LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 21  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\SFAMULM@92321WMA.M
Title : VOC Analysis

Signal : TIC: VU@45257.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.466 31 39 61 rBV 34214 69830 5.49% 0.254%
2 1.601 73 81 92 rVB 143284 153209 12.05% 0.558%
3 1.880 160 168 184 rVB 122225 167624 13.18% 0.610%
4 2.556 366 378 400 rBV 218670 375266 29.51% 1.366%
5 3.694 717 732 750 rBV2 44631 98883 7.78% 0.360%
6 4.530 976 992 1008 rBvV2 37061 90882 7.15% ©.331%
7 4.629 1008 1023 1054 rBV 153825 361016 28.39% 1.314%
8 5.067 1142 1159 1182 rVV 222314 495810 38.99% 1.804%
9 5.375 1238 1255 1270 rBV6 76687 215348 16.93% 0.784%
10 5.459 1272 1281 1300 rVB4 25723 67709 5.32% 0.246%
11  5.591 1307 1322 1334 rBV2 96870 214101 16.83% 0.779%
12 5.726 1345 1364 1383 rVB2 479904 1271789 100.00% 4.628%
13 5.851 1390 1403 1414 rBV2 64495 132975 10.46% 0.484%
14  5.922 1414 1425 1434 rVWW2 51630 105114 8.27% 0.383%
15 5.989 1434 1446 1461 rVB 105438 222272 17.48% 0.809%
16 6.134 1475 1491 1512 rBV 228539 425232 33.44% 1.547%
17 6.253 1512 1528 1550 rBV 359920 746655 58.71% 2.717%
18 6.694 1651 1665 1674 rBV 309420 613463 48.24%  2.232%
19 6.764 1675 1687 1710 rVV 346379 815111 64.09% 2.966%
20 6.867 1710 1719 1732 rVB2 23816 45386 3.57% 0.165%
21 6.983 1742 1755 1768 rBV2 71890 134797 10.60%  0.491%
22 7.076 1768 1784 1798 rVB 80038 159344 12.53% 0.580%
23 7.237 1823 1834 1854 rVB3 98363 205441 16.15% 0.748%
24 7.401 1872 1885 1890 rBV 50375 93438 7.35% 0.340%
25 7.501 1905 1916 1924 rBV 279273 470206 36.97% 1.711%
26 7.568 1925 1937 1951 rVB2 164751 378007 29.72% 1.376%
27 7.661 1957 1966 1985 rVB 139325 285969 22.49% 1.041%
28 7.761 1986 1997 2013 rVB7 53726 117746  9.26% 0.428%
29 7.858 2013 2027 2032 rBV2 230563 410841 32.30% 1.495%
30 7.899 2032 2040 2054 rVB 658640 1154900 90.81% 4.203%
31 7.973 2054 2063 2070 rBV2 22495 34049 2.68% 0.124%
32 8.025 2070 2079 2087 rBV3 61720 131424 10.33% 0.478%
33 8.099 2096 2102 2107 rBvV2 49291 68041 5.35% 0.248%
34 8.131 2108 2112 2120 rVB 72831 90619 7.13% 0.330%
35 8.182 2120 2128 2136 rVB 107815 165955 13.05% 0.604%

36 8.243 2136 2147 2161 rVB4 171560 368380 28.97% 1.341%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 21  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\SFAMULM@92321WMA.M
Title : VOC Analysis
37 8.372 2175 2187 2193 rBV2 72794 130248 10.24% 0.474%
38 8.414 2193 2200 2213 rVB2 57408 108790 8.55% 0.396%
39 8.478 2214 2220 2229 rVBS5 17563 27980 2.20% 0.102%
40 8.539 2231 2239 2250 rVB2 39777 67295 5.29% 0.245%
41  8.639 2250 2270 2284 rBV 670972 1204772 94.73%  4.384%
42 8.761 2298 2308 2314 rBV2 54027 97564 7.67% 0.355%
43 8.806 2315 2322 2332 rVB4 92466 152274 11.97% 0.554%
44  8.867 2332 2341 2351 rBV 186669 302820 23.81% 1.102%
45  8.928 2351 2360 2370 rVV 195241 314532 24.73% 1.145%
46 9.073 2392 2405 2413 rBV7 101994 216401 17.02% 0.788%
47  9.124 2413 2421 2427 rW 79469 120182 9.45% 0.437%
48  9.169 2427 2435 2442 rVV4 121036 221990 17.45% ©0.808%
49 9.218 2442 2450 2460 rVV2 267789 442377 34.78% 1.610%
50 9.266 2460 2465 2472 rVB2 19410 25146 1.98% 0.092%
51 9.337 2477 2487 2502 rVB 336558 548291 43.11% 1.995%
52 9.420 2502 2513 2524 rBV 532014 863082 67.86% 3.141%
53 9.568 2550 2559 2573 rBV4 62775 114178 8.98% 0.416%
54 9.665 2575 2589 2597 rBV5 87898 220147 17.31% 0.801%
55 9.719 2599 2606 2613 rVvVv2 130554 214035 16.83% 0.779%
56 9.764 2614 2620 2643 rVB6 102737 239805 18.86% 0.873%
57 9.880 2644 2656 2671 rBV7 50826 125656 9.88% 0.457%
58 9.957 2672 2680 2690 rBv4 23022 36914 2.90% 0.134%
59 10.031 2690 2703 2723 rBv8 140284 391872 30.81% 1.426%
60 10.124 2724 2732 2742 rBV6 55184 113453 8.92% 0.413%
61 10.256 2756 2773 2787 rBV3 365530 813021 63.93% 2.959%
62 10.362 2796 2806 2812 rBV3 198160 356567 28.04% 1.298%
63 10.475 2832 2841 2852 rBV6 50000 103656 8.15% 0.377%
64 10.562 2853 2868 2876 rBv4 104081 227518 17.89% 0.828%
65 10.626 2876 2888 2893 rBV 218697 359617 28.28% 1.309%
66 10.700 2906 2911 2918 rBV3 25724 31615 2.49% 0.115%
67 10.761 2920 2930 2939 rVV 605916 975137 76.67%  3.549%
68 10.812 2940 2946 2961 rVB5 115598 200215 15.74% 0.729%
69 10.951 2983 2989 2998 rVvV5 33425 53768 4.23% 0.196%
70 11.066 3017 3025 3036 rBV2 139984 231277 18.19% 0.842%
71 11.192 3058 3064 3073 rBV7 15873 29261 2.30% 0.106%
72 11.250 3075 3082 3087 rvv2 26279 38166 3.00% 0.139%
73 11.308 3088 3100 3113 rVB5 81064 231318 18.19% 0.842%
74 11.378 3114 3122 3127 rBv4 51338 79847 6.28% 0.291%
75 11.420 3127 3135 3143 rVB 244842 333861 26.25% 1.215%
76 11.578 3177 3184 3189 rBV 28368 48019 3.78% 0.175%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 21  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\SFAMULM@92321WMA.M
Title : VOC Analysis
77 11.645 3198 3205 3216 rVB5 114050 198915 15.64% 0.724%
78 11.716 3218 3227 3234 rBV2 168639 276977 21.78% 1.008%
79 11.816 3247 3258 3271 rBV2 553070 1005280 79.04% 3.658%
80 11.877 3271 3277 3282 rVV2 88011 121881 9.58% 0.444%
81 11.912 3283 3288 3299 rVB3 125801 183344 14.42% 0.667%
82 12.005 3310 3317 3335 rVB3 118424 223361 17.56% 0.813%
83 12.099 3336 3346 3352 rBV6 69451 131674 10.35% 0.479%
84 12.195 3365 3376 3390 rBV 714729 1230246 96.73% 4.477%
85 12.385 3429 3435 3450 rVB7 97234 207078 16.28% 0.754%
86 12.671 3515 3524 3533 rBV3 125395 257948 20.28% ©.939%
87 12.935 3595 3606 3623 rBV7 171662 482276 37.92% 1.755%
88 13.008 3624 3629 3635 rVV3 54732 80918 6.36% 0.294%
89 13.053 3636 3643 3652 rVB3 141707 217550 17.11% 0.792%
90 13.137 3663 3669 3676 rVB3 84949 115382 9.07% 0.420%
91 13.455 3757 3768 3784 rVB8 195465 494662 38.89% 1.800%
92 13.590 3802 3810 3817 rBV 188474 283045 22.26% 1.030%
93 13.732 3848 3854 3863 rBV6 31047 48315 3.80% 0.176%
94 13.951 3916 3922 3926 rBV 38321 55244  4.34% 0.201%
95 14.095 3962 3967 3971 rBV3 34652 38764 3.05% 0.141%
96 14.192 3987 3997 4011 rVB4 100017 185000 14.55% 0.673%
97 14.574 4111 4116 4122 rVB5 32561 40073 3.15% ©0.146%
98 14.674 4136 4147 4159 rVB9 52743 123627 9.72% 0.450%
99 15.214 4306 4315 4328 rBV9 37196 75635 5.95% 0.275%
100 15.414 4372 4377 4387 rVB 21101 32756 2.58% 0.119%
Sum of corrected areas: 27479450
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU045257.D\data.ms
700000

