LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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\SFAMULMO10522WMA .M
Title : VOC Analysis

Signal : TIC: VU@46769.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.600 71 81 124 rVB 40179 130436 1.65% 0.197%
2 1.919 172 180 185 rBV 14079 22399 0.28% 0.034%
3 2.543 362 374 390 rBV 113720 190944 2.41% 0.289%
4 3.678 714 727 741 rBB2 11968 25815 ©0.33% 0.039%
5 4.517 972 988 1003 rvB3 11388 26883 0.34% 0.041%
6 4.661 1016 1033 1051 rBV2 31531 131067 1.65% ©0.198%
7 5.070 1143 1160 1191 rVV 110848 309460 3.90% 0.468%
8 5.366 1237 1252 1268 rBV5 14754 39016 0.49% 0.059%
9 5.584 1307 1320 1335 rBv2 22064 47450 0.60% 0.072%
10 5.722 1343 1363 1374 rBV2 312834 783062 9.88% 1.183%
11 5.980 1432 1443 1455 rBV5S 8597 19705 0.25% 0.030%
12 6.128 1474 1489 1504 rBV2 29512 55862 0.70% 0.084%
13 6.250 1512 1527 1551 rBV 279626 593820 7.49% 0.897%
14 6.504 1593 1606 1619 rBV2 9697 22426 0.28% 0.034%
15 6.694 1649 1665 1678 rVV 156462 342526 4.32% 0.518%
16 6.758 1682 1685 1694 rVV3 29024 43275 0.55% 0.065%
17 6.803 1695 1699 1709 rVVv4 10383 16426 0.21% 0.025%
18 7.009 1744 1763 1771 rVVé6 8108 21102 0.27% 0.032%
19 7.253 1822 1839 1851 rVB6 7373 18520 0.23% 0.028%
20 7.497 1905 1915 1922 rBV3 17551 30277 0.38% 0.046%
21 7.571 1922 1938 1957 rVB 82574 176816 2.23% 0.267%
22 7.658 1957 1965 1973 rBV3 17382 25673 0.32% 0.039%
23 7.861 2012 2028 2030 rBV3 43902 71277 0.90% 0.108%
24 7.902 2031 2041 2054 rVW 346204 685633 8.65% 1.036%
25 7.973 2054 2063 2087 rVB 120364 237069 2.99% 0.358%
26 8.131 2103 2112 2120 rBvV2 30875 46456 0.59% 0.070%
27 8.185 2120 2129 2140 rBV2 47381 95441  1.20% 0.144%
28 8.369 2176 2186 2194 rBV5 14314 27414 0.35% 0.041%
29 8.542 2227 2240 2258 rVB10 13458 34054 0.43% 0.051%
30 8.697 2258 2288 2301 rBV3 126000 503443 6.35% 0.761%
31 8.864 2333 2340 2349 rvB3 27515 44150 0.56% 0.067%
32 8.925 2350 2359 2365 rBV2 33879 59136 0.75% 0.089%
33 9.060 2387 2401 2412 rBv4 38767 92900 1.17% 0.140%
34 9.124 2413 2421 2427 rVWW4 35561 70357 0.89% 0.106%
35 9.173 2429 2436 2442 rVWW5 61438 123862 1.56% 0.187%

36 9.218 2443 2450 2461 rVB3 123244 216112 2.73% 0.327%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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\SFAMULMO10522WMA .M
Title : VOC Analysis
37 9.340 2477 2488 2500 rBV2 122943 222203 2.80% 0.336%
38 9.427 2501 2515 2536 rVV 302678 772502 9.75% 1.167%
39 9.578 2549 2562 2584 rBV 540870 1166528 14.72% 1.763%
40 9.703 2586 2601 2611 rBV 1152306 2632697 33.22% 3.979%
41 9.890 2647 2659 2670 rBv7 15505 37146 0.47% 0.056%
42 9.957 2671 2680 2690 rBV4 16523 38039 0.48% 0.057%
43 10.025 2690 2701 2714 rBV7 147969 351922 4.44% 0.532%
44 10.115 2717 2729 2743 rVB 643705 1411879 17.82% 2.134%
45 10.253 2755 2772 2785 rBV4 193139 444897 5.61% 0.672%
46 10.320 2786 2793 2795 rBV2 38080 45922 0.58% 0.069%
47 10.359 2797 2805 2812 rBV3 149451 256144  3.23% 0.387%
48 10.494 2829 2847 2856 rBvV2 126720 373171 4.71% 0.564%
49 10.562 2856 2868 2876 rVV6 149584 318851 4.02% 0.482%
50 10.629 2877 2889 2893 rVV2 206684 397488 5.02% 0.601%
51 10.661 2894 2899 2917 rVB4 248379 550991 6.95% 0.833%
52 10.767 2922 2932 2942 rBV2 310602 762095 9.62% 1.152%
53 10.918 2970 2979 2987 rBV 150672 270643 3.42% 0.409%
54 11.012 2997 3008 3022 rBV 866798 2084871 26.31% 3.151%
55 11.118 3029 3041 3057 rVB2 1597422 3578093 45.15% 5.408%
56 11.246 3076 3081 3087 rBV 40042 49954 0.63% 0.075%
57 11.307 3088 3100 3115 rVV2 490059 1083383 13.67% 1.637%
58 11.381 3116 3123 3128 rBV3 113257 169849 2.14% 0.257%
59 11.423 3129 3136 3142 rVV 321101 470935 5.94% 0.712%
60 11.478 3142 3153 3176 rVB 2477175 4517026 57.00% 6.827%
61 11.581 3177 3185 3190 rBV3 118384 200772  2.53% 0.303%
62 11.713 3216 3226 3233 rBV5 393320 768808 9.70% 1.162%
63 11.828 3251 3262 3272 rVB3 513154 966732 12.20% 1.461%
64 11.909 3272 3287 3296 rBV3 753120 1500284 18.93% 2.267%
65 12.105 3337 3348 3365 rBV3 1028300 2401463 30.30% 3.629%
66 12.198 3365 3377 3393 rVB5 1310402 2907960 36.69%  4.395%
67 12.330 3407 3418 3428 rBV3 1860229 3086749 38.95% 4.665%
68 12.388 3429 3436 3450 rVB4 374004 763615 9.64% 1.154%
69 12.475 3455 3463 3467 rBV 332249 499309 6.30% 0.755%
70 12.504 3468 3472 3481 rVB2 337422 429104 5.41% 0.649%
71 12.578 3489 3495 3504 rVB 413046 594696 7.50% ©.899%
72 12.934 3598 3606 3612 rBV2 297806 518109 6.54% 0.783%
73 12.979 3614 3620 3627 rVB 398767 581138 7.33% 0.878%
74 13.034 3629 3637 3654 rVB2 566146 1331054 16.80% 2.012%
75 13.114 3656 3662 3664 rBV 138614 155325 1.96% 0.235%
76 13.172 3677 3680 3686 rVB 101358 96508 1.22% 0.146%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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\SFAMULMO10522WMA .M
Title : VOC Analysis
77 13.291 3711 3717 3729 rVB2 268708 461154 5.82% 0.697%
78 13.359 3731 3738 3745 rBV2 160220 233813  2.95% 0.353%
79 13.459 3749 3769 3783 rVV7 636150 1962074 24.76% 2.965%
80 13.565 3797 3802 3806 rBV 118045 138797 1.75% 0.210%
81 13.600 3808 3813 3816 rBV3 87483 106898 1.35% 0.162%
82 13.741 3849 3857 3865 rBV4 155666 313632 3.96% 0.474%
83 13.844 3880 3889 3903 rBv4 432448 907825 11.46% 1.372%
84 14.092 3956 3966 3985 rVB 4744586 7924958 100.00% 11.977%
85 14.455 4074 4079 4084 rBV 187458 214400 2.71% 0.324%
86 14.677 4137 4148 4159 rBV7 409594 950226 11.99% 1.436%
87 14.815 4185 4191 4199 rBV2 169449 260049  3.28% 0.393%
88 14.883 4206 4212 4221 rVB2 247473 373918 4.72% 0.565%
89 15.024 4248 4256 4279 rVB2 248814 718605 9.07% 1.086%
90 15.227 4304 4319 4328 rBV 1957939 3490425 44.04% 5.275%
91 15.275 4330 4334 4347 rVB4 269197 419849 5.30% 0.635%
92 15.349 4351 4357 4364 rBV5 130251 202290 2.55% 0.306%
93 15.413 4368 4377 4389 rVB 1091116 1789389 22.58% 2.704%
94 16.153 4599 4607 4614 rBV3 174809 274056 3.46% 0.414%
95 16.265 4633 4642 4660 rVB 279725 528883 6.67% 0.799%
96 16.410 4679 4687 4694 rBV 227119 351203 4.43% 0.531%
97 16.449 4694 4699 4717 rVB 148913 267337 3.37% 0.404%
98 16.786 4800 4804 4813 rVB4 20759 29512 0.37% 0.045%
99 16.886 4829 4835 4850 rVB8 22198 38684 0.49% 0.058%
100 17.047 4879 4885 4899 rBV8 10963 21189 0.27% 0.032%
Sum of corrected areas: 66168285
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046769.D\data.ms
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Abundance TIC: VU046769.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 53
R.T. EstConc Area Relative to ISTD R.T.
5.584 4.00 ug/L 47450  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 90
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64
Abundance Scan 1320 (5.584 min): VU046769.D\data.ms (-1307) (-) m/z 43.00 100.00%
T 711
57.1
5000
o WAL A
‘ 85.0 1001 5.20 5.40 5.60 5.80 6.00
ot e e b m/z 710100 82.11%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0 f\”‘/\/\/,\j
29.0 5.20 5.40 5.60 5.80 6.00
m/z 70.10 75.58%
15.0 M ‘ 850 1000
O \\\‘\\\\‘\\\\’\\}\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0 A/\
NN I A
710 5.20 5.40 5.60 5.80 6.00
5000 m/z 57.10 67.67%
29.0
150 \‘ |- 850 100.0
N M S
miz--> 0 10 20 30 40 50 60 70 80 90 100 /\ /\
Abundance #4471: Hexane, 3-methyl- A
43.0 5.20 5.40 5.60 5.80 6.00
m/z 41.00 59.31%
5000 290.0 57.0 71.0
oL 10 190 ‘ Al 850 1000 4 AM
R A B e R R RALRERLER R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
6.128 4.70 ug/L 55862 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 87
2 Heptane 100 C7H16 000142-82-5 86
3 Heptane 100 C7H16 000142-82-5 83
4 Heptane 100 C7H16 000142-82-5 59
5 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 155089-96-6 59
Abundance Scan 1489 (6.128 min): VU046769.D\data.ms (-1474) (-) m/z 43.00 100.00%
T 711
57.1
5000
100.1
P e
‘ ‘ ‘ 85.0 ‘ 5.80 6.00 6.20 6.40
o e e e m/z 71.10 81.72%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4462: Heptane
43.0
57.0 /\
5000 290 . 710 L L L R B B
5.80 6.00 6.20 6.40
m/z 57.10 66.54%
100.0
O 1'0 15\.0 I ‘ ‘\ | ‘ I ‘ t 85.0 ‘
\\\‘\H\‘\\\\‘\\\\‘\\\\‘1\\\‘\11\‘\\\1‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0 /\
e ERmARs TS
5.80 6.00 6.20 6.40
5000 57.0 71.0 m/z 41.00 60.33%
29.0
100.0
0 15.0 ‘\ “ | ‘ , ‘\ 850 ‘
A T e RAARRRaS
miz--> 0 10 20 30 40 50 60 70 80 90 100 /\ﬁ
Abundance #4464: Heptane TEANAN A s
43.0 5.80 6.00 6.20 6.40
m/z 56.00 46.84%
57.0
5000 710
29.0 1000
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 59

