105.00 14.82%
150 3%0 650 gﬁo 1150 |
oY ERRUECEEN M A VRO AR VOO WYY RSB N
m/z--> 0 20 40 60 80 100 120 140
Abundance #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)- — : :
138.0 13.00 13.50

m/z 115.00 11.97%

5000
150 3%0 650 9%0 1150
0 I \}\ nn I

\
T ‘
m/z--> 0 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\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 36 Benzene, (2-methyl-1-butenyl)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.248 2.28 ug/L 389788 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 95
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 70
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 70
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 70

Abundance Scan 3719 (13.248 min): VU056860.D\data.ms (-3712) (- | m/z 131.00 100.00%
131.0
5000
T Aujk&,Afpﬁ
51.0 ‘ 13 00 13. 50
0 ‘HH\uuhuwhum_mm‘H,‘MW:M‘H_HWHHZ,Q?? m/z 119.00  47.04%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0

13.00 13.50
m/z 91.00 36.47%

mo 650 || )
‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\‘\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0

o

91.0 1300 1350
5000 m/z 115.00 25.84%
41.0 65.0
0! b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0 1300 1350
m/z 146.0 25.25%
5000
91.0 /\
90 650
s OOV O B B VW L L N
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 1350

SFAMUTR121123WMA.M Mon Dec 18 06:42:15 2023 Page: 33



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 38 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.447 1.91 ug/L 326492 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 89
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 70
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 64
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 64
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 64
Abundance Scan 3781 (13.447 min): VU056860.D\data.ms (-3772) (- | m/z 117.00 100.00%
117.0
5000 J\
91.0 L B B B
51.0 ‘ ‘5 0 13.50
Y S VN O 2. AL R Y1688 m/z 119.05  38.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 T 7
91.0 13.50
- 51.0 ‘ m/z 132.05 33.78%
Ot \‘\‘\.\ \“i‘\ \“U\““H?:\J’Hp\ T M T ‘M\\ ‘\‘U\‘\ (LI A
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene Aﬂﬁ«
117.0
AL Jpp
13.50
5000 m/z 114.95 32.47%
91.0
51.0 ‘
0 27-°ﬁ9-0Ln
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- —
117.0 13.50
m/z 91.00 18.75%
5000
0 91.0
51.
o 20 s Ao
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 39 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.830 2.02 ug/L 345499 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 86
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 64
Abundance Scan 3900 (13.830 min): VU056860.D\data.ms (-3890) (- | m/z 131.00 100.00%
131.0
5000
91.0
51.0 ‘ \ 13.50 14.00
160 1179 9
SRS £ A =1 e m/z 133.00  67.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 T T T ‘//\/\\/T T
13.50 14.00
390 91.0 m/z 146.00 35.22%
0 630 ‘
O\\\\‘\‘\\\“\\‘\\“U\\\“\\IW‘J\W\]\-\\‘Q‘\M\[M\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
/\/J\/\/
91.0 13 50 14 00
5000 m/z 91.00 26.62%
41.0 65.0
T N = N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0 13 50 14 00
m/z 114.95 26.34%
91.0
5000
39.0
‘ 65.0
0 Hu_‘l‘u u;“‘ “‘:“ Ay w;_‘m“ﬁl“mmwMu_m‘m
m/z--> 40 60 80 100 120 140 160 180 13 50 14 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26

Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
: TRACE VOA SFAM1.0

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 40 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.901 1.99 ug/L 339871 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 94
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 91
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91

Abundance Scan 3922 (13.901 min): VU056860.D\data.ms (-3909) (- | m/z 131.00 100.00%
131.0
5000
389 647 910 13.50 14.00
b ‘ \\1‘8M |.158.0 9
) S s T W N =982 m/z 146.00  27.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 P ; ‘M/VV
13.50 14.00
m/z 115.00 20.71%
39.0
63.0
O\\\\‘\‘\\\“\\‘\‘\ ‘H\‘\‘\ \“ \\\\‘\J-\ \3“ \L‘M T ‘]-‘\ \9\.0\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
- e
13.50 14.00
5000 m/z 129.00 17.31%
390 91.0 L
0 630 ‘
S R == T .~
m/z--> 20 40 60 80 100 120 140 160
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl- e 3
131.0 13.50 14.00
m/z 91.00 16.21%
5000
39.0 91.0
63.0
0“1‘5‘?“”““”“”“\w“_uwl“i““Uﬂu‘;“”_” — e
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 41 Benzene, (3-methyl-2-butenyl)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.933 2.00 ug/L 342666 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 91
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
5 Benzene, (1,2-dimethyl-1- pr‘openyl)- 146 C11H14 000769-57-3 90