600000
500000 5.726

400000

6.253 6.7

300000
2.556 5.067 6.13

1.601 1.880 4.629

5.989
100000 5.375°29 :
1.466 3.694 4.53 45

200000

o

R L DL B B L L L L L L L L B L I LA IR A B (i (R N NN R

Time-->  1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance TIC: VU045257.D\data.ms
12.1
700000 7.899 8.639

10.761
11.816

600000

9.420

500000

400000

300000

200000

100000

o

— — T — —
Time--> 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VU045257.D\data.ms
700000
600000
500000

400000

300000

12.935

200000

100000 1521k 414

T ‘ T T T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Sulfur dioxide Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
1.466 4.68 ug/L 69830 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 39 (1.466 min): VU045257.D\data.ms (-31) (-) m/z 63.85 100.00%

3.9
47.9
5000
T
1.40 1.60 1.80
O+ e e m/z 47.99 52.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 L L L
1.40 1.60 1.80
m/z 65.90 4.81%
160 3290
O \\\‘\\‘\\‘\\\\‘\\\\‘\\\\i\\\\‘\ 1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6974: Aminomethanesulfonic acid
64.0
L e
1.40 1.60 1.80
5000 48.0 m/z 49.90 2.49%
17.0
M 32.0 .
O+t e
mfz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6976: Aminomethanesulfonic acid e “‘M
64.0 1.40 1.60 1.80
m/z 64.90 0.96%
48.0
5000
0 i , 810 940 111.0
e e e s L A E e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
3.694 6.62 ug/L 98883 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 64
4 n-Hexane 86 C6H14 000110-54-3 64
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 59
Abundance Scan 732 (3.694 min): VU045257.D\data.ms (-717) (-) m/z 57.00 100.00%
57.0
41.0
5000 A
86.0 T T T T T
‘ | 710 3.40 3.60 3.80 4.00
O vt e b m/z 41.00  74.84%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0 /\
5000 UL B B LI NI LA B
3.40 3.60 3.80 4.00
86.0 m/z 43.00 62.19%
15.0 ‘ 71.0 ‘
O\\\‘\\\\‘\i‘\\‘\\l\‘\\\i}\}\\‘\‘\\1‘\\\\“\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
43-0 \\\‘\\\\‘\\\\‘\\\\’\\\\
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.00 53.20%
86.0
,g 0 | ‘ L0
ol 29l
mfz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane H‘,“‘W““_“‘,‘H‘
57.0 3.40 3.60 3.80 4.00
43.0
m/z 42.00 34.25%
29.0
5000
86.0
15.0 ‘ ‘ 71.0
O e e e G
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Cyclic4.530 Concentration Rank 53

R.T. EstConc Area Relative to ISTD R.T.
4.530 6.09 ug/L 90882 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
Abundance Scan 992 (4.530 min): VU045257.D\data.ms (-976) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0 /\
R A RARE
“ ‘ 84.0 4.20 4.40 4.60 4.80
0l ettt il il il mz a1.0e s2.74%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
4.20 4.40 4.60 4.80
m/z 69.00 46.26%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\u\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
R R R
41.0 4.20 4.40 4.60 4.80
5000 m/z 55.00 27.75%
69.0
270
84.0
10 15\0 ‘ ‘H\ il ‘
0 ""H‘ww_m,‘mwwu‘_m,‘m_m_‘
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl- R REmEa R e
56.0 4.20 4.40 4.60 4.80
m/z 38.90  25.52%
5000 41.0
69.0
84.0
27.0 ‘ |
0 ""m‘_m_m“m_‘m_wM‘Hu:“mw”_‘ e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
5.459 4.53 ug/L 67709 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 58
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 58
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 50
Abundance Scan 1281 (5.459 min): VU045257.D\data.ms (-1272) (-) m/z 56.00 100.00%
56.0
43.0
5000 71.0
AR R
H ‘ ‘ 85‘.0 1000 5.20 5.40 5.60 5.80 .
O e e e ey m/z 43.00 75.12%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
5000 uu‘uu‘uu,uu%
29.0 71.0 5.20 5.40 5.60 5.80
m/z 57.00 62.25%
Ll 580 a0
0 \H‘HH‘\\H’HH‘HHiHH’\‘\ \‘HH‘HH\’HH‘HHiHH’
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
SRS VAWV
5.20 5.40 5.60 5.80
5000 m/z 40.95 50.64%
T Y
Ot e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl- R AR ARE A b
43.0 56.0 5.20 5.40 5.60 5.80
m/z 70.95 38.02%
71.0
o200 [ L %00 o pl )
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.591 14.34 ug/L 214101 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
4 Heptane 100 C7H16 000142-82-5 72
5 Heptane 100 C7H16 000142-82-5 59

Abundance Scan 1322 (5.591 min): VU045257.D\data.ms (-1307) (-) m/z 43.00 100.00%

43.0
71.0
5000

M 85.0 100.0 5.20 5.40 5.60 5.80 6.00
0 H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H}H‘w m/z 71.00 66.96%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0 ‘uu‘uu‘uu,uu‘u
290.0 5.20 5.40 5.60 5.80 6.00

m/z 70.00  64.35%

15.0 ‘ 85.0 100.0
\\\‘\\H‘\\\\’H}\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
mi/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0

o

71.0 5.20 5.40 5.60 5.80 6.00
5000 m/z 41.60  60.95%
29.0
85.0
PSSR L | 1 R O s L
miz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- R
43.0 5.20 5.40 5.60 5.80 6.00

m/z 57.00 58.10%

5000 29.0 57.0 71.0 j\
0 1.0 150 “ A, 850 1000

m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80 6.00

SFAMULM@92321WMA.M Wed Oct 13 22:33:20 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Cyclic5.851 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
5.851 8.90 ug/L 132975 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 74
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 72
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 64

Abundance Scan 1403 (5.851 min): VU045257.D\data.ms (-1390) (-) m/z 69.95 100.00%
70.0

56.0
41.0
5000 /k
83.0 i i N
M ‘ ‘ 98.0 5.60 5.80 6.00 6.20
Ot bl U w2 se.ee  69.26%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0
41.0
5000 \\\\‘\\\\‘\\\\’\\\\‘\\\
27.0 5.60 5.80 6.00 6.20
83.0 m/z 54.95  63.36%
‘ ‘ 98.0
O \\\‘\\\\‘\\‘\\‘\\\H‘\\\\l\‘\\\“\‘l ‘\‘\\‘\H ‘\\\‘\“w\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0 A«A\
41.0 AVEVAVE SR WAWA
5.60 5.80 6.00 6.20
5000 ITI/Z 40.95 52.27%
27.0 83.0
P s
0 bt e st e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
410 56.0 70.0 5.60 5.80 6.00 6.20
' m/z 42.95 28.51%
5000
27.0
83.0
‘ ‘ 98.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Cyclic5.922 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
5.922 7.04 ug/L 105114 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 95
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 94
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 93
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 87

Abundance Scan 1425 (5.922 min): VU045257.D\data.ms (-1414) (-) m/z 70.00 100.00%