R.T. EstConc Area Relative to ISTD R.T.
7.497 2.55 ug/L 30277 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 94
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 58
4 Hexane, 4-ethyl-2-methyl- 128 C9H20 003074-75-7 50
5 Nonane, 4-methyl- 142 C1eH22 017301-94-9 50

Abundance Scan 1915 (7.497 min): VU046769.D\data.ms (-1905) (-) m/z 57.05 100.00%
57.0
43.0

5000 /\
70.0 991 £

N 114.1 7.20 7.40 7.60 7.80
H‘_‘H‘HH‘H‘M‘HW‘Hl_‘muuu‘mhw‘ul_u‘_lu‘u m/z 43.00 78.85%

m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #8636 Heptane 2-methyl-
43.0 57.0
'S /\

o

5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
9.0 0.0 7.20 7.40 7.60 7.80
o 99.0 m/z 41.00 40.17%
om0 | o
OH\‘\H\‘\H\[HH[HH‘HH‘HH‘HH‘\\H‘\H\‘\H\‘\\\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8632: Heptane, 2-methyl-
43.0 q\ /\
57.0 AVEAVARSA N VoY
7.20 7.40 7.60 7.80
5000 m/z 42.00 36.81%

o

29.0
70.0 99.0
15 O | L M | “ 85'0 \‘ 11‘4..0
“w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8628: Heptane, 2-methyl-

430 570 7.20 7.40 7.60 7.80
m/z 70.00 23.44%
5000
29.0 70.0 99.0
o150 |l | eso a0 )]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
8.131 3.01 ug/L 46456  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 94
2 Octane 114 C8H18 000111-65-9 94
3 Octane 114 C8H18 000111-65-9 91
4 Octane 114 C8H18 000111-65-9 91
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72

Abundance Scan 2112 (8.131 min): VU046769.D\data.ms (-2103) (-) m/z 42.95 100.00%

43.0
85.0
57.0
5000 71.1 ﬂ\ A\/U

| ‘ ‘ 114.2 7.80 8.00 8.20 8.40
‘_“W‘H‘MH“_NH"H“H‘w‘lm“u‘_“w‘ju‘u m/z 85.85  65.26%

0
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8621: Octane
43.0
5000 /\,‘/\/\/

29.0 57.0 85.0 7.80 8.00 8.20 8.40
m/z 57.05 48.83%
-

L
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8624: Octane
43.0
A

7.80 8.00 8.20 8.40

o

m/z 41.00 45.94%
5000 57.0 85.0
29.0 710

‘ ‘ 114.0

0WH‘umM:H_“!“H“luu_lu“uWm_mw

m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8622: Octane e ARAEamaRREEES SR

43.0 7.80 8.00 8.20 8.40

m/z 71.10  39.42%

5000

290 ‘
|

] \\' \ 114.0 M A/\ /\/\

o‘_m‘m‘_m_m‘mwH_m‘HH_WWHW R A N A aIRE
miz--> 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 6 (DEL) Alkane: Cyclic8.864 Concentration Rank 57

R.T. EstConc Area Relative to ISTD R.T.
8.864 2.86 ug/L 44150  Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86

Abundance Scan 2340 (8.864 min): VU046769.D\data.ms (-2333) (-) m/z 83.10 100.00%
3.1

55.0
5000
1121 ‘/\‘H“H‘w‘u‘_“
| ‘ 67 0 ‘ 8.60 8.80 9.00 9.20
0"_‘H‘H‘w‘H‘MMHpN1W‘H‘_‘HNA‘W‘H‘_‘H‘M‘W‘ m/z 55.00 66.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl-
83.0
55.0
5000 UL LR IR B L IR
41.0 8.60 8.80 9.00 9.20
112.0 m/z 82.05 47.07%
27.0 69.0
0\\‘\\\\‘\\\‘\“\\\\‘i1‘\\\‘\‘1!\‘\\\‘{‘i\\\\‘\1\\‘\\\\“\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
“‘”\;M/\f\
8.60 8.80 9.00 9.20
5000 410 m/z 41.00 22.46%
112.0
27.0 ‘ 60.0
o"_HwH‘H‘HH‘l‘u‘NHwHH"‘H_ww_wmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl- Fe T
83.0 8.60 8.80 9.00 9.20
m/z 112.10  22.20%
55.0
5000
41.0
112.0
27.0
bt i T2 N ero L L W,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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: Cyclic8.925 Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
8.925 3.83 ug/L 59136 Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 CSH18 003073-66-3 90
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
3 Cyclohexane, 1,1,3-trimethyl- 126 CO9H18 003073-66-3 86
4 Cyclohexane, 1,2,4- trlmethyl— 126 C9H18 002234-75-5 72
5 2,4,6-Trimethyl-1,5-diazabicyclo... 126 C7H14N2 1000283-21-2 64

Abundance Scan 2359 (8.925 min): VU046769.D\data.ms (-2350) (-) m/z 111.10 100.00%
111.1

69.1
5000 55.0
41.0
83.0 DRSS K Y A N
I “ “ ‘ 97‘0 1261 8.60 8.80 9.00 9.20
Obrrprrrrrrrrr e bt e b e m/z 69.10  73.15%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 55.0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
41.0 83.0 8.60 8.80 9.00 9.20
: m/z 55.05 46.23%
27.0
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
.
55.0 8.60 8.80 9.00 9.20
5000 41.0 m/z 41.00 28.76%
83.0
27.0
ow\w\m\mo
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- R AR RS
69.0 111.0 8.60 8.80 9.00 9.20
m/z 70.05 22.07%
5000 41.0 250
83.0
270
. L O O 7 N = Y IR
““,‘,““,‘ ANA = LR SRS S
miz--> 10 20 30 40 50 60 70 80 90 100110120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
9.060 6.01 ug/L 92900 Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans--4-Nonene 126 C9H18 010405-85-3 52
2 2-Hexenal, 2-ethyl- 126 C8H140 000645-62-5 52
3 cis-4-Nonene 126 CO9H18 010405-84-2 49
4 3-Heptene, 3-ethyl- 126 C9H18 074764-46-8 46
5 4-Octen-3-one 126 C8H140 014129-48-7 43

Abundance Scan2401(9060nnm VU046769.D\data.ms (-2387) (-) m/z 55.05 100.00%

in): . .
69.1 97.1
5000 41.0
126.2
83.0 AT ARRaEEEE Y
‘ “ ‘ ‘ 111.2 8.80 9.00 9.20 9.40
0brrerreperrretlersle el B2 L myz e7.10 se.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13180: trans--4-Nonene
55.0
41.0
5000 /\\\\\‘\\\\’\\\\‘\\\\‘\\\\
69.0 8.80 9.00 9.20 9.40
27.0 126.0 m/z 69.10 47.78%
T O il
O\\‘HH’\H‘\‘HH’\\\\“1‘\1‘\‘\\\M“\H\‘HH‘\H\‘HH‘\H\‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12990: 2-Hexenal, 2-ethyl-
41.0 930
N AARRmmEE e
8.80 9.00 9.20 9.40
5000 27.0 m/z 41.00 39.10%
97.0
126.0
‘ 83.0 111.0
o‘wHu‘,uu_mllm;“wu‘ }MHMMM‘:M“MMw“www
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13169: cis-4-Nonene R maE e REARA RS
55.0 8.80 9.00 9.20 9.40
m/z 126.15 27.38%
41.0
5000
690 26.0
126.
27.0 ‘ 83.0 970
oH‘HH,‘HwHH,“HW”“wH“"mWHH_H“_Wwwwm R L
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\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
9.124 4.55 ug/L 70357  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-ethyl- 114 C8H18 000619-99-8 64
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 58
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 58
4 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 50
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 50