Abundance Scan 3932 (13.933 min): VU056860.D\data.ms (-3927) (- | m/z 131.00 100.00%
131.0
5000
14.00
38.9 64.8 ‘
o‘Hww_uumm‘_“‘wH“l_u“m“‘1“5‘2“1‘“”“2‘9?? m/z 146.05  26.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 j\\ ! ‘M/\A’?
14.00
39.0 m/z 115.80  16.33%
Om
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
T
14.00
5000 m/z 129.00 16.25%
91.0
51.0 ‘
o‘HwHH_‘Mu‘HH‘h_uwwh“lw!“!“MH_WWW‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- , —F—
131.0 14.00
m/z 91.00 15.94%
5000
39.0 640 91.0
o R S O | N A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 42 1H-Indene, 2,3-dihydro-1,5,... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.052 1.22 ug/L 208105 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,5,7-tri... 160 C12H16 054340-88-4 93
2 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 93
3 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 86
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 81
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 76
Abundance Scan 3969 (14.052 min): VU056860.D\data.ms (-3957) (- | m/z 145.00 100.00%
145.0
5000
119.0 AnJY Jﬁ\w‘
91.0 ‘ 14.00
50.9
Ol et MH‘MH‘Mmmu‘u“‘e‘ml“m“““2‘97:9’ m/z 119.00  24.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36248: 1H-Indene, 2,3-dihydro-1,5,7-trimethyl-
145.0
5000 ‘ L :
14.00
m/z 127.95 17.87%
270 510 91.0 115.0
O\H‘\‘\‘i‘u“‘\\“\‘\‘W\‘H“H‘\.\‘\‘H‘\“\‘!HH‘”MH“HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36253: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0
] \
14.00
5000 m/z 160.10 16.00%
15.0 39.0 770 1150
0\H‘w\‘1H“H\‘h“}‘m‘”‘H‘H‘\‘H‘i“HU‘H“‘1‘”\1‘””‘””‘””
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36247: 1H-Indene, 2,3-dihydro-1,4,7-trimethyl- ‘A‘ ‘/\‘ ol
145.0 14.00
m/z 115.00  14.55%
5000
27.0 510 910 1150
Y SR N P YO MOV A NP N B A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 44 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.

15.016  @.65 ug/L 110261 1,4-Dichlorobenzene-da  11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16
5 Ethanone, 1-[4-(1-methylethenyl)... 160 C11H120

014679-13-1 62
001076-61-5 52
002613-76-5 49
004175-54-6 49
005359-04-6 41

Abundance Scan 4269 (15.016 min): VU056860.D\data.ms (-4258) (- | m/z 145.00 100.00%
145.0
5000
115.
T T \
38.9 77.0 ) 15.00
0. RS 28l 7 131.00  68.67%
miz--> 50 100 150 200 250
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 \ T w
15.00
115. m/z 127.95 31.30%
390 /7.0
O' ‘\‘ T T T T T T T T T T T
miz--> 50 100 150 200 250
Abundance #36291: Naphthalene, 1,2,3,4-tetrahydro-6,7-dimethyl-
145.0
T T \
15.00
5000 ITI/Z 146.00 29.70%
115.0
39.0 77.0 H
oL ‘h‘ “\ i“‘ Ay “H‘ “ ‘m\‘\\“ ‘n\“ . — ——
miz--> 50 100 150 200 250 / /\ M
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- Al ‘MNJW
145.0 15.00
m/z 114.95 28.55%
5000
1157 ‘
Y. T W I VY
miz--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26

Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 45 Benzene, cyclohexyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
15.261  0.83 ug/L 142381 1,4-Dichlorobenzene-d4  11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclohexyl- 160 ClaHie 000827-52-1 95