56.0 70.0
41.0
5000
83.0 /L
R RN EREREE R
‘ | w 98.0 5.60 5.80 6.00 6.20
0 ",‘Ww_m\m\h‘\ oo ‘muuw_m!_m m/z 56.00 93.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0 A
5000 /\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
5.60 5.80 6.00 6.20
27 0 83.0 m/z 55.00  80.06%
‘ ‘ ‘ 98.0
O\\’\\\\‘\\\\‘\\\\‘\‘\\\“\H‘\‘\\\w‘\\\\‘i\\\‘\\\!‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 0.0 M
41.0 A RaR Y
5.60 5.80 6.00 6.20
5000 ITI/Z 40.95 63.67%
27.0 83.0
5.0 ‘ ‘ 98.0
0“,H““1“ ‘Hlﬂu‘wﬂﬂ‘_uﬂlM‘Hy‘u“u‘!_“
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis- R AREEaAEREEE SR,
56.0 70.0 5.60 5.80 6.00 6.20
410 m/z 68.95 37.03%
5000
27.0
83.0 98.0
15.0
owwm_wwwmhwuhmwmwﬁwwﬂww \WHWHWHAWH
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 (DEL) Alkane: Cyclic5.989 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.989 14.88 ug/L 222272  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 93
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 90
5 1-Heptene 98 C7H14 000592-76-7 74

Abundance Scan 1446 (5.989 min): VU045257.D\data.ms (-1434) (-) m/z 55.95 100.00%

56.0
70.0
41.0
5000
830 980 [TI T T[T T I T[T rrrrrt
‘ | ‘ 5.60 5.80 6.00 6.20 6.40
0l gl Ll L wsz 7e.e0 73.72%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
27.0 5.60 5.80 6.00 6.20 6.40
98.0 m/z 55.00 73.47%
‘ ‘ 83.0
O \\\‘\\\\‘\\\\‘\\11‘\\\}}\‘\\\“\” ‘\‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0 M
e AP
41.0 200 5.60 5.80 6.00 6.20 6.40
5000 m/z 41.00 59.79%
27.0 98.0
‘ ‘ ‘ 83.0
oo ta0 M Ml Al
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl- e R
56.0 5.60 5.80 6.00 6.20 6.40
m/z 69.00 38.03%
41.0 70.0
5000
27.0 83.0 98.0 M
0 H‘_‘H‘HH‘me‘HMJH‘pWLw‘wpu‘w»‘w‘utwu‘ ‘H“_‘H‘H/M“HTA
miz--> 0 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.134  28.48 ug/L 425232  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 91
3 Heptane 100 C7H16 000142-82-5 78
4 Heptane 100 C7H16 000142-82-5 68
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 59
Abundance Scan 1491 (6.134 min): VU045257.D\data.ms (-1475) (-) m/z 43.00 100.00%
71.0
57.0
5000
100.1 e a—
5.80 6.00 6.20 6.40
85.0 .
ot e e m/z 71.00 64.63%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
57.0
5000 710 L L L I L B R
5.80 6.00 6.20 6.40
29.0 100.0 m/z 41.00 64.59%
0 \\\‘H\\‘H\\‘Hi‘\‘u\\‘!1\\‘H‘\HH\\!1\\\‘8\\5\.(\)‘\\\\‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
R EREREERRLE S SR
5.80 6.00 6.20 6.40
5000 57.0 71.0 m/z 57.00 57.07%
29.0
100.0
0 15.0 ‘\ “ | ‘ . ‘\ 850 ‘
R Raa s S R R e EARRARERES
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane e R
43.0 5.80 6.00 6.20 6.40
m/z 56.00  38.25%
5000 29.0 57.0 71.0
100.0
™
Otrrrprrrr e et e e e e e T T e T
m/z--> 0O 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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
6.867 3.04 ug/L 45386 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 90
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 78
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 78
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
5 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 59

Abundance Scan 1719 (6.867 min): VU045257.D\data.ms (-1710) (-) m/z 43.00 100.00%

43.0 57.0
85.0
5000 /\
71.0 m_uwm,mwm
M ‘ ‘ ‘ 6.60 6.80 7.00 7.20
0 prrrrprerr e el e m/z 56.95 94.61%
mlz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8637: Hexane, 2,4-dimethyl-
430 570
85.0 /\ /\
5000 \\\‘\\\\‘\\\\’\\\\‘\\\/\\
6.60 6.80 7.00 7.20
29.0 710 m/z 85.e8  78.11%
\H’HH’HH’\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8646: Hexane, 2,4-dimethyl-
43.0
57.0
85.0 6.60 6.80 7.00 7.20
5000 ITI z 41.00 57.77%
29.0 71.0
0 15.0 \‘ L ‘\‘ |, 99.0 114.0
‘H,H‘W‘H‘“‘H‘HH‘H‘w‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8645: Hexane, 2,4-dimethyl-
43.0 6.60 6.80 7.00 7.20
57.0 m/z 55.95 43.29%
5000 85.0
29.0
71.0
oL 10 150 0| 99.0 1140 A
P e e e e e e R BSRAREN RS S
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 (DEL) Alkane: Cyclic6.983 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
6.983 9.03 ug/L 134797 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 93
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 90
3 3-Hexene, 2-methyl-, (Z)- 98 C7H14 015840-60-5 50
4 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 46
5 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 46

Abundance Scan 1755 (6.983 min): VU045257.D\data.ms (-1742) (-) m/z 69.00 100.00%

69.0
41.0
55.0
5000
‘ 83.0 980 6.60 6.80 7.00 7.20 7.40
oHwmwHH‘HmwHNMHm‘muu,u‘m,m!,w m/z 68.00 73.86%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747 Cyclopentane, ethyl-
69.0
41.0
5000 55.0 S/ S A AN
6.60 6.80 7.00 7.20 7.40
270 m/z 41.00 66.19%
| gao 980
O\\\‘]\-\5\-(\)‘\\\‘}“\\\\i\‘\\\‘\w\‘\‘\\\‘\“\\\\’\‘\\\’\\\!’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
55.0 6.60 6.80 7.00 7.20 7.40
| m/z 70.00 60.07%
5000 270
98.0
150 Wl L B0
O oot el
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3792: 3-Hexene, 2-methyl-, (2)-
410 55.0 69.0 6.60 6.80 7.00 7.20 7.40
m/z 54.95 52.62%
5000
27.0 98.0
15.0 ‘ 530
0 H“wﬂ“H\MM"wELH}w‘m“mklu‘w,»“w“q“u
m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 (DEL) Alkane: Cyclic7.076 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
7.076 10.67 ug/L 159344  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 90
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 87

4 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 86
5 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 86

Abundance Scan 1784 (7.076 min): VU045257.D\data.ms (-1768) (-) m/z 69.95 100.00%

70.0
55.0
5000
41.0
A
‘M | ‘ 840 97.0 112.0 6.80 7.00 7.20 7.40
0 bl L m/z 54.95  70.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0
5000
6.80 7.00 7.20 7.40
41.0 m/z 40.95 27.68%
27.0 M | ‘ 83.0 97.0 112.0
O\\\‘H\\’\\\‘\“\\\\“\‘H\‘\H\‘\‘\\\M\ ‘\\H‘\H\\\‘H\‘\’\\\\‘l\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0
6.80 7.00 7.20 7.40
5000 m/z 69.00 24.20%
41.0
27.0 ‘ 112.0
97.0 :
ob240 W W B30T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,
70.0 6.80 7.00 7.20 7.40
m/z 42.00 18.57%
55.0
5000
41.0
270 ‘ 97.0 112.0
obaao I )l eso $TO 20 0 [T aA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 (DEL) Alkane: Cyclic7.237 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
7.237 13.76 ug/L 205441  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 93
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 93
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 83
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 64
Abundance Scan 1834 (7.237 min): VU045257.D\data.ms (-1823) (-) m/z 70.00 100.00%
55.0 70Q.0
5000 41.0 m
84'0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ ‘ 97.0 1120 7.00 7.20 7.40 7.60
Ot gl L L wz ss.ee 88.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
5000 41.0
7.00 7.20 7.40 7.60
270 84.0 m/z 56.00 81.43%
: ‘ ‘ ‘ 97.0 112.0
O \H‘HH‘\H‘\"\\H“\‘\H“WH W‘H\H\ ‘\H\‘\‘H\‘\\\‘\‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0 /\
R AREEEREAN SRS S
41.0 7.00 7.20 7.40 7.60
5000 m/z 40.95 50.43%
27.0
84.0 112.0
| e
ol 30 MWl

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7659: Cyclopentane, 1,2,3-trimethyl-