Abundance Scan 2421 (9.124 min): VU046769.D\data.ms (-2413) (-) m/z 43.00 100.00%

43.0
84.1
5000
57.0

T T T T
l 8.80 9.00 9.20 9.40
\

99.2 128.2 .
y\\\\\\\\\\\\ m/z 84.10  61.67%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8626: Hexane, 3-ethyl-
43.0

5000 84.0 e
8.80 9.00 9.20 9.40

27.0 57.0 m/z 85.10  54.35%

LI
H’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
AN

8.80 9.00 9.20 9.40

o

o

m/z 41.00 36.41%
5000 84.0
57.0

oh.15.0 M‘ H‘ M\ 99.0 113.0 128.0

HV‘H‘H‘w‘H‘_‘H_‘H‘H‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14553: Heptane, 2,3-dimethyl- ERAREEEE S

43.0 8.80 9.00 9.20 9.40

m/z 55.05 30.08%

5000
84.0
27.0 57.0
\‘\ H‘ . H 99.0 113.0 128.0

bt L ssomsorase
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\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclic9.173 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
9.173 8.02 ug/L 123862  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 76
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 70
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 68
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 64
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 58

Abundance Scan 2436 (9.173 min): VU046769.D\data.ms (-2429) (-) m/z 111.15 100.00%
111.2

69.1
43.0
5000 126.2
85.0
R R S ERauT
“‘ 8.80 9.00 9.20 9.40
oH_HwHwa:”;wm_m predpHr et b e ts - m/z 69.10 98.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
55.0 111.0
5000 41.0 L L B L B A BN R B
126.0 8.80 9.00 9.20 9.40
97.0 m/z 43.00 80.82%
27.0 ‘ 83,0 ‘
OH‘\H\‘H\H‘\H\}“\H’\‘\\‘\‘H\‘\"\H‘\‘M\‘!-H’\H\‘\H\‘1\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13246: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
55.0 8.80 9.00 9.20 9.40
5000 41.0 m/z 57.10 79.35%
126.0
oH_HwH“;‘_H‘;H‘H,u“mH“‘,‘Hw“1H,‘H“_www_m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13254: Cyclohexane, 1,2,4-trimethyl- N AARRaEEREE
55.0 69.0 8.80 9.00 9.20 9.40
m/z 55.00 76.41%
41.0 111.0
5000
2.0 97.0 126.0
) Pl
oH_Hwm!‘mwHH,‘H‘wH“1,“m‘w“H,‘Mwwwwm e
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\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
9.218 13.99 ug/L 216112  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octane, 2-methyl- 128 C9H20 003221-61-2 87

2 Octane, 2-methyl- 128 C9H20 003221-61-2 68

3 Octane, 4-methyl- 128 C9H20 002216-34-4 53

4 Ether, hexyl pentyl 172 C11H240 032357-83-8 47

5 3(2H)-Furanone, dihydro-5-isopro... 128 C7H1202 034004-69-8 47

Abundance Scan 2450 (9.218 min): VU046769.D\data.ms (-2443) (-) m/z 43.00 100.00%

43.0
57.1
71.1
5000 85.1
VO T
1111 8.80 9.00 9.20 9.40 9.60
| | 980 | 1282
0 bt e e PR e m/z 57.10 64.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14534: Octane, 2-methyl-
43.0 57.0 710
85.0
5000 [T T T[T TTrrrT
8.80 9.00 9.20 9.40 9.60
113.0 m/z 71.10 54.40%
20 ) Ao | o [ o
O \‘\\\!‘\\\\f\\‘\\‘f‘\\}‘\\\\}1\\\‘\\}\‘\\\\“\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14530: Octane, 2-methyl-
43.0
JEAVSSALRWATIPAVS
8.80 9.00 9.20 9.40 9.60
5000 570 m/z 41.00 44.02%
71.0
29.0 85.0
oo bl L 90 M3 umo
R R R B R N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14526: Octane, 4-methyl- RmEa e A RA R E
43.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 40.66%
5000
.0 85.0
29.0 57.0 710
0 H \‘\‘ M‘ H M 980 1130 1280 VAW
R A L o e e RARaRAR P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
o340 14.38 ug/L 222203 Chlorobenzene-ds 5.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 3-methyl- 128 come 002216-33-3 72

2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 64
3 Octane, 3-methyl- 128 C9H20 002216-33-3 58
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 52
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 52

Abundance Scan 2488 (9.340 min): VU046769.D\data.ms (-2477) (-)
57.1

m/z 57.10 100.00%

A1 98.1 A
H : ‘ 126.2 9.00 9.20 9.40 9.60
0 wWH_m‘w_Hwm‘w_m,uH‘W‘l‘l‘?“l‘,”!ww m/z 41.00  38.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
2000 900920940960
43.0 . . .40 9.
m/z 70.05 28.61%
29.0 71.0 98.0
0 o | ‘ “ n 113.0 128.0
H‘HH‘H\\‘\H\‘H\\‘\H\‘HH‘\H\‘\\H’HH‘\H\‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
R e RaE
9.00 9.20 9.40 9.60
5000 m/z 56.10 24.58%
71.0 99.0
270
H‘HH‘H‘wu‘wH‘w‘Hw‘uw‘H‘_H‘V‘H_‘H_‘H,HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl- R R
57.0 9.00 9.20 9.40 9.60
m/z 69.05 24.15%
5000 43.0
29.0
98.0
71.0
0 ‘ i 113.0 128.0
H‘HH‘H‘wu‘wH‘w‘Hw‘uw‘H‘_H‘M‘HM‘HM‘H,HH‘HH R R ERAREE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60

SFAMULM@10522WMA.M Mon Jan

24 18:30:16 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA .M
: VOC Analysis

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@.025 Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
10.025 22.78 ug/L 351922 Chlorobenzene-ds 5.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,2-Diethyl cyclopentane 126 COH18 000932-46-1 38

2 2-Nonene, (E)-

3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18
4 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18

5 2-Nonene, (E)-

Abundance Scan 2701 (10.02
5

5 min): VU046769.D\data.ms (-2690) (-

006434-78-2 30
019489-10-2 25
003728-55-0 25
006434-78-2 25

m/z 57.05 100.00%

1.0
5000 410 ot
s o
81, :
ob el all VSR l 22 /2 ss.e5  59.82%
miz--> 20 40 60 80 100 120 140
Abundance #13265: trans-1,2-Diethyl cyclopentane
55.0 97.0
5000 e :
70.0 10.00
m/z 43.00 58.33%
39ﬁ ‘ 126.0
O \175\.9\‘\‘\ \‘i T \H\“ \‘f“\ T [‘H‘\ T H‘ T T T ‘ L ‘ 11
miz--> 20 40 60 80 100 120 140
Abundance #13178: 2-Nonene, (E)-
55.0
RN \
10.00
m/z 97.10 51.09%
5000 2 70.0
126.0
‘ ‘ 97.0
RIECTS | T Y Y T S N
miz--> 20 40 60 80 100 120 140
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane e
55.0 97.0 10.00
m/z 41.00 47.65%
5000
126.0
39‘0 ‘ 810 ‘
T T T T Wt N A oo
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

10.253  28.80 ug/L 444897  Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 87
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 83
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 81
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 80

Abundance Scan 2772 (10.253 min): VU046769.D\data.ms (-2755) (- m/z 57.05 100.00%
57.0

113.2 ~ T T
83.1 10.00 10.50
Wl gl %8t 1421 P
0 et e e m/z 71.10 66.72%
m/z--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0 \\
5000 - s
10.00 10.50
113.0 m/z 43.00 43.08%
I
O\1\5\.()‘\‘\\\“{\\“\"\f“}\‘f“\\\“\\!\‘\\\]\.4‘2\'9\
m/z--> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
e =
10.00 10.50
4110 o
5000 m/z 41.00 38.95%
85.0 113.0
260 || L. || o
(O T L L B e TR RRAN EA RS
m/z--> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl- R —
57.0 10.00 10.50
m/z 56.05 33.30%
5000
410
113.0
ol 200 O M N N1 B L PRRA V. VA V8 V.
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclicl@.359 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
10.359 16.58 ug/L 256144  Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 90
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 90
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 83
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 81

Abundance Scan 2805 (10.359 min): VU046769.D\data.ms (-2797) (- m/z 83.10 100.00%

83.1
55.1
5000
126.2

370 ‘ 109.1 1000 10,50
0 ““““iw“ﬂ“‘W‘nﬂl“hm“‘u““‘?f??‘ m/z 55.10 67.38%
miz--> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl-
55.0 83.0
5000
10,00 10,50

82.10 61.25%

270 126.0 m/z
0 T T ‘ T H T “H\ T \“ ‘1‘ ‘ T ‘}“f T “ 1 T \9\‘8-‘0\ LI ‘ L ‘ L
m/z--> 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl-
55.0 83.0

1000 1050
5000 m/z 41.00 36.06%

39,0 126.0
0 ‘¥59‘M“WN“WL“MM“1 U N
m/z--> 20 40 60 80 100 120 140
Abundance :

#13203: Cyclohexane, propyl-

o B30 10.00 1050
' m/z 126.20  24.80%
5000
30lo 126.0
P S O T "I M A AN
miz--> 20 40 60 80 100 120 140 10.00 1050
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 27
R.T. EstConc Area Relative to ISTD R.T.
10.562 20.64 ug/L 318851 Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 59
2 Decane 142 C10H22 000124-18-5 50
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 47
4 Octane, 4-ethyl- 142 C1eH22 015869-86-0 43
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 43
Abundance Scan 2868 (10.562 min): VU046769.D\data.ms (-2856) (-  m/z 57.05 100.00%
57.0
5000
98.1
U 1
L g
bl e A m/z 43.00 57.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane
43.0
5000 S :
m/z 41.00 32.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22066: Decane
57.0
T \
10.50
5000 m/z 71.05 31.25%
290 85.0
Lk L) 0 a2
0+t sl e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74011: Tridecane, 6-methyl- T ‘
57.0 10.50
m/z 98.10 26.82%
5000
290 ‘ e 126.0
A O Y- W]
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