2 Benzene, cyclohexyl- 160 C12H16 000827-52-1 91
3 Hex-1-enylbenzene 160 C12H16 000828-15-9 83
4 Benzene, cyclohexyl- 160 C12H16 000827-52-1 81
5 Benzene, cyclohexyl- 160 C12H16 000827-52-1 70
Abundance Scan 4345 (15.261 min): VU056860.D\data.ms (-4337) (- | m/z 104.00 100.00%
104.0
160.1
5000
Npmna S
510 770 | 128.0 ‘ 15.00 15.50
Obrr e m“meun “‘m D ] B m/z 117.00  76.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36218: Benzene, cyclohexyl-
104.0
160.0
5000
1500 1550
m/z 91.00 58.81%
41.0 78.0 ‘ 131.0
O\\\‘\‘\‘\\“‘\\“HH\“\H“\\H“\\\\““\\ ‘\PM\‘\\\\"\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #36217: Benzene, cyclohexyl-
104.0
1500 1550
5000 160.0 m/z 160.05  53.48%
78.0
280 , 510 H ‘ 131.0
o) S L “w “‘w“ el Al
miz--> 20 40 100 120 140 160 W\f\ /\
Abundance #36209.Hex4:enWbenzene s VW
117.0 15.00 15.50
m/z 115.00  23.98%
5000
91.0 160.0
39.0 65.0 ‘ M ‘
R & W S RS
m/z--> 20 40 60 80 100 120 140 160 1500 1550
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@G56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 46 unknown-@5 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
15.412 0.61 ug/L 104794  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Benzocycloheptene, 6,7-dihydro- 144 C11H12 007125-62-4 46
2 1-(2-Methyl-allyl)-1,2,3,4-tetra... 202 C14H180 1000192-52-9 40
3 (1-Ethylbuta-1,3-dienyl)benzene 158 C12H14 1000210-05-6 32
4 1,4-Ethanonaphthalene, 1,2,3,4-t... 158 C12H14 004175-52-4 32
5 Benzene, 1,3-hexadienyl- 158 C12H14 041635-77-2 30
Abundance Scan 4392 (15.412 min): VU056860.D\data.ms (-4383) (- | m/z 129.00 100.00%
129.0
- wj\mmﬂ
158.1 A, =
51.0 88.9 ‘ , 15.50
T “M‘M L bl 2B 7 115,00 43.39%
miz-> 50 100 150 200 250
Abundance #23569: 5H-Benzocycloheptene, 6,7-dihydro-
129.0
5000 1
15.50
- m/z 140.95 37.69%
10 |
01\5\0\ ‘\ “ \“H \‘H“\ U ‘h T ‘\ H \“‘H‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #78004: 1-(2-Methyl-allyl)-1,2,3,4-tetrahydronaphthalen-2
129.0
n
15.50
5000 m/z 142.00 30.72%
91.0
39.0 ‘ 169.0 202.0
o —T H\ M ALy h‘ \“ dH ‘H\ MM ul, \ L ‘\‘ e
miz--> 50 100 150 200 250
Abundance #34729: (1-Ethylbuta-1,3-dienyl)benzene LAY Y
129.0 15.50
m/z 128.00  29.70%
5000
390 77.0 ‘
ol bty Lo )
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26

Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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
Peak Number 47 Butylated Hydroxytoluene Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
16.878 0.63 ug/L 107815 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 97
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 97
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 97
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 91
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 87

Abundance Scan 4848 (16.878 min): VU056860.D\data.ms (-4838) (- | m/z 205.10 100.00%
205.1
5000
144.9 6‘6 “Od
16.5 17.
oL—— \‘ m\‘ iy ‘n | ‘M\ \‘Mh H\‘\ mﬁ]' $]T b, !\ — ‘2‘8‘1‘] m/z 220.20 23.21%
miz-> 50 100 150 200 250
Abundance #99214: Butylated Hydroxytoluene
205.0
5000 — \A\ -t
16.50 17.00
57.0 o
145.0 ‘ m/z 57.00 20.10
0 ‘2‘7‘0‘\ ety ‘M L AT h‘ ‘;‘5‘ (N S
miz--> 50 100 150 200 250
Abundance #99218: Butylated Hydroxytoluene
205.0 A
A ‘ T A\ T T ‘ A\
16.50 17.00
5000 m/z 144.95 18.83%
57.0 105.0 145.0 ‘
oL—— “\“‘\‘ ! ‘\\““\uu I ‘h‘m‘ ‘;?5;0\‘ “ e
miz--> 50 100 150 200 250
Abundance #99219: Butylated Hydroxytoluene WWM ‘ {K‘”Jk“
205.0 16.50 17.00
m/z 206.10  13.72%
5000
57.0
105.0 145.0 ‘
0 ‘2‘7;0‘\ et ! ‘M | bl1 g n‘ ‘;‘5‘0‘ “ IR — L
m/z--> 50 100 150 200 250 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56860.D