56.0 70.0 7.00 7.20 7.40 7.60

m/z 69.00 37.72%
5000
41.0
84.0 112.0
i ] e
OFr e e et e e e e P e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Cyclobutane, (1-methylethyl... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
7.401 6.26 ug/L 93438 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
2 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 87
3 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
4 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 86
5 2-Pentyne, 4,4-dimethyl- 96 C7H12 000999-78-0 72
Abundance Scan 1885 (7.401 min): VU045257.D\data.ms (-1872) (-) m/z 81.00 100.00%
81.0
5000
96.0
38.9 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
H 53.0 67.0 ‘ 1120 7.00 7.20 7.40 7.60 7.80
0berrrrreeprerrperitbe el Al 1120 ns 76 00 28.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000
7.00 7.20 7.40 7.60 7.80
‘ 530 670 96.0 m/z 96.00 27.48%
O \\\‘\\\\‘\\\\‘\\\}i‘\\\\“\‘\‘\\‘1\‘\‘\‘\\1‘1“1\\\‘\\‘!\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3270: Cyclopentene, 4,4-dimethyl-
81.0
VAT A WM AY S
7.00 7.20 7.40 7.60 7.80
5000 m/z 38.85 17.02%
39.0
53.0 96.0
b T2
0 m"‘w"H_"uw;“!“ww‘:_‘ A NSNNNEN—
mfz--> 10 20 30 40 50 60 70 80 90 100 110 M
Abundance #3268: Cyclopentene, 1,5-dimethyl- M e
81.0 7.00 7.20 7.40 7.60 7.80
m/z 41.00 14.22%
5000
39.0 96.0
53.0
15.0 “ 670
0 \\\‘H‘\\‘H}N‘\H1i\\\\i‘}}‘\\‘H‘?M‘\\\‘\‘i1\\\‘\\‘\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.501  31.49 ug/L 470206  1,4-Difluorobenzene 6.253

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 91
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 72
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 43

Abundance Scan 1916 (7.501 min): VU045257.D\data.ms (-1905) (-) m/z 56.95 100.00%

43.0 57.0
5000
70.0

99.0 T T
114.1 7.20 7.40 7.60 7.80

HWH‘_HWH‘_:HWH:_‘w“”Hf?:?wlww‘fw m/z 43.00 90.18%

m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #8636 Hemane 2-methyl-
43.0 57.0
5000

290 20.0 7.20 7.40 7.60 7.80
' 99.0 m/z 41.00 47.17%

I | e | 0
H\‘\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 #8628: Heptane, 2-methyl-
430 570

7.20 7.40 7.60 7.80

o

o

5000 m/z 41.95 39.33%
29.0 700 99.0
0 15.0 ‘ ‘ LIl M | “ 85.0 | 11\4'0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8632: Heptane, 2-methyl- N P R
43.0 7.20 7.40 7.60 7.80
57.0 m/z 70.00 23.89%
5000
29.0
70.0 99.0
H‘_‘H‘H‘w“H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘H‘_‘ Ve T
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.661  19.15 ug/L 285969 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 83
4 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 78
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 74

Abundance Scan 1966 (7.661 min): VU045257.D\data.ms (-1957) (-) m/z 43.00 100.00%

43.0 57.0
85.0
5000
7.40 7.60 7.80 8.00
ool 30 L a0 maa a
O e e et e e e e m/z 57.00 87.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8631: Heptane, 3-methyl-
43.0
57.0
85.0
5000
29.0 7.40 7.60 7.80 8.00
m/z 85.00 76.25%
114.0
\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘H\\‘\H\‘\\\\‘\\\\‘H\\‘\\H‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8629: Heptane, 3-methyl-
43.0
57.0 R RARREREEAY
85.0 7.40 7.60 7.80 8.00
5000 m/z 40.95 59.06%
29.0
R s  ma L amama aa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8646: Hexane, 2,4-dimethyl- R R RRRERTES T
430 579 7.40 7.60 7.80 8.00
m/z 84.00 50.92%
85.0
5000
29.0 71.0
0159 | L o |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00

SFAMULM@92321WMA.M Wed Oct 13 22:33:30 2021 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 1,4-Hexadiene, 5-methyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
7.761 7.88 ug/L 117746  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Hexadiene, 5-methyl- 96 C7H12 000763-88-2 90
2 1,4-Hexadiene, 2-methyl- 96 C7H12 001119-14-8 90
3 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 90
4 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 87
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 76

Abundance Scan 1997 (7.761 min): VU045257.D\data.ms (-1986) (-) m/z 81.00 100.00%
81.0

55.0
5000 38.9 68.0 96.0
111.0 Hrerdesr e
‘ ‘ 7.40 7.60 7.80 8.00
om_‘wam\w\‘\m Sl Ll w2 ss.ee 70.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3251: 1,4-Hexadiene, 5-methyl-
81.0
5000 41.0 96.0 L e e A R
270 7.40 7.60 7.80 8.00
' m/z 67.00 56.17%
0 |
O\\\‘\4\?\0\‘\\}H‘\\\1}}‘\\\H\H\\‘1‘\”?\‘\\1“\}1\\\‘1\‘\‘\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3249: 1,4-Hexadiene, 2-methyl-
81.0 \
e R
7.40 7.60 7.80 8.00
5000 39.0 96.0 m/z 69.95 54.12%
53.0
67.0
NN Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3255: 2,4-Hexadiene, 2-methyl- L  ARRERALE Loy a o
81.0 7.40 7.60 7.80 8.00
m/z 96.00 40.12%
5000 96.0
39.0 53.0
670
I A W AW WAV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 (DEL) Alkane: Cyclic8.025 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
8.025 7.61 ug/L 131424  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 93
2 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-65-2 72
3 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 72
4 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 58
5 3-Hexene, 2,2-dimethyl-, (E)- 112 C8H16 000690-93-7 52
Abundance Scan 2079 (8.025 min): VU045257.D\data.ms (-2070) (-) m/z 54.95 100.00%
55.0
83.0
5000 410
690 97.0
R o R R AR
H‘ ‘ 1120 7.80 8.00 8.20 8.40
oHwH_HwH_m\wmH_MHum_m‘m_wluw m/z 82.95 80.55%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7663: Cyclopentane, 1-ethyl-3-methyl-
55.0
83.0
41.0 MA/\\ m
5000 L B B LA BN R U
7.80 8.00 8.20 8.40
270 m/z 40.95 52.26%
‘ “ 97.0 112.0
O\H‘\\H‘\\H‘\\H‘HH‘\‘\H‘\‘}H‘HH‘HH‘HH‘H\\‘H\\‘H\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7700: Cyclopentane, 1-ethyl-3-methyl-, trans-
55.0 83.0
41-0 \\\\‘\\\\‘\\\\’\\\\‘\\\
7.80 8.00 8.20 8.40
5000 m/z 96.95 38.16%
27.0
97.0 112.0
o‘H_‘H_‘H_"1‘HH}“‘HM“"H‘H‘HH‘mwh_ww_

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #7694: Cyclopentane, 1-ethyl-3-methyl-, cis-

55.0 83.0 7.80 8.00 8.20 8.40
m/z 56.00 37.88%

41.0
5000
27.0
97.0 112.0
0l20 SLVAVAN VAN V) WA KLY
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 (DEL) Alkane: Cyclic8.099 Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
8.099 3.94 ug/L 68041 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 86
2 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 86
3 1-Ethyl-2-(4-methylpentyl)cyclop... 182 C13H26 219726-60-0 80
4 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 72
5 1,2-Cyclohexanedione 112 C6H802 000765-87-7 58
Abundance Scan 2102 (8.099 min): VU045257.D\data.ms (-2096) (-) m/z 55.00 100.00%
55.0
83.0
70.0
41.0
5000
112.0 \\\‘\\\\‘\\\\‘\\\\’\\\\‘

1 ‘ 97.0 ‘ 7.80 8.00 8.20 8.40
oberrerrprreepeeell el lll S myz s3.00  se.33%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7695: Cyclopentane, 1-ethyl-2-methyl-, cis-

55.0
41.0 83.0
5000 L R R RN R
27.0 7.80 8.00 8.20 8.40
m/z 69.95 70.80%
‘ 970 1120
0 \H‘H‘H‘\H!’\\Hl\‘iu“‘\‘\\‘\‘H‘\“\“\H‘\“H‘H‘\H‘\‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7693: Cyclopentane, 1-ethyl-2-methyl-, cis-
410 930 83.0
R AR AR
0.0 7.80 8.00 8.20 8.40
' m/z 41.00 63.46%
5000 270
970 112.0
0 m‘lﬂn‘?‘m!,uH}“WH“WH“uuw“!m_wfwww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #56984: 1-Ethyl-2-(4-methylpentyl)cyclopentane R Rama Rl
55.0 83.0 7.80 8.00 8.20 8.40
41.0 m/z 56.00  62.16%
70.0
5000
27.0
112.0
14.0 ‘ ‘ 97.0
0 H‘_UH‘quh‘Hlﬂhqwuwwﬂﬂﬂ‘hwwNH‘HJW‘H“H‘W‘ AN
m/z--> 10 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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
8.131 5.25 ug/L 90619 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 78
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 78
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
4 Octane 114 C8H18 000111-65-9 64
5 Octane 114 C8H18 000111-65-9 56