10.629  20.56 ug/L 397488 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 72
2 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 59
3 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 50
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 45
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 42

Abundance Scan 2889 (10.629 min): VU046769.D\data.ms (-2877) (- m/z 57.10 100.00%

57.1
5000
98.1
A= ==
L ‘ 125.1 10.50 11.00
o‘m_m‘_m_m_m‘_wm_‘m_m_m_ m/z 70.05  46.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22076: Nonane, 4-methyl-
57.0
5000 T =
10.50 11.00
290 98.0 m/z 71.10 45.93%
‘ ‘ h 142.0
O\\\\‘\‘\\\‘\\\\‘\\}\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 60 100 120 140 160 180
Abundance #22090. Octane, 2,5-dimethyl-
57.0
=l =
10.50 11.00
5000 ITI/Z 43.00 41.64%
29.0 ‘ m 99.0
oLt b 7o ) 1420
m/z--> 20 40 60 80 100 120 140 160 180 VVAVfAV\JVN\JXA,\
Abundance #181686: Carbonic acid, 2-ethylhexyl octyl ester i e e e
57.0 10.50 11.00
m/z 98.10 29.13%
112.0
5000 83.0
29.0
0 H‘ L ‘\ il L Il ‘ L | 1 145'0 175'0
R e e A REEREE T —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.661 28.50 ug/L 550991 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
2 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 59
3 Hexyl isobutyl carbonate 202 C11H2203 959067-98-2 53
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 50
Abundance Scan 2899 (10.661 min): VU046769.D\data.ms (-2894) (- m/z 57.10 100.00%
57.1
5000
41,0 85.1
r— =
10.50 11.00
127.2
0 109.0 m/z 43.00  44.76%
miz--> 20 40 60 80 100 120 140 160
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
5000 “J\\”’\\’\‘/%/\\AT‘\ =
410 10.50 11.00
m/z 56.10 38.33%
85.0
0L 190, ]l . 1130 1410
\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33099: Octane, 2,5,6-trimethyl-
57.0
e —
10.50 11.00
5000 m/z 41.00 31.17%
41,0
85.0
ob_240 || l |, 111.0127.0  156.0
— e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #77579: Hexyl isobutyl carbonate o T
57.0 10.50 11.00
m/z 71.10 30.58%
5000 10
85.0
0 250 1. \‘ 103.01190  147.0
R o B an T =L —
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA .M
: VOC Analysis

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 20 Benzene, propyl- Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
10.918 14.00 ug/L 270643  1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 87

5 N-Benzyl-2-phenethylamine

211 C15H17N

Abundance Scan 2979 (10.918 min): VU046769.D\data.ms (-2970) (-
1

003647-71-0 72

m/z 91.10 100.00%

91.
5000
120.1 o
65.0 11.00
39.0
ol b L1871 s 106,10 23.16%
m/z--> 20 40 60 80 100 120 140
Abundance #10700: Benzene, propyl-
91.0
11.00
65.0 120.0 m/z 92.05 10.92%
39.0
O\1\5\-0‘\‘\\\“‘\\“i\“‘\\\\M“\\‘!\‘\‘\\\“\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #10702: Benzene, propyl-
91.0 /\
A AL L
11.00
5000 ITI/Z 65.00 10.01%
120.0
39.0 65.0 ‘
N N S
m/z--> 20 4 80 100 120 140
Abundance #10701: Benzene, propyl- —
91.0 11.00
m/z 78.05 6.53%
5000
120.0
39.0 65.0
ob et e /\ AVRS
m/z--> 20 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.012 107.83 ug/L 2084870 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3008 (11.012 min): VU046769.D\data.ms (-2997) (-  m/z 105.10 100.00%
105.1
5000
120.1 j\
—
77.0 11.00
39.0 550
O 880, el 1402 s 100010 31.12%
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ M -,
120.0 11.00
m/z 91.10 12.84%
39.0 77.0
0t T \‘\ T \“‘\ \“1‘5\?‘.9‘\ T \““ T \‘1 T “1‘\ \‘\“‘\ L
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
R \
11.00
5000 m/z 77.05 11.46%
120.0
77.0
olts0 2 .B90 i b
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl- A~ ‘
105.0 11.00
m/z 106.05 8.88%
5000
120.0
77.0
39.0
0 R P W Y S ‘ M il
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 22 (DEL) Alkane: Cyclicl11.246 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.

11.246  2.58 ug/l 49954  1,4-Dichlorobenzene-d4  11.825

Hit# of 5 Tentative ID MW MolForm CASH# Qual

ns-1,4-diethylcyclohexane 140 C10H20 013990-93-7 72
Butyliden-2-one)tetrahydrofuran 140 C8H1202 343270-50-8 64
,4-Trimethylcyclohexane 126 CO9H18 007094-27-1 64
,6-Trimethyl-1,5-diazabicyclo... 126 C7H14N2 1000283-21-2 59
ctene, 2,7-dimethyl- 140 C10H20 002050-81-9 49

)

uipHh wWN R
NNERENAH
-
OPRLR~O

Abundance Scan 3081 (11.246 min): VU046769.D\data.ms (-3076) (- m/z 69.10 100.00%

69.1
1111
5000
41.0 140.2 — ——
‘ L66.1 11.00 11.50
bl P22 myz 111010 69.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20721: Trans-1,4-diethylcyclohexane
69.0
111.0
5000 — —
41.0 11.00 11.50
140.0 m/z 55.10 28.96%
O \\\’\\\\“‘\\\H‘\‘\‘\\“\\\\‘\\1\‘\\\\“\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #21244: 2-(Butyliden-2-one)tetrahydrofuran
69.0 111.0
— —
11.00 11.50
5000 m/z 41.00  22.90%
29.0
“ d 870 140.0
0 “‘,‘ﬂ‘MM§%U“‘H“wf“H“V“““_““““
miz--> 20 40 60 80 100 120 140 160
Abundance #13234: 1,1,4-Trimethylcyclohexane 7 —
69.0 111.0 11.00 11.50
m/z 140.20 18.05%
5000
41.0
dssoy w b b b Al
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA .M
: VOC Analysis

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, 1l-ethyl-4-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.307 56.03 ug/L 1083380 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
5 Mesitylene 120 CS9H12 000108-67-8 87

m/z 105.10 100.00%

Abundance Scan 3100 (11.307 min): VU046769.D\data.ms (-3088) (-
1

05.1
5000 M
77.0 i 1100 /\ 1150
390 57.1 ' . :
Ol sl Mg Ly Ul 132118921562 1) 156 10 36.69%
miz--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\/\ ATV
11.00 11.50
m/z 91.05 12.35%
9.0 77.0
Ot T \‘\ T \“‘\ 1“1‘5\?’.9\ T \““ T \‘1 T ‘H‘\ \J\-“Z\.(\)\ L B
miz--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
11.00 11.50
5000 m/z 77.05 12.11%
77.0
olaso 20 500 - | o 20
miz--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 79.05 10.43%
5000
79.0
s P
) S VIV | S W Y S— A VI
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
11.381 8.78 ug/L 169849 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 53
2 Tridecane, 5-methyl- 198 C14H30 025117-31-1 47
3 Decane, 5-methyl- 156 C11H24 013151-35-4 46
4 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 43
5 2-Nonanol, trimethylacetate 228 C14H2802 1000463-21-6 43

Abundance Scan 3123 (11.381 min): VU046769.D\data.ms (-3116) (- m/z 57.10 100.00%
57.1

85.1
5000
= —
| H ‘ 1131 139.2 11.00 11.50
Ot e e T b m/z 43.00  71.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14522: Nonane
43.0
5000 = —
11.00 11.50
85.0 m/z 85.10 52.79%
128.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74009: Tridecane, 5-methyl-
43.0
— 5
85.0 11.00 11.50
5000 ITI/Z 41.00 40.79%
140.0
N AN X s AT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33091: Decane, 5-methyl- . —
57.0 11.00 11.50
m/z 55.05 40.50%
5000{ 29.0
85.0
Ll o seo
O Frp it et e e e “ T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.423  24.36 ug/L 470935 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 80
2 4-Methyl-3-heptanol, trifluoroac... 226 C1@H17F302 1000365-51-8 59
3 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 59
4 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 49
5 2-Hexene, 1-methoxy-, (E)- 114 C7H140 056052-83-6 43

Abundance Scan 3136 (11.423 min): VU046769.D\data.ms (-3129) (- m/z 71.10 100.00%

71.1
43.0
5000
113.2 —
11.50
156.3
0 HwHHU_uhﬂm192;9_“”‘\ Bl m/z 43.00  65.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33089: Decane, 4-methyl-
43.0
71.0
5000 T
11.50
112.0 m/z 57.10 63.54%
0 \\\‘\‘1\\‘i‘}\\‘h“\\‘}\“U\\\‘\\!‘\‘\\\\‘\]\_\\E,?“O\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106105: 4-Methyl-3-heptanol, trifluoroacetate
43.0 71.0
—5
11.50
5000 ITI/Z 70.10 34.95%
112.0
olaso | W Ll L 150 1960
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22109: Octane, 3,3-dimethyl- —
71.0 11.50
m/z 41.00 32.28%
43.0
5000
113.0
L O O U N
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
11.581 10.38 ug/L 200772  1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 72
2 Decane, 3-methyl- 156 C11H24 013151-34-3 68
3 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 64
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64
5 Tridecane 184 C13H28 000629-50-5 59

Abundance Scan 3185 (11.581 min): VU046769.D\data.ms (-3177) (- m/z 57.10 100.00%