Acqg On : 15 Dec 2023 01:26
Operator : MD/SY

Sample : 05770-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 1.354 0.7 ug/L 77614 1 6.242 536096 5.0
(DEL) Alkane: C 8.917 0.8 ug/L 115181 2 9.412 75290 5.0
(DEL) Alkane: C... 9.158 0.5 ug/L 79413 2 9.412 752900 5.0
(DEL) Alkane: C... 9.753 0.8 wug/L 127958 2 9.412 752900 5.0
(DEL) Alkane: C 10.029 2.5 ug/L 378334 2 9.412 752900 5.0
(DEL) Alkane: C... 10.235 1.1 ug/L 1625065 2 9.412 752900 5.0
unknown-01 10.267 2.2 ug/L 328589 2 9.412 752900 5.0
unknown-02 10.357 2.8 ug/L 420912 2 9.412 752900 5.0
unknown-03 10.531 1.4 ug/L 209464 2 9.412 752900 5.0
3,4-Octadiene, ... 10.692 1.7 ug/L 288207 3 11.807 854584 5.0
(DEL) Alkane: C... 10.804 3.6 ug/L 609632 3 11.807 854584 5.0
Bicyclo[3.1.0]h... 11.013 1.6 ug/L 269342 3 11.807 854584 5.0
(DEL) Alkane: S... 11.177 1.0 ug/L 174297 3 11.807 854584 5.0
Cyclohexene,4-b... 11.299 3.0 ug/L 518185 3 11.807 854584 5.0
Benzene, tert-b... 11.412 1.1 ug/L 186215 3 11.807 854584 5.0
Benzene, (2-met... 11.602 2.5 ug/L 431487 3 11.807 854584 5.0
Benzene, 1,2,3-... 11.888 1.0 ug/L 165521 3 11.807 854584 5.0
Indane 12.087 7.5 ug/L 1279576 3 11.807 854584 5.0
Benzene, 1,2-di... 12.296 2.6 ug/L 441620 3 11.807 854584 5.0
(E)-1-Phenyl-1-... 12.605 4.2 ug/L 723669 3 11.807 854584 5.0
Ethanone, 1-(2,... 12.708 1.4 ug/L 236650 3 11.807 854584 5.0
Benzene, 1-meth... 12.753 0.9 wug/L 154240 3 11.807 854584 5.0
1H-Indene, 2,3-... 12.856 4.1 ug/L 693399 3 11.807 854584 5.0
unknown-04 12.936 1.6 ug/L 266760 3 11.807 854584 5.0
Benzene, 1,2,3,... 12.965 6.4 ug/L 1094690 3 11.807 854584 5.0
Benzene, 2,4-di... 13.026 1.2 ug/L 199881 3 11.807 854584 5.0
Benzene, (1-met... 13.106 1.2 ug/L 210491 3 11.807 854584 5.0
3,4-Dimethylcumene 13.193 1.0 ug/L 176902 3 11.807 854584 5.0
Benzene, (2-met... 13.248 2.3 ug/L 389788 3 11.807 854584 5.0
Benzene, 2-ethe... 13.447 1.9 ug/L 326492 3 11.807 854584 5.0
1H-Indene, 2,3-... 13.830 2.0 ug/L 345499 3 11.807 854584 5.0
1H-Indene, 2,3-... 13.901 2.0 ug/L 339871 3 11.807 854584 5.0
Benzene, (3-met... 13.933 2.0 ug/L 342666 3 11.807 854584 5.0
1H-Indene, 2,3-... 14.052 1.2 ug/L 208105 3 11.807 854584 5.0
Benzene, 1,3,5-... 15.016 0.7 ug/L 110261 3 11.807 854584 5.0
Benzene, cycloh... 15.261 0.8 ug/L 142381 3 11.807 854584 5.0
unknown-05 15.412 0.6 ug/L 104794 3 11.807 854584 5.0
Butylated Hydro... 16.878 0.6 ug/L 107815 3 11.807 854584 5.0
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