Abundance Scan 2112 (8.131 min): VU045257.D\data.ms (-2108) (-) m/z 43.00 100.00%

43.0
5000 85.0
114.1 7.80 8.00 8.20 8.40
Ol 829 m/z 85.00 49.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59074: Undecane, 2,4-dimethyl-
43.0
85.0 j
5000 \\‘\\\\’\\\\‘\\\\‘\\\/\\‘
7.80 8.00 8.20 8.40
m/z 57.00  44.35%
ok \‘M 65.0 |, 1260 169.0
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14555: Heptane, 2,4-dimethyl-
43.0
7.80 8.00 8.20 8.40
5000 m/z 41.00 39.49%
85.0
s o
oHWH‘,‘m,‘H‘_H‘_m_m_m_‘wm
miz--> 20 80 100 120 140 160 180
Abundance #14544.Hemane,24{MnemyL T EER ARSI
43.0 7.80 8.00 8.20 8.40
m/z 71.00 31.83%
5000 85.0
Jiso. | e | e B el
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 (DEL) Alkane: Cyclic8.243 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.243  21.34 ug/L 368380 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 94
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 91
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 87

Abundance Scan 2147 (8.243 min): VU045257. D\data ms (-2136) (-) m/z 55.00 100.00%
7.0

55.0
5000 4L.0 69.0
112.0
83.0 VA WA SVWAS
‘ ‘ H 1250 8.00 8.20 8.40 8.60
oHww_m,uH,“m_‘\HMHWWlewH\uwww m/z 96.95 98.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
553.0 97.0
41.0
5000
270 59.0 1120 8.00 8.20 8.40 8.60
H 83.0 m/z 40.95 51.09%
O\\\‘\\\\‘\\\\’\\\\’\‘\\\‘\H\‘\‘\\\‘!‘\\\\‘\M\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 97.0
e S e A
41.0 8.00 8.20 8.40 8.60
5000 ITI/Z 56.00 43.00%
27.0 69.0 112.0
T
oHwm“HH,HH,“mNH‘WH‘!‘mw“1H‘ml_wwww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7698: Cyclohexane, 1,2-dimethyl- (cis/trans) ARERRRR AR S
55.0 8.00 8.20 8.40 8.60
97.0 m/z 69.00 41.95%
41.0
5000
27.0 69.0 112.0
[0 Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 (DEL) Alkane: Cyclic8.372 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
8.372 7.55 ug/L 130248 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 96
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 95
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 94

Abundance Scan 2187 (8.372 min): VU045257.D\data. ms(2175)() m/z 96.95 100.00%

55.0 97.
5000
41.0 112.1
69.0

“ ‘ 83.0 8.00 8.20 8.40 8.60
el L L wjz ss.ee 94.13%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
53.0 97.0

5000 41.0 L L L L L B B B L B
112.0 8.00 8.20 8.40 8.60

270 69.0 m/z 40.95  37.92%

b
\\\‘\\\\‘\\\\’\\\\‘\‘\\\“\‘\\\‘\\\“\l\\\\“\H\\‘\\‘\l‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-

55.0 97.0

8.00 8.20 8.40 8.60

o

o

5000 41.0 ITI/Z 112.10 35.97%
112.0
27.0 69.0
LB
ol Ml
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7615: Cyclohexane, 1,4-dimethyl- R RARSsasssssatassls
55.0 8.00 8.20 8.40 8.60
9r.0 m/z 56.00  25.95%
5000 41.0
112.0
21.0 69.0
I i
0‘H%ﬂ&‘H‘Mu‘wﬁ‘WWJW‘HHLH‘NW‘_‘H_‘H‘HH“ e R S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 1,3-Dimethyl-1-cyclohexene Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
8.414 6.30 ug/L 108790  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 86
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 83
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 64
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 64

Abundance Scan 2200 (8.414 min): VU045257.D\data.ms (-2193) (-) m/z 95.00 100.00%
95.0

5000
67.0 110.0 L Al SN S
389 gy 9 ‘ 81.0 1260 8.00 8.20 8.40 8.60 8.80
Orprerrerrrrrer bt M 1260 ) T eg 60 26.93%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0
5000 DL B LA B W
67.0 8.00 8.20 8.40 8.60 8.80
110.0 m/z 110.00  20.55%

41.0

27.0 ‘ 81‘.0
\\‘\H\‘\\\‘\“\H\‘i\‘\H“\‘H‘\‘\\‘\!“\H‘\‘i‘\‘\\\“\‘\1\‘HH“‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
93.0
A\

8.00 8.20 8.40 8.60 8.80

o

m/z 81.00 12.54%
5000 67.0 /
30.0 53.0 110.0
0H%%QHJMHHM‘HNNWHMHH%%RWWJWHHWHH_HW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6786: 1,4-Pentadiene, 2,3,3-trimethyl- R R A RRRRRARE
95.0 8.00 8.20 8.40 8.60 8.80
m/z 38.90  11.35%
41.0
5000 67.0
27.0 110.0
‘ ‘ ‘ 81.0
O prerrprrbderelere el sl e e AR N Ak NV ki
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
8.539 3.90 ug/L 67295 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 5-methyl- 184 C13H28 017453-93-9 53
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
4 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 50
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 50
Abundance Scan 2239 (8.539 min): VU045257.D\data.ms (-2231) (-) m/z 42.95 100.00%
43.0
85.0
5000
| H ‘ ‘ 1111 820840860830
L L m/z 85.00  62.94%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59039: Dodecane, 5-methyl-
43.0
5000 85.0 AM’\/\‘
' 8.20 8.40 8.60 8.80
m/z 70.00 48.36%
O ’6\7\”\\‘!\\\‘\\\\]‘-2\?\.(\)\‘\\\\‘1\6\9\.0\
miz--> 20 40 60 80 100 120 140 160
Abundance #14557: Heptane, 2,4-dimethyl-
43.0 M
pp bt
8.20 8.40 8.60 8.80
5000 m/z 40.90 44 ,45%
85.0
ol 2500 m“M ‘ ,67wL A 288
mfz--> 20 40 60 80 100 120 140 160
Abundance #14544: Heptane, 2,4-dimethyl- e ARREEEE R
43.0 8.20 8.40 8.60 8.80
m/z 71.00 41.58%
5000 85.0
Jiso | leo | o J Y
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
8.761 5.65 ug/L 97564  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 81
5 Octane, 3-methyl- 128 C9H20 002216-33-3 81

Abundance Scan 2308 (8.761 min): VU045257.D\data.ms (-2298) (-) m/z 56.95 100.00%

57.0
5000
43.0

“ 71.0 99.0 8.40 8.60 8.80 9.00
|

85.0 112.9128.0
H‘HH‘HH_‘J_‘H_‘m_u‘wu‘_Hw‘uﬂ‘uw‘uwu‘wu“ m/z 43.00  35.15%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14560: Heptane, 2,5-dimethyl-
57.0
5000 43.0

8.40 8.60 8.80 9.00
29.0
m/z 40.95 29.99%

71.0 99.0
‘ J 850 | 113.0128.0
H‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘\H\‘\\H’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl-
57.0

8.40 8.60 8.80 9.00

o

o

5000 m/z 55.95 23.98%
43.0
29.0 71.0 99.0

0,150 | ‘L J,y 850 | 113.0128.0

e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl- wuu_m,uu_m_

57.0 8.40 8.60 8.80 9.00

m/z 71.00 13.85%

5000 41.0
71.0 99.0
27.0
I | 850 | 11301280

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 27 (DEL) Alkane: Cyclic8.806 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
8.806 8.82 ug/L 152274  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, propyl- 112 C8H16 002040-96-2 76
2 Cyclopentane, propyl- 112 C8H16 002040-96-2 62
3 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 49
4 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 46
5 3-Heptene, 2-methyl- 112 C8H16 017618-76-7 46