57.1
5000
111.1 1150 ‘
- M‘l‘ L L e m/z 71.10  56.90%
mlz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 —rh :
11.50
9.0 m/z 43.10 42.99%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #33092: Decane, 3-methyl-
57.0
RN
11.50
5000 ITI/Z 41.00 38.03%
127.0
o b
m/z--> 50 100 150 200 250 300 350
Abundance #59059: Undecane, 2,9-dimethyl- —
57.0 11.50
m/z 85.10 35.85%
5000
“ Fg.o 155.0
Y N N — s
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 27 (DEL) Alkane: Cyclic11.713 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.713  39.76 ug/L 768808 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 76
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 76
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 70
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 64
5 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 58

Abundance Scan 3226 (11.713 min): VU046769.D\data.ms (-3216) (- m/z 83.10 100.00%

83.1
55.1
5000
140.2 T R
| M‘ 1111 11.50 12.00
0 ‘H‘H?’s‘}‘H”“‘!m“w‘m‘”‘H“M‘H“Hw“uww‘ m/z 55.10  69.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 T T T T T T
11.50 12.00
20.0 140.0 m/Z 82.10 59.49%
O\\\‘\M\ ‘i”\\\M\\“l\\\“\11\-]\"\0‘\\\\1‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl-
83.0
I —
55.0 11.50 12.00
5000 m/z 41.00  38.00%
29.0 140.0
b il 120 |
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl- T T
83.0 11.50 12.00
m/z 57.10 34.81%
55.0
5000
29.0 154.0
obrr b o oW VI Y
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.909 77.60 ug/L 1500280 1,4-Dichlorobenzene-d4 11.825
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 93
4 Mesitylene 120 C9H12 000108-67-8 93
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 3287 (11.909 min): VU046769.D\data.ms (-3272) (- m/z 105.10 100.00%

105.1
5000
A
? 57.1 77.0 12.00
] S ‘\M Ay “‘M M bl 38321412 nyy 100,10 41.71%
m/z--> 20 100 120 140 160
Abundance #10692.Mesnwene
105.0
5000 * f\\ :
12.00
m/z 77.00 11.34%
77.0
O \\\‘2\7\'0\\“\\‘M‘\H“\‘\\\“‘\\‘\\““\\J\-“‘z\.\o\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
—
12.00
5000 m/z 57.10 10.92%
77.0
ol280 b B3 Ul 820
m/z--> 20 40 60 80 100 120 140 160
Abundance #10695: Mesitylene —
105.0 12.00
m/z 43.05 10.01%
5000
390 ggq /70 |
Y R S N N Y YT R e
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.105 124.21 ug/L 2401460 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 76
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 72
5 Indane 118 C9H1e 000496-11-7 70
Abundance Scan 3348 (12.105 min): VU046769.D\data.ms (-3337) (-  m/z 117.10 100.00%
117.1
5000 j&ﬂL
91.0 -t A
390 630 ‘ ‘ 134.2 12.00 12.50
Ol bl W1 1922 /7 118,10 55.57%
mlz--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
117.0
5000 /\ﬁ‘ r T
12.00 12.50
390 g 91.0 ‘ m/z 115.10  33.25%
13.0
O\\\\‘\‘\\\“\\\\““\‘\\\‘\\“\\‘\\\M‘\\\\‘\\\\‘\
miz--> 20 40 60 100 120 140 160
Abundance #10192:Benzene,24nopenyh
117.0
12.00 12.50
m/z 91.05 19.42%
5000 910 /
39.0 65.0
0“‘““‘“‘JwJp”““‘ﬁl‘ﬂ“‘MM“““““
miz--> 20 40 60 80 100 120 140 160
Abundance #10195: Benzene, cyclopropyl- = =
117.0 12.00 12.50
m/z 119.10  18.42%
5000
91.0
51.0 ‘
Y - LA MY .2 N N —
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.330 159.65 ug/L 3086750 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 89
2 Indene 116 C9H8 000095-13-6 83
3 Undecane 156 C11H24 001120-21-4 74
4 Undecane 156 C11H24 001120-21-4 64
5 Undecane 156 C11H24 001120-21-4 50

Abundance Scan 3418 (12.330 min): VU046769.D\data.ms (-3407) (- m/z 57.10 100.00%
57.1

115.1
5000
85.1
= =
39 156.3 12.00 12.50
o el A3 L m/z 43.00  70.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 = =
850 12.00 12.50
20.0 m/z 115.10 65.70%
“ H ‘ 113.0 156.0
0\\\‘\\\\‘}\\M“\‘\‘}\“!‘\\\H‘\\U\‘\‘\\\‘\\\l‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9541: Indene
116.0
12.00 12.50
5000 m/z 116.10 63.86%
390 630 890
Ol el
m/z--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane % ——
57.0 12.00 12.50
m/z 71.10 53.73%
5000 850
29.0
L e s
Y| O A N A S Lndlann
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 Benzene, 1-methyl-4-propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.388 39.49 ug/L 763615 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 90
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 60
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 60
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 60

Abundance Scan 3436 (12.388 min): VU046769.D\data.ms (-3429) (- m/z 105.10 100.00%

106.1
5000
55.0 134.1
770 ‘ ‘ 12.00 12.50
154.2
op mu bl | ““m_‘u”_m_ m/z 97.10  26.80%
miz--> 20 60 80 100 120 140 160
Abundance #17052.Benzene,lwnemyh41nopw-
105.0
5000 — —
12.00 12.50
134.0 m/z 55.00  23.32%
77.0
O\\\\‘2\7\(\)\“\5\]‘_\0\“\‘\\\M‘\\‘\\““\\‘\“\\\‘\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
— ——
12.00 12.50
5000 m/z 134.05 23.09%
134.0
oLas0 90570 TP
m/z--> 20 40 60 80 100 120 140 160 ,A Af
Abundance #17056: Benzene, 1-methyl-2-propyl- i Pl ‘
105.0 12.00 12.50
m/z 69.10 21.59%
5000
134.0
270 510 77.0
) S O i A Y. SN NN — —
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

SFAMULM@10522WMA.M Mon Jan 24 18:30:35 2022 Page: 33



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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, 2-ethyl-1,4-dimethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.475  25.82 ug/L 499309 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 3463 (12.475 min): VU046769.D\data.ms (-3455) (-  m/z 119.10 100.00%
119.1

1
5000
91.1 JJ e
410 65.1 :
) A i “ ‘ “e‘uu‘cw w01 1652 sz 134,15 31.25%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 T A\ T T \AA\
12.50
m/z 91.10 17.64%
150 390 459 )
0 \‘\\\‘\‘\‘\\\“‘\\“w\“\“\\\‘H‘\\\\“\“\\m‘l\\\”\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
.
12.50
5000 ITI/Z 105.10 14.09%
91.0
ST S Y O A
miz--> 0 20 40 60 80 100 120 140 160
Abundance #16998: 0-Cymene
119.0 12.50
m/z 120.10 9.34%
5000
91.0
41.0 65.0 ﬁj\
m/z--> 0 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 o-Cymene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.504  22.19 ug/L 429104  1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 p-Cymene 134 C1oH14 000099-87-6 93
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 93
4 p-Cymene 134 C10H14 000099-87-6 90
5 o-Cymene 134 C1oH14 000527-84-4 90

Abundance Scan 3472 (12.504 min): VU046769.D\data.ms (-3468) (-  m/z 119.10 100.00%
1

119.
5000
97.1
55.0
71q ‘ ‘ | 154.2 12.50
O bt b ST m/z 97,180 27.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16998: o-Cymene
119.0
5000 — ‘
12.50
91.0 m/z 134.20  26.27%
41.0 65.0 U
OH\.‘\‘\H“‘\\‘H”"\‘\H‘”‘\\i‘\‘W\\‘\|\H‘\‘\\H‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #16992: p-Cymene
119.0
LU )
12.50
5000 ITI/Z 91.10 13.23%
91.0
41.0 65.0 ‘ |
ob At e A e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- e
119.0 12.50
m/z 55.00 13.13%
5000
91.0
39.0 650 ‘
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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, 1l-ethyl-2,4-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.578 30.76 ug/L 594696 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3495 (12.578 min): VU046769.D\data.ms (-3489) (-  m/z 119.10 100.00%
119.1
5000
91.1
12.50
65.0
)~ N it L bl L ASLL sz 134,15 28.95%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 : /\ e A/\ :
12.50
m/z 91.10 13.82%
91.0
0 \‘\\1\5\.‘0\‘\ \3\9“‘-(\)\‘\ \6’?-\0\ \‘”‘ T \‘\ T ﬂ‘\ \‘\“l T [T T T T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
T \
12.50
5000 m/z 120.10 9.91%
91.0
150 B0 80 T
o e e e e
miz--> 0 20 40 60 80 100 120 140 160 A A /J\
Abundance #16998: 0-Cymene ‘ AL
119.0 12.50
m/z 117.10 8.10%
5000
91.0
41.0 65.0 ‘
R
m/z--> 0 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclicl12.934 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.934  26.80 ug/L 518109 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 81
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 74
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 74
4 Cyclohexane, undecyl- 238 C17H34 054105-66-7 64
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 64
Abundance Scan 3606 (12.934 min): VU046769.D\data.ms (-3598) (- m/z 83.10 100.00%
83.1
55.0
5000
154.2 T
1051 131.0 ‘ 13.00
0 A L L1802y gy 10 70.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 T
13.00
m/z 55.05 64.62%
29.0 ‘ 154.0
O \\\‘\‘\‘\\““\\\“!“\‘}H\\“l\\\"J\-]\-]\-.\O‘]\-g\]\"\()‘\\\‘\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
——
13.00
5000 m/z 41.00 31.18%
29.0 154.0
0 ““‘MM‘M”“JL“M“ 1“J,%%%KQ‘ e M
miz--> 20 40 60 80 100 120 140 160 180
Abundance #31429: Cyclohexane, pentyl- 7
83.0 13.00
m/z 69.10 24.92%
55.0
5000
29.0 154.0
obrr b A1t L _—
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 36 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.979 30.06 ug/L 581138 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 93
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 93
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 93
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 81

Abundance Scan 3620 (12.979 min): VU046769. D\data ms (-3614) (- m/z 119.10 100.00%

119.
5000
149.2
91.1
w0 w0, |
) SRR RO 1 1) S m/z 134.05 49.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
13.00
91.0 m/z 149.20  36.25%
65.0
0\]_\5\0‘\\\\“‘\\‘\\“\‘\\\“\\‘\\“\‘\\Hl\\\“\‘\\\\‘\\\
miz--> 20 60 80 100 120 140 160
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
=
13.00
5000 ITI/Z 91.10 18.70%
91.0
39.0
o280 W 20 b
miz--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- —
119.0 13.00
m/z 93.10 11.65%
5000
39.0 65.0 91.0
LN VI PR NPT} N L
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 37 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.034 68.84 ug/L 1331050 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl1l0OH14 076089-59-3 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95

Abundance Scan 3637 (13.034 min): VU046769.D\data.ms (-3629) (-  m/z 119.10 100.00%
1

19.1
5000
91.0

: 13.00
300 650
0 HwHm‘uuuumH“‘_“Husm‘e“l” 022 1842 /7 134.20  44.65%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000

13.00
m/z 91.05 15.52%

91.0
41.0 ‘
0\\\‘\‘\\\“\\‘}‘\‘H"\\\‘M‘\\\\‘m\\f‘“l\\\“\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
T \
13.00
5000 ITI/Z 133.05 10.70%
39.0 50
150 M7 80 |
OF et e ML
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth gL\ =T ‘
119.0 13.00
m/z 120.10 9.91%
5000
91.0
oo, | | Al
S O L O A AVIUVALY
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 38 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
13.115 8.03 ug/L 155325 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 64
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 64
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 50
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 50
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 50

Abundance Scan 3662 (13.114 min): VU046769.D\data.ms (-3656) (-  m/z 119.10 100.00%
119.1
5000
91.1 148.2
e —
39.0 67.1 13.00 13.50
0 M,HH‘,HMwu”mm“um“‘“ W w‘m‘w“l‘?ﬂl‘ m/z 133.05  47.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 \jk LN U
13.00 13.50
91.0

m/z 148.20  38.43%

39.0 65.0 ‘ ‘
0 \1\5\0’\‘\\\"‘\\‘\ \“\‘\\ \“\\}‘\“H“\\Hl\\ \‘\‘\ \\\‘\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
110.0 J\M
LA ;

13.00 13.50
5000 ITI/Z 91.10 31.89%
91.0
39.0 65.0 ‘
1 a1 N N
miz--> 20 40 60 80 100 120 140 160
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- —— —
119.0 13.00 13.50
m/z 105.10  18.94%
5000
91.0
39.0 65.0 ‘ ‘
o‘1‘5:(,)“:”‘,*”“Wm‘“ww“‘ 0 S e
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 40 Benzene, 2-butenyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.291  23.85 ug/L 461154 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 86
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 50
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 50
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 50
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 50

Abundance Scan 3717 (13.291 min): VU046769.D\data.ms (-3711) (- m/z 117.10 100.00%

117.1
5000
9Ll 148.2 AL ~ s
390 650 ‘ M ‘ 13.00 13.50
0 m_‘H‘_u‘m“‘Um““ o L1882 nz 105,10 86.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16120: Benzene, 2-butenyl-
117.0
5000 P —
91.0 13.00 13.50
m/z 106.10 80.61%
39.0 65.0 ‘
0 H\‘\‘\‘\\“\\“1”\“}‘\\\H‘\H\“w‘\\U‘\‘”‘\‘\’HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16132: Benzene, 1-ethenyl-3-ethyl-
117.0
e =
13.00 13.50
5000 ITI/Z 132.05 35.97%
91.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- o = /J
117.0 13.00 13.50
m/z 91.10 27.83%
5000
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 41 6-Methyl-1,2,3,5,8,8a-hexah... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
13.359 12.09 ug/L 233813 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methyl-1,2,3,5,8,8a-hexahydron... 148 C11H16 107914-86-3 58
2 6-Methyl-1,2,3,5,8,8a-hexahydron... 148 C11H16 107914-86-3 58
3 Benzene, (1-ethylpropyl)- 148 C1l1H16 001196-58-3 50
4 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.... 148 C1l1H16 000473-00-7 50
5 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 46

Abundance Scan 3738 (13.359 min): VU046769.D\data.ms (-3731) (-  m/z 105.10 100.00%

106.1
5000 148.2
i —
410 77‘ 1 u ?\25 !\ 672 13.00 13.50
O e s g e Wl B L 1872 s 91,10 57.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26418: 6-Methyl-1,2,3,5,8,8a-hexahydronaphthalene
91.0 148.0
5000 1300 1350
41.0 119.0 . : o
‘ 65.0 m/z 148.20 44 .31%
0\‘\\\\‘ “““WH\\\ \‘u‘\\M‘!\}“\‘\‘\“\\‘\\\\‘\\\
miz--> 80 100 120 140 160 180
Abundance #26416 6- Methyl 1,2,3,5,8,8a-hexahydronaphthalene
91.0 148.0 /\M
\ ‘ T T ‘ T
13.00 13.50
5000 m/z 92.85 31.86%
41.0 119.0
‘ 65.0
ST T I O
miz--> 20 80 100 120 140 160 180
Abundance #26365: Benzene, (1-ethylpropyl)- ,‘ —
91.0 13.00 13.50
m/z 133.05 31.49%
5000
119.0
148.0
410 65.0 |
) P Y S 1 AR EN— i —
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA .M
: VOC Analysis

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 1-Phenyl-1-butene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.459 101.48 ug/L 19620760 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 70
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 70
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 70
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 55

Abundance Scan 3769 (13.459 min): VU046769.D\data.ms (-3749) (-  m/z 119.10 100.00%
119.1
91.1 N
55.0 13.50
151.2
Ober b b L 01702 s 117,10 78.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 1
13.50
910 m/z 134.15  37.45%
51.0 ‘
Ot ‘2\7‘\"(\)\“‘\ \“1”\ “‘}7\1\.“(1]‘ el ‘HrH‘\ T H‘ \‘U‘\‘\ LR B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0
13.50
5000 91.0 m/z 132.00 26.43%
51.0
210‘
0 “ P u“‘%‘lﬁd“ e p‘s“ w!“ uw‘h R
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16114: Benzene, 2-butenyl- e ‘/JV\/A
117.0 13.50
m/z 115.10  25.39%
5000 91.0
39.0 65.0
0 %ag‘H‘Jp‘Mupw‘wm‘Jl‘pU‘WM‘NM“‘H“““‘H‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA .M
: VOC Analysis

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 43 Benzene, 1-methyl-4-(1-meth... Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
13.565 7.18 ug/L 138797 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 91

2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 83
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1loH14 000874-41-9 80
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 80
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 78

Abundance Scan 3802 (13.565 min): VU046769.D\data.ms (-3797) (-
119.1

m/z 119.10 100.00%

1
5000
148.2 —5 :
200 650, | 13.50
O n_fm‘m_“Hue“w“m‘_uwm m/z 148.20  20.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 e ‘
13.50
010 148.0 m/z 91.05 13.09%
41.0 650 ‘ ‘
0 H\‘\‘\H“‘H‘H“\‘\H“‘\\HHH‘\“‘\H‘\‘HH‘H\
miz--> 20 40 60 80 100 120 140 160
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0 L — T
13.50
5000 m/z 120.10 10.67%
41.0 65.0 148.0
0 \1\5\.(‘]\‘\‘\\“\\““\“\‘.\\\m‘\\l\“1‘\\‘\‘l\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl- e ‘
119.0 13.50
m/z 77.00 6.48%
5000
39.0 65.0 91.0
0 H\‘\‘\H“‘H“;H“1“.\H‘”‘\\‘H“1‘”‘\‘l\uh‘uu‘u\ ——
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\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 45 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.742  16.22 ug/L 313632 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 78
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 60
4 1,3-Cyclopentadiene, 5-(trans-2-... 146 C11H14 079209-36-2 60
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 60

Abundance Scan 3857 (13.741 min): VU046769.D\data.ms (-3849) (-  m/z 131.05 100.00%
131.1

R —
13.50 14.00
0+ m/z 133.05 52.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 7 I
13.50 14.00
39.0 m/z 146.20 36.94%
O\\\‘\\\\“‘ “}‘V‘UM\‘\\‘\\}\“H “‘ \LM\‘\“\\\‘\\\\‘\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #25003:Benzene,(14nethyL1—butenyD—
131.0 /\
/\\ ‘ T T ‘ T
91.0 13.50 14.00 .
5000 m/z 149.20  31.46%
27.0 ‘
0 m_m“‘ “:‘ Wqhww‘;m!“_‘le‘mw”‘_‘
miz--> 20 40 100 120 140 160 180
Abundance #25026: 1H—Indene, 2,3-dihydro-1,2-dimethyl- e =
131.0 13.50 14.00
m/z 91.10 25.28%
5000
39.0 o0
0 630 ‘
B SR A R < N Y W S A A
m/z--> 20 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\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.092 409.88 ug/L 7924960 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 91
4 Naphthalene 128 C10H8 000091-20-3 91
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 3966 (14.092 min): VU046769.D\data.ms (-3956) (-  m/z 128.05 100.00%
128.1
5000
14.00 |
510 740 1021 .
Obrrrdie i T 1492 1794 p0 19706 12.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13678: Azulene
128.0
5000 - :
14.00
m/z 129.05 10.88%
102.0
o280 50 7o T
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13686: Naphthalene
128.0
=T \
14.00
5000 m/z 102.10 9.07%
5.0 750 1020 |
0 e e e e e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13679: Azulene —7
128.0 14.00
m/z 126.10 7.34%
5000
51‘-0 4o 1020
27.0 :
0"uu‘W"M"w"Wu‘u“J“H“M““““‘H““‘ —
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 47 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
14.455 11.09 ug/L 214400 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 98
2 Tridecane 184 C13H28 000629-50-5 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Tridecane 184 C13H28 000629-50-5 81
5 Hexadecane 226 C16H34 000544-76-3 74