Abundance Scan 2322 (8.806 min): VU045257.D\data.ms (-2315) (-) m/z 69.00 100.00%

69.0
55.0
41.0
83.0
5000
97.0
112.0 e e AR ERE AR
‘ ‘ “ 126.0 8.40 8.60 8.80 9.00 9.20
Obeerrrprrerpertle el sl L 1280, 55 00 81.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7561: Cyclopentane, propyl-
41.0 69.0
55,0
5000 [TT i T[T T T T[T T[T T
83.0 8.40 8.60 8.80 9.00 9.20
27.0 9
112.0 m/z 41.e0 71.17%
A
O H‘HH‘HH‘HH‘\i\\“\H\‘H‘H‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7568: Cyclopentane, propyl-
69.0
41.0 e AT S
550 8.40 8.60 8.80 9.00 9.20
5000 [ 83.0 ITI/Z 83.00 53.01%
27.0 112.0
“ H ull |l 970 ‘
O et e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7611: 3-Heptene, 2-methyl-, (E)-
55.0 69.0 8.40 8.60 8.80 9.00 9.20
m/z 56.00 52.99%
41.0
5000
270 112.0
b e e |
o S Y| v A R CAVIVAARE . R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 28 (DEL) Alkane: Cyclic8.867 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.867 17.54 ug/L 302820 Chlorobenzene-d5 9.420
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 86
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 2341 (8.867 min): VU045257.D\data.ms (-2332) (-) m/z 83.00 100.00%
0

83.
55.0
5000
41.0
112.1
‘ GP'O 8.60 8.80 9.00 9.20
Ol el Bl 980 L m/z 55.00  69.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 U R IR R B
41.0 oo 8.60 8.80 9.00 9.20
' m/z 81.95 46.44%
27.0 ‘ 69.0
O\H‘HH‘\HM’\\HM‘\H“\‘!!\‘H‘\ﬁi\H‘\“\l\\‘HH‘HH‘\‘H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7533: Cyclohexane, ethyl-
83.0
55.0 EAEaEEN R e
8.60 8.80 9.00 9.20
5000 41.0 m/z 41.00  32.28%
27.0 112.0
H ‘ 69.0
obr 230l 8T L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl- R e AN ARARR R
83.0 8.60 8.80 9.00 9.20
m/z 112.05 22.87%
55.0
5000
41.0
112.0
27.0 69.0
Obrreprrrrprrabprredle el e 870 L ANV A AV, o
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 29 (DEL) Alkane: Cyclic8.928 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.928 18.22 ug/L 314532  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 74
4 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 64
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 59
Abundance Scan 2360 (8.928 min): VU045257.D\data.ms (-2351) (-) m/z 111.00 100.00%
111.0
69.0
55.0
5000
41.0
83.0
‘ 97.0 1960 8.60 8.80 9.00 9.20
oH_HwHH_H“iUmmwmlmH_\‘wm‘wwluwmm m/z 69.00 81.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 41.0 55.0 N AR R
8.60 8.80 9.00 9.20
970 83.0 m/z 55.00 52.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
At e
8.60 8.80 9.00 9.20
55.0 m/z 41.00 35.15%
5000 41.0
83.0
27.0 ‘ ‘
P I Y N O - .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl- A e
69.0 111.0 8.60 8.80 9.00 9.20
m/z 55.95 24.55%
55.0
83.0
o
ob Ml L ero | 1260 UMW WL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 30 (DEL) Alkane: Cyclic9.073 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.073 12.54 ug/L 216401 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 50
2 cis-3-Nonene 126 C9H18 020237-46-1 46
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 43
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 38
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 38

Abundance Scan 2405 (9.073 min): VU045257.D\data.ms (-2392) (-) m/z 54.95 100.00%

nn: . .
69.0
41.0 97.0
5000
R R e EAR
M ‘ F H 111.0 126 0 8.80 9.00 9.20 9.40
o S 1 N “mwu el m/z 68.95  68.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13243: trans-1,3-Diethylcyclopentane
55.0
97.0
5000 41.0 [ I B I R R R
70.0 8.80 9.00 9.20 9.40 .
m/z 70.00 63.52%
27.0 126.0
O \\‘HH‘\\H‘HH‘\‘\H‘HH‘\\‘}‘M‘\\H‘M!H‘HH‘H]\-\J-‘]\.HO\‘H!\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13168: cis-3-Nonene
41.0 55.0
R ARRN R AR
8.80 9.00 9.20 9.40
5000 69.0 m/z 56.00 61.00%
126.0
27”0 H 83.0 97.0
0 \\‘uu‘\\u‘\\u‘\\ui‘lH\‘\‘\\\M‘\\m‘MHu‘mh\m‘\m‘\m‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13299: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha. AR ERRRREREES S
55.0 69.0 8.80 9.00 9.20 9.40
410 m/z 97.00 56.69%
97.0
5000
83.0 111.0 126.0
b | A
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
9.124 6.96 ug/L 120182  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 91
2 Hexane, 3-ethyl- 114 C8H18 000619-99-8 78
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 68
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 68
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 64

Abundance Scan 2421 (9.124 min): VU045257.D\data.ms (-2413) (-) m/z 42.95 100.00%
3.0

5000 84.0
57.0
A ey
“ 99.1 128.1 8.80 9.00 9.20 9.40
oH,‘MW‘WHHw‘wm“;mwmwwwwww m/z 84.00  49.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
5000 L L B I B R B
84.0 8.80 9.00 9.20 9.40
57.0 m/z 85.00 41.92%
0 ° I H‘ 1 99.0 113.0 128.0
H’\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8626: Hexane, 3-ethyl-
43.0
8.80 9.00 9.20 9.40
5000 84.0 m/z 41.00 33.20%
L
0u,\m‘\m‘\uWuWu\‘m\‘m\‘uu‘HHWHWHWHWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14544: Heptane, 2,4-dimethyl- R R ANRaRE
43.0 8.80 9.00 9.20 9.40
m/z 57.00 26.76%
5000 85.0
57.0 710
290
oh.15.0 L 99.0 113.0 128.0
HM‘H‘H‘w‘H‘_‘HM‘H‘H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H“ e R
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 32 (DEL) Alkane: Cyclic9.169 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
9.169 12.86 ug/L 221990 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 94
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 93
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 87
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 87
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 83

Abundance Scan 2435 (9.169 min): VUO45257[Ndaarns(2427)() m/z 69.00 100.00%
111.

69.0
55.0
41.0
5000
126.0
Vo
84.0 8.80 9.00 9.20 9.40
0 m,mwww\‘Wu‘m‘w,‘muq‘l‘!hwJ!‘w‘!m,w,m m/z 111.80  97.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
63.0 111.0
55.0
5000 410 L LA B B B
126.0 8.80 9.00 9.20 9.40
’ m/z 55.00 77 .54%
27.0 ‘ ‘ | 840
O H\’\H\‘\H‘\“HH‘“\H“\‘H‘\‘H\‘\’H\‘\‘NHH‘H\‘\‘\H\‘EH\’\H‘\’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0 L Sl Z
41.0 8.80 9.00 9.20 9.40
5000 ITI/Z 40.95 57.13%
27.0
126.0
L g
RN | RO PO RN N N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13246: Cyclohexane, 1,2,4-trimethyl- AR EERaEEEE S
69.0 8.80 9.00 9.20 9.40
111.0 o
m/z 57.00 42.76%
55.0
5000 41.0
126.0
27.0 ‘ ‘ 84.0
0 m,mWHHWH‘!“HNH‘WH“‘,Huww‘!H‘H“wwlm,w,m L LlmE
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.218 25.63 ug/L 442377  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 90
2 Octane, 2-methyl- 128 C9H20 003221-61-2 87
3 Octane, 2-methyl- 128 C9H20 003221-61-2 80
4 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 59
5 Octane, 4-methyl- 128 C9H20 002216-34-4 53

Abundance Scan 2450 (9.218 min): VU045257.D\data.ms (-2442) (-) m/z 43.00 100.00%

43.0
5000 57.0 71.0
85.0
TR ey
8.80 9.00 9.20 9.40 9.60
113.1 128.0
0 wH‘HMu‘Wu”uw‘l;H‘,‘m‘_9?"9”;“”‘m:_m m/z 57.00  51.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14530: Octane, 2-methyl-
43.0
5000 570 AR AR R R
8.80 9.00 9.20 9.40 9.60
29.0 0 eso m/z 71.68  45.38%
113.
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\1\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14534: Octane, 2-methyl-
43.0 57.0 710
Pt s e
85.0 8.80 9.00 9.20 9.40 9.60
5000 ' m/z 40.95 41.59%
113.0
29.0 | ‘ | 99.0 128.0
0 w‘uhhu‘q‘lu,m‘J_‘HMlH‘V‘lw‘uw{u‘wl‘u‘u‘lw‘u
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14531: Octane, 2-methyl- R e A
43.0 8.80 9.00 9.20 9.40 9.60
m/z 85.00 32.64%
5000 57.0
71.0
29.0
85.0
0 LT ee0 1130 1280
R R A I e e RARAL aaua P Y ey
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9337 31.76 ug/l 548201 Chlorobenzene-ds 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 3-methyl- 128 com2e 002216-33-3 87

2 Octane, 3-methyl- 128 C9H20 002216-33-3 87
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 80
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 74

Abundance Scan 2487 (9.337 min): VU045257.D\data.ms (-2477) (-)
57.0

m/z 57.00 100.00%

5000
41.0
08.0 S e
‘ ‘ 71.0 ‘ 1281 9.00 9.20 9.40 9.60
Obrerererpreerreeeeill il 21292281 0 49 95 29.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
5000 \9\‘0\0\\9\‘2\0\\9\‘\\\\‘””’
43.0 . . .40 9.60
m/z 43.00 26.59%
29.0 71.0 98.0
0 o | ‘ | 113.0 128.0
H‘HH‘H\\‘\\H‘\H\‘\\H‘HH‘\H\‘\\H’HH‘\H\‘\\H’HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
AR RARAREaras
9.00 9.20 9.40 9.60
m/z 56.00 21.59%
5000 43.0
29.0
98.0
71.0
: L™ goumo
H‘HH‘H‘wu‘wu‘w‘Hw‘uw‘H‘_H‘V‘H_‘H_‘H,HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl- EAEmsaEREERSEEE
57.0 9.00 9.20 9.40 9.60
m/z 98.00 16.80%
5000 41.0
71.0 99.0
27.0
L | 850 | 11301280
L e T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 35 (DEL) Alkane: Cyclic9.665 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.665 12.75 ug/L 220147  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 76
2 Cyclopentane, 1-methyl-2-propyl- 126 CSH18 003728-57-2 50
3 Cyclopentanone, 2,4,4-trimethyl- 126 C8H140 004694-12-6 43
4 Cycloheptanone, 4-methyl-, (R)- 126 C8H140 013609-59-1 38
5 Cyclopropane, 1,1,2,2-tetramethyl- 98 C7H14 004127-47-3 30

Abundance Scan 2589 (9.665 min): VU045257.D\data.ms (-2575) (-) m/z 55.00 100.00%

53.0 83.0
41.0
69.0
5000
97.0
125.0 M M
T T T
Olrrprrrrprrrrprretbre gl el bt el b m/z 83.00 87.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7663: Cyclopentane, 1-ethyl-3-methyl-
55.0
83.0
5000 41.0 S SN
9.50 10.00
270 69l0 m/z 40.95 62.18%
1 97.0 1120
O\\‘HH‘\\\1H\Hi\‘\\\‘\wH‘\\\}“\\H“\\‘H‘\\\‘\‘\\H‘l\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13272: Cyclopentane, 1-methyl-2-propyl-
55.0
T Y
41.0 83.0 9.50 10.00
5000 ITI/Z 56.00 59.88%
690 97.0
27.0 ' 126.0
PRNSRN  =:
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13120: Cyclopentanone, 2,4,4-trimethyl- ~ o
83.0 9.50 10.00
56.0 m/z 69.00 54.62%
5000 41.0
126.0
27.0 “ 111.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 36 (DEL) Alkane: Cyclic9.719 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
9.719 12.40 ug/L 214035  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 91
2 1-Ethyl-3-methylcyclohexane (c,t) 126 CSH18 003728-55-0 91
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 83
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 83
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 80

Abundance Scan 2606 (9.719 min): VUO45257[Ndaarns(2599)() m/z 97.00 100.00%
7.0

55.0
5000
41.0 69.0 126.1 — ——
9.50 10.00
111.0 ‘
owHw‘_m“‘wmlwm‘imﬁ?:‘(",”“lw‘_m,ww m/z 55.00 85.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 M SN
9.50 10.00
41.0 69.0 126.0 m/z 41.e0 21.73%
wl »
O H‘HH‘\H‘\“\\H“HH\‘\w!\‘\\H‘\Hﬁ\p\g’\\M‘H]\-\].“]\"\(\)\’H\‘\‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
e Y
9.50 10.00
5000 m/z 126.10  19.16%
41.0 69.0 126.0
SN 11N | s S RS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13285: Cyclohexane, 1-ethyl-4-methyl-, cis- UV o ——
55.0 97.0 9.50 10.00
m/z 69.00 17.99%
5000 41.0
27.0
‘ 69.0 ‘ 126.0
b 0 | o S U
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 37 (DEL) Alkane: Cyclic9.764 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.764  13.89 ug/L 239805 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 90
2 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 87
3 1-Ethyl-3-methylcyclohexane (c,t) 126 CO9H18 003728-55-0 83
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 83
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 83

Abundance Scan 2620 (9.764 mln) VU045257. D\data ms (-2614) (-) m/z 55.00 100.00%
1.0

nin); . .
5000
41.0 69.0
126.1 T LT
‘ ‘ ‘ ‘ 8# 0 111.1 9.50 10.00
bbbl B Wb m/z 97.00  97.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
558.0 97.0
5000 s —
41.0 9.50 10.00
69.0 126.0 m/z 69.00 31.87%
27.0 ‘ ‘ ‘
O\\‘HH’\H‘\“HH‘UH\‘\‘\!\‘\H‘”H\\8‘F\\O\‘H\l‘\\]\-\J“]\“\(\)\‘H\‘\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13274: ms].EﬂwlSrneﬂwlcydohexane
55.0 91.0
T —
9.50 10.00
5000 ITI/Z 41.00 26.62%
410 690 126.0
270 83.0 ‘ 111.0 ‘
0 H_‘H,HH‘H‘WW‘W‘Hw‘mhpu‘_‘uw‘ﬂ‘uu‘u‘WH‘W‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t) T ™
97.0
550 9.50 10.00
m/z 96.00 26.45%
5000
41.0 69.0 126.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 38 (DEL) Alkane: Cyclic9.880 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
9.880 7.28 ug/L 125656  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 50
2 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 43
3 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 41
4 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 38
5 1,3-Heptadiene, 5,5-dimethyl- 124 C9H16 024618-86-8 38

Abundance Scan 2656 (9.880 min): VU045257.D\data.ms (-2644) (-) m/z 69.00 100.00%