Abundance Scan 4079 (14.455 min): VU046769.D\data.ms (-4074) (-  m/z 57.10 100.00%
57.1

e . /\/m
163.2 140
h | 107 184.3 14.50
ol J“; ‘ wu‘_‘s“ AL MM 22 M e m/z 71.10  66.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59028: Tridecane
57.0
5000 85.0 T
14.50
29.0 m/z 43.00 63.64%
Ll L) 120 aao 180
O\\\‘\\\\‘\\\H\‘\\\\“\\\\’\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59027: Tridecane
57.0
——
14.50
m/z 85.10 42.42%
5000 oo 850 /
Lm0 o 10
0 H“‘1‘ﬂim‘m“Jl‘ﬂ‘“W“‘w“““‘H“““lu“
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59026: Tridecane —
57.0 14.50
m/z 41.00 36.76%
5000
29.0 85.0
H | 1120 1410 184.0
0 H““H““‘_Jl‘pM“U‘AM“M‘W““_““M“‘ —
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 48 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.677  49.15 ug/L 950226 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 64
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 60
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 53

Abundance Scan 4148 (14.677 min): VU046769.D\data.ms (-4137) (- m/z 131.05 100.00%

131.1
5000
91.1
390 65.0 ‘ | ‘H “1622 14:50 15.00
Ot bbbtk Ll gl 1962 g s 133,05 53.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000
1450 1500
91.0 m/z 146.20 32.47%
180 #0830 ||
0\\\\‘\‘\\\"\\“”\“‘U\\\“\\\\“‘1‘\\1‘\‘U‘!\‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- MA/\
131.0
R -
14.50 15.00
5000 m/z 115.10  24.72%
39.0 63.0 91.0 ‘
o‘Hw“‘H‘,H‘;u“MJ‘HHW‘lwmwmwww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)- P —
131.0 14.50 15.00
m/z 145.15 22.10%
5000 91.0
65.0 ‘
N S il O I U WUTY
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 49 3,4-Dimethylcumene Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
14.815 13.45 ug/L 260049 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylcumene 148 C11H16 1000370-34-1 55
2 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 55
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 55
4 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H1l6 004920-99-4 49
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 49

Abundance Scan 4191 (14.815 min): VU046769.D\data.ms (-4185) (- m/z 133.05 100.00%

138.1
5000
- —
390 770 1054 5ﬁ2 14.50 15.00
o"H‘W‘H‘L‘m‘wuh_ﬂupLJMmWVp‘HNH%§??%9?? m/z 145.20  56.13%
miz--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26348: 3,4-Dimethylcumene
138.0
5000

e —
14.50 15.00
m/z 148.20  26.93%

105.0
41.0 77.0
0 \‘\:\L\S\.?\‘H\w\ \‘i‘\‘ﬂ‘\\\‘”‘\\‘\‘\ “\‘\ \MH‘ T i‘\‘\‘H‘H‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133.0
= =
14.50 15.00
5000 m/z 159.20 15.25%
15.0 39.0 650 910
YR PR NP A W—
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26354: Benzene, pentamethyl- /\‘ ‘ T
133.0 14.50 15.00
m/z 160.20 14.53%
91.0
ol 180 40 880 b e LA W U
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 50 2-Methyl-4-phenyl-3-butyn-2-ol Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
14.883 19.34 ug/L 373918 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-4-phenyl-3-butyn-2-0l 160 C11H120 001719-19-3 64
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 64
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 58
4 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 58
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 58

Abundance Scan 4212 (14.883 min): VU046769.D\data.ms (-4206) (- m/z 145.20 100.00%

145.2
5000
115.1 W L
51 o1 ‘\‘ 17424, 1450 15.00
Ol ettt Ml L2707 2962 0 7 131 05 59.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36174: 2-Methyl-4-phenyl-3-butyn-2-ol
145.0
43.0
5000 = S
14.50 15.00
115.0 ITI/Z 160.20 27.53%
77.0
O \]-\5\‘0\\\\‘\\“\\‘\\“u“\\‘\\"\\\M‘\‘H\\‘\‘\\\ ‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
ANV VAL
14.50 15.00
5000 m/z 146.20 25.75%
39.0 77.0 ‘
0““H"W‘ﬂu‘WHJN‘H‘,“AM‘M‘WWM‘HM“‘_““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- = =
145.0 14.50 15.00
m/z 115.10 23.72%
- Wi
115.0
9L0. ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 51 unknown-01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.024  37.17 ug/L 718605 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzimidazole, 2-ethyl- 146 C9H1ON2 001848-84-6 49
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 46
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 46
4 2-Propenal, 3-(4-methylphenyl)- 146 C10OH100 001504-75-2 46
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 43

Abundance Scan 4256 (15.024 min): VU046769.D\data.ms (-4248) (- m/z 131.05 100.00%
131.1

3

5000
160.2 AN ‘
| 15.00
0 ol 1982 /7 145,15 69.52%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #25691: 1H-Benzimidazole, 2-ethyl-
145.0

=

5000 \

léOO
m/z 146.15 43.54%
28.0 63.0 920 1180
ottt e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-

-

145.0
T I
15.00
5000 m/z 118.10 40.70%
105.0
39.0 77.0
oy b 220 A |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)- =
131.0 15.00
m/z 115.10 31.69%
- | AJ\VJu\m/\fJ\\»/kv
65.0 ‘
0 _w?g‘??pm“:H‘w:“uu‘!“_‘1“1‘_””‘_m_mw =
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 52 Naphthalene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.227 180.53 ug/L 3490430 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94

Abundance Scan 4319 (15.227 min): VUO46769 D\data.ms (-4304) (- m/z 142.05 100.00%

142.1
5000
115.1
63.0 89.0 1500 1550
39.0
b 20 i S 27821972 s 141 05 85 66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 1
115.0 1500 1550
m/z 115. 34.51%
71.
0‘\\\\‘\5\0\\“‘\\“\\0‘\9\2\\‘\\\\‘\\\\"‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
1500 1550
m/z 143.0 11.42%
5000 115.0
39.0 630 890
] B PR s B E—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0 1500 1550
m/z 139.05 10.82%
5000
115.0
39.0 63.0 890 Il
0 R T Y — ‘

—
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 53 Benzene, 1-(1-methylethenyl... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.

15.275 21.71 ug/L 419849  1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 70
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 60
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 60
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 58
5 3-Ethyl-3-phenyl-1-pentene 174 C13H18 019781-34-1 55

Abundance Scan 4334 (15.275 min): VU046769.D\data.ms (-4330) (-  m/z 145.20 100.00%
145.2

5000 117.1
91.1
—r— —
410 671 176.2 15.00 15.50
0 m/z 160.20 43.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0
5000 —~ 2
010 117.0 15.00 15.50 N
410 ‘ ‘ m/z 117.10 41.93%
O \\1\5\‘0\“\\\“‘\\\\‘m\\w““\\‘\\“‘\\\M‘\‘!H‘\\‘\‘\\\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
— —
15.00 15.50
5000 m/z 119.10  39.42%
91 0
oo O T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- —— ——
145.0 15.00 15.50
m/z 104.10 36.57%
5000
115.0
150 390 g2y 910 ‘
o S Y PO Y AN IS
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 54 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
15.349 10.46 ug/L 202290 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,4,5-t... 174 C13H18 016204-57-2 59
2 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-55-0 46
3 Naphthalene, 6-ethyl-1,2,3,4-tet... 160 C12H16 022531-20-0 46
4 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-17-7 43
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 42

Abundance Scan 4357 (15.349 min): VU046769.D\data.ms (-4351) (- m/z 159.20 100.00%

5000
91.1 s —
300 650 ‘ ‘ 15.00 15.50
Ol fer i il 188.2 m/z 131.05  85.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #49161: 1H-Indene, 2,3-dihydro-1,1,4,5-tetramethyl-
159.0
5000 — ——
15.00 15.50
m/z 145.15 52.69%
150 39.0 128.0
0\\\‘\‘\‘\‘\\"\\‘\‘\“i‘\T\ZI’O\\‘\%L‘O\S\-g\‘[\‘Ur\‘mlH\‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49169: Naphthalene, 1,2,3,4-tetrahydro-1,5,7-trimethyl-
159.0
— —
15.00 15.50
5000 m/z 160.20  46.31%
15.0 39.0 65.0 91.0 I:HB‘Z'O ‘
T e YN T P O WO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36265: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro- — =
131.0 15.00 15.50
m/z 115.10 32.88%
5000 160.0
91.0
150 390 450
0! R IR - e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 55 Naphthalene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.413  92.55 ug/L 1789390 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94

Abundance Scan 4377 (15.413 min): VUO46769 D\data.ms (-4368) (- m/z 142.05 100.00%

142.
5000
1151

71.0 15 50
39.0
o b M 1722 1983 ps 141,05 88.29%

o I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22143: Naphthalene, 2-methyl-

142.0

5000
115.0 1550
m/z 115.10 36.03%

39.0, 93C, 890 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22142: Naphthalene, 1-methyl-
142.0

o

1550
m/z 143.05 11.76%
5000 115.0
390, 730 550 I
O ettt et el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22150: Naphthalene, 2-methyl-

142.0 1550

m/z 139.05 11.35%

5000
115.0
390 MO I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 1550

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 56 Naphthalene, 1-ethyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
16.153  14.17 ug/L 274056 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 91
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 90
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 90
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 78
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 78

Abundance Scan 4607 (16.153 min): VU046769.D\data.ms (-4599) (-  m/z 141.05 100.00%
1

41.1
5000
105 174.2 P ]
63.0 : “ | ‘ ‘ 16.00 16.50
ol ,”hu Il L 2083 2810 ;156,15 45.06%
m/z--> 50 100 150 200 250
Abundance #33122: Naphthalene, 1-ethyl-
141.0
5000 T T
16.00 16.50
m/z 115.10 30.06%
2.0 839, 109 | |
0 \‘\“\ ‘\ w \”\M\ ‘\ " \‘\‘M\ ‘i f‘m\ L B B
m/z--> 50 100 150 200 250
Abundance #33127: Naphthalene, 1-ethyl-
141.0
—— ——
16.00 16.50
5000 m/z 131.05 23.59%
o270 80 028 |
m/z--> 50 100 150 200 250
Abundance #33124: Naphthalene, 2-ethyl- — —
141.0 16.00 16.50
m/z 174.20 20.70%
5000
390 76.0 ‘ ‘
0 \\‘\i‘\‘u““\\,H“‘u‘;“““\ R R —— —FS
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 57 Naphthalene, 2,7-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.265 27.35 ug/L 528883 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4642 (16.265 min): VU046769.D\data.ms (-4633) (- m/z 156.20 100.00%
156.2

-

5000
— —
s 770 T , 16.00 16.50
0 ' 232 28l myz 141.05  68.35%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 =

‘ —
16.00 16.50
m/z 155.15 33.58%

)

77.0
39.0 1150
HH‘\H\’\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
16.00 16.50
5000 ITI/Z 128.05 13.93%
115.0
77.0
o - O R S |
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33147: Naphthalene, 2,7-dimethyl- —— —
156.0 16.00 16.50

m/z 157.10  13.33%

5000

410 770 1150

3
=

‘ —
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 58 Naphthalene, 2,3-dimethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
16.410  18.16 ug/L 351203 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 4687 (16.410 min): VU046769.D\data.ms (-4679) (- m/z 156.15 100.00%

156.2
5000
115.1
77.0 ‘ 16.50
39.0 .
ol b ‘M\ 2002 28L. n/z 141.05  84.36%
miz--> 50 100 150 200 250
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
5000 T
16.50
260 115.0 ITI/Z 155.15 28.27%
0 \‘\39‘\0” \‘h‘\””"\ s I \“\““\ ‘i‘ “H“\ L B B
miz--> 50 100 150 200 250
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0
—r—
16.50
5000 m/z 115.10 19.24%
77.0 115.0
L SR | I
m/z--> 50 100 150 200 250
Abundance #33158: Naphthalene, 1,3-dimethyl- —
156.0 16.50
m/z 128.05 15.93%
5000
115.0
miz--> 50 100 150 200 250 16.50

SFAMULM@10522WMA.M Mon Jan 24 18:30:59 2022 Page: 58



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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 59 Naphthalene, 1,7-dimethyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
16.449  13.83 ug/L 267337 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94

Abundance Scan 4699 (16.449 min): VU046769.D\data.ms (-4694) (-  m/z 156.20 100.00%

156.2
5000
1151
77.0 16.50
39.0 190.2 :
Y Y NS c‘w‘ N‘h‘“u‘iw mlH‘ e A0S m/z 141,05 64.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0
5000 1
16.50
m/z 155.10 32.31%
77.0
39.0 115.0
0' ‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
——
16.50
5000 m/z 128.05 18.05%
77.0
115.0
ORI A '
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33156: Naphthalene, 1,7-dimethyl- ——
156.0 16.50
m/z 115.10 16.97%
5000
77.0 115.0
M 0 N B 1 | EENS— -
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46769.D

Acqg On : 17 Jan 2022 17:04

Operator : SY/MD

Sample : N1155-02ME

Misc : 6.08g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@10522WMA.M
Quant Title : VOC Analysis

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 5.584 4.0 ug/L 47450 1 6.250 593820 50.0
(DEL) Alkane: S 6.128 4.7 ug/L 55862 1 6.250 593820 50.0
(DEL) Alkane: S 7.497 2.5 ug/L 30277 1 6.250 593820 50.0
(DEL) Alkane: S 8.131 3.0 ug/L 46456 2 9.427 772502 50.0
(DEL) Alkane: C 8.864 2.9 ug/L 44150 2 9.427 772502 50.0
(DEL) Alkane: C 8.925 3.8 ug/L 59136 2 9.427 772502 50.0
(DEL) Alkane: S 9.060 6.0 ug/L 92900 2 9.427 772502 50.0
(DEL) Alkane: S... 9.124 4.5 ug/L 70357 2 9.427 772502 ©50.0
(DEL) Alkane: C... 9.173 8.0 ug/L 123862 2 9.427 772502 50.0
(DEL) Alkane: S 9.218 14.0 ug/L 216112 2 9.427 772502 50.0
(DEL) Alkane: S 9.340 14.4 ug/L 222203 2 9.427 772502 50.0
(DEL) Alkane: C 10.025 22.8 ug/L 351922 2 9.427 772502 50.0
(DEL) Alkane: S 10.253 28.8 ug/L 444897 2 9.427 772502 50.0
(DEL) Alkane: C 10.359 16.6 ug/L 256144 2 9.427 772502 50.0
(DEL) Alkane: S 10.562 20.6 ug/L 318851 2 9.427 772502 50.0
(DEL) Alkane: S 10.629 20.6 ug/L 397488 3 11.825 966732 50.0
(DEL) Alkane: S... 10.661 28.5 ug/L 550991 3 11.825 966732 50.0
Benzene, propyl- 10.918 14.0 ug/L 270643 3 11.825 966732 50.0
Benzene, 1-ethy... 11.012 107.8 ug/L 2084870 3 11.825 966732 50.0
(DEL) Alkane: C... 11.246 2.6 ug/L 49954 3 11.825 966732 50.0
Benzene, 1l-ethy... 11.307 56.0 ug/L 1083380 3 11.825 966732 50.0
(DEL) Alkane: S... 11.381 8.8 ug/L 169849 3 11.825 966732 50.0
(DEL) Alkane: S... 11.423 24.4 ug/L 470935 3 11.825 966732 50.0
(DEL) Alkane: S... 11.581 10.4 ug/L 200772 3 11.825 966732 50.0
(DEL) Alkane: C... 11.713 39.8 ug/L 768808 3 11.825 966732 50.0
Benzene, 1,2,3-... 11.909 77.6 ug/L 1500280 3 11.825 966732 50.0
Indane 12.105 124.2 ug/L 2401460 3 11.825 966732 50.0
(DEL) Alkane: S... 12.330 159.7 ug/L 3086750 3 11.825 966732 50.0
Benzene, 1-meth... 12.388 39.5 ug/L 763615 3 11.825 966732 50.0
Benzene, 2-ethy... 12.475 25.8 wug/L 499309 3 11.825 966732 50.0
o-Cymene 12.504 22.2 ug/L 429104 3 11.825 966732 50.0
Benzene, 1-ethy... 12.578 30.8 ug/L 594696 3 11.825 966732 50.0
(DEL) Alkane: C... 12.934 26.8 ug/L 518109 3 11.825 966732 50.0
Benzene, 1,2,4,... 12.979  30.1 ug/L 581138 3 11.825 966732 50.0
Benzene, 1,2,3,... 13.034 68.8 ug/L 1331050 3 11.825 966732 50.0
Benzene, 1l-ethy... 13.115 8.0 ug/L 155325 3 11.825 966732 50.0
Benzene, 2-bute... 13.291 23.9 ug/L 461154 3 11.825 966732 50.0
6-Methyl-1,2,3,... 13.359 12.1 ug/L 233813 3 11.825 966732 50.0
1-Phenyl-1-butene 13.459 101.5 wug/L 1962070 3 11.825 966732 50.0
Benzene, 1-meth... 13.565 7.2 ug/L 138797 3 11.825 966732 50.0
Benzene, (1,2-d... 13.742 16.2 ug/L 313632 3 11.825 966732 50.0
Azulene 14.092 409.9 wug/L 7924960 3 11.825 966732 50.0
(DEL) Alkane: S... 14.455 11.1 ug/L 214400 3 11.825 966732 50.0
Naphthalene, 1,... 14.677 49.1 ug/L 950226 3 11.825 966732 50.0
3,4-Dimethylcumene 14.815 13.4 ug/L 260049 3 11.825 966732 50.0
2-Methyl-4-phen... 14.883 19.3 ug/L 373918 3 11.825 966732 50.0
unknown-01 15.024 37.2 ug/L 718605 3 11.825 966732 50.0
Naphthalene, 2-... 15.227 180.5 ug/L 3490430 3 11.825 966732 50.0
Benzene, 1-(1-m... 15.275 21.7 ug/L 419849 3 11.825 966732 50.0
1H-Indene, 2,3-... 15.349 10.5 ug/L 202290 3 11.825 966732 50.0
Naphthalene, 1-... 15.413 92.5 wug/L 1789390 3 11.825 966732 50.0
Naphthalene, 1-... 16.153 14.2 ug/L 274056 3 11.825 966732 50.0
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Naphthalene, 2,... 16.265 27.4 ug/L 528883 3 11.825 966732 50.0
Naphthalene, 2,... 16.410 18.2 wug/L 351203 3 11.825 966732 50.0
Naphthalene, 1,... 16.449 13.8 wug/L 267337 3 11.825 966732 50.0
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