69.0 ' '
40.9 950
5000
111.0
— ——
Ll w\ |y e o e
0L H‘ w‘l““u“‘ 7 ‘ — m/z 54.95 70.82%
miz--> 20 40 60 100 120 140
Abundance #3798: Cyclopropane, 1,1-diethyl-
41.0 69.0
5000 — A .
9.50 10.00
98.0 m/z 95.00 57.37%
O 15'0 \““\ \“\ T “\ L T T T ‘ T T T ‘ T
m/z--> 20 40 60 80 100 120 140
Abundance #20762: Cyclopropane, 1,2-dimethyl-1-pentyl-
69.0
— —
41.0 9.50 10.00
5000 ITI/Z 40.90 53.29%
84.0
ol 2b Ml 2o 100
m/z--> 80 100 120 140
Abundance #7587.l—Hexene,S,S{ﬂmethyL — ]
69.0 9.50 10.00
m/z 80.95 52.58%
41.0
5000
97.0
m/z--> 20 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 39 (DEL) Alkane: Cyclicl10.031 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.031 22.70 ug/L 391872  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 62
2 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 58
3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 58
4 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 58
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 52
Abundance Scan 2703 (10.031 min): VU045257.D\data.ms (-2690) (- m/z 96.95 100.00%
55.0 97.0
- M
39, ‘ 126.1 — :
10.00
111.0
Y S w“Hm“:‘l‘wuuhwu“wm_&j‘%uz‘_ m/z 54.95 97.68%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans-
53.0 97.0
5000 e :
1.0 10.00
270 69.0 126.0 m/z 41.00 46.60%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane
55.0 91.0
T \
10.00
5000 m/z 69.00 37.99%
41.0 690 1260
R s0 | uo |
H_‘H_‘H_‘H_‘H_ump‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13239: 1-Ethyl-4- metthydohexane T
55.0 97. 10.00
m/z 43.00 31.85%
5000
41.0 69.0 126.0
27.0
YV . A
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 40 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
10.124 6.57 ug/L 113453  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 46
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 43
3 Nonane, 2-methyl- 142 C1leH22 000871-83-0 38
4 1-Hexene, 3,5,5-trimethyl- 126 C9H18 004316-65-8 38
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 38
Abundance Scan 2732 (10.124 min): VU045257.D\data.ms (-2724) (- m/z 57.00 100.00%
57.0
43.0
5000 97.0
= —
I T =T N
O ooty Bl bl T m/z 42.95 71.20%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22105: Octane, 3,5-dimethyl-
57.0
5000 4L SSAS, At
10.00 10.50
‘ 85.0 m/z 55.00 69.31%
113.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14599: Pentane, 2,2,3,3-tetramethyl-
57.0
e —
10.00 10.50
5000 m/z 40.95 53.46%
41[0
99.0
0 26‘1 ‘m ‘M\ 7\"0 L ‘ 114'0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22078: Nonane, 2-methyl- T —
43.0 10.00 10.50
m/z 71.00 49.28%
5000
71.0
2710 98.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 41 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.256 47.10 ug/L 813021 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 94
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 91
3 Nonane, 3-methyl- 142 C1OH22 005911-04-6 91
4 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 91
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90

Abundance Scan 2773 (10.256 min): VU045257.D\data.ms (-2756) (- m/z 57.00 100.00%
57.0

5000 4110 M
A= =
‘ 85.0 11‘3'1 142.0 10.00 10.50
0 “H‘ ol Ml L 950 myz 71,00 65.45%
mfz--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0
5000 e =Y
10.00 10.50
650 113.0 m/z 43.00 52.55%
O\ \]-\5\.0‘\‘\‘\ \“‘{ T \““‘ T \“} T ‘ 1‘\ T \“ T !‘\ ‘ T \]\-4"‘2\.0\\
m/z--> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl-
57.0
e -
10.00 10.50
5000 m/z 40.95 44.59%
41,0
112.0
85.0
o350 | %0 T 2o
m/z--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl- T —
57.0 10.00 10.50
m/z 56.00 34.98%
5000 41,0
113.0
150 “ I | 80 1420
oAl P e
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 42 (DEL) Alkane: Cyclic1@.362 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.362 20.66 ug/L 356567 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 74
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 72
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59

Abundance Scan 2806 (10.362 min): VU045257.D\data.ms (-2796) (- m/z 83.00 100.00%

55.0 83.0
5000 41.0
69.0 126.1 P P
‘ ‘ H‘ 97.0 10.00 10.50
bl L mjz ss.ee  84.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13201: Cyclohexane, propyl-
83.0
55.0
5000 — ——
41.0 10.00 10.50
126.0 m/z 82.00 63.11%
27.0 69.0
OH‘HH‘\HM‘\H\‘iUH\‘\‘1!‘\‘H\ﬁ}\\\\"\l\\‘?z\.(‘)\\l\\]_‘]\“\(\)\‘\\\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
= =
10.00 10.50
5000 41.0 m/Z 41.00 50.46%
27.0 126.0
69.0
O 2
Otrrprerr el e e et prrrrp e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13200: Cyclohexane, propyl- i —
55.0 83.0 10.00 10.50
m/z 67.00  28.21%
5000 41.0
27.0 69.0 126.0
ol T L emoama0 | ) VLA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 43 (DEL) Alkane: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
10.475 6.00 ug/L 103656 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-3-ethyl-2-heptene 140 C10H20 019780-61-1 53
2 Cyclooctane, 1,2-dimethyl- 140 C1oH20 013151-94-5 50
3 4-Octene, 2,6-dimethyl-, [S-(E)]- 148 C1@H20 062960-76-3 49
4 3-Octene, 2,6-dimethyl- 140 C10H20 006874-28-8 46
5 3-Octene, 4-ethyl- 140 C10H20 053966-51-1 46
Abundance Scan 2841 (10.475 min): VU045257.D\data.ms (-2832) (- m/z 55.00 100.00%
55.0
105.0
5000 70.0
39,0 ‘
‘ ‘ H‘ 12(‘)‘0 140.1 10.50
0 m‘mui“‘w”hw‘\”w‘ %l 1 T m/z 69.00  78.84%
m/z--> 20 40 100 120 140
Abundance #20717: 2 Methyl 3 -ethyl-2-heptene
53.0
5000 1
97.0 10.50
39.0 bo 140.0 m/z 105.00  61.43%
O \]-\5\.0‘\‘}‘\\‘i“\\‘\‘!‘\“\‘\\H“!\\‘\“\\‘\\’\\\\"\\
miz-> 20 40 60 80 100 120 140
Abundance #20716: Cyclooctane, 1,2-dimethyl-
55.0
AN
70.0 10.50
5000 m/z 56.00 58.09%
29.0 97.0
L e
om_HH AL
m/z--> 60 80 100 120 140
Abundance #20751: 4-Octene, 2,6-dimethyl-, [S-(E)]- P
55.0 10.50
m/z 41.00 48.93%
5000
70.0
29.0 ‘ ‘ 1110 1400
oberr bl 880 ] .
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 44 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.562 13.18 ug/L 227518 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1OH22 017301-94-9 38
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 38
3 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 38
4 1-Azacyclononan-2-one 141 C8H15NO 000935-30-8 38
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 38
Abundance Scan 2868 (10.562 min): VU045257.D\data.ms (-2853) (- m/z 56.95 100.00%
57.0
- ar M
‘ 98.0 1 T
81. ‘ 1131 10.50
A —i “M“ T L MR, 1420 0 4300 60.83%
miz--> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0
5000 e ‘
10.50
410 m/z 40.95 39.29%
98.0
0 26\,b AL 7RO | 113.0 142.0
\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
R \
10.50
5000 m/z 71.00 25.82%
4110
84.0
o L0z sseg
miz--> 20 40 60 80 100 120 140
Abundance #22102: Octane, 2,3-dimethyl- e T
57.0 10.50
m/z 56.00 19.98%
5000
410 98.0
0 26}) 0 830 ‘\ 1130 1420
Tl o
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.626 17.89 ug/L 359617 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1OH22 017301-94-9 78
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 72
3 Nonane, 4-methyl- 142 C1leH22 017301-94-9 59
4 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 59
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
Abundance Scan 2888 (10.626 min): VU045257.D\data.ms (-2876) (- m/z 57.00 100.00%
57.0
5000
4110
98.0 ISA —
10.50 11.00
.0 125.1 142.0
ol 1RO 12211420 0 4300 66.69%
m/z--> 20 40 60 80 100 120 140
Abundance #22082: Nonane, 4-methyl-
57.0
5000 1050  11.00
98.0 - :
410 m/z 69.95 42.34%
142.0
O ‘2\6‘\b\ T \‘M“ \7}.\0‘ \“\ T \“ \]\-1}:‘3\0‘ =TT “\ T
miz-> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
57.0
— =
10.50 11.00
5000 m/z 71.00 41.93%
41.0 98.0
o b | o | w0 o
miz--> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl- e —
57.0 10.50 11.00
m/z 40.95 34.23%
5000
41)0
98.0
oL 260 | | 720 | 1130 1420
e Fe ——
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 46 (DEL) Alkane: Cyclic1@.812 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
10.812 9.96 ug/L 200215 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 74
2 Silane, trimethyl(3-methyl-1-but... 140 C8H16Si 018388-07-3 64
3 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 62
4 2-Octene, 2,6-dimethyl- 140 C1OH20 004057-42-5 58
5 2-Octene, 2,6-dimethyl- 140 C1oH20 004057-42-5 58

Abundance Scan 2946 (10.812 min): VU045257.D\data.ms (-2940) (- m/z 69.00 100.00%

min) . .
41.0 55.0 125.1
5000
83.0
— —r
‘ ‘ ‘ H T 140.0 10.50 11.00
oWWW\M,WW!HM_m‘w,w,wmlwm}w‘ m/z 70.00  79.94%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
6.,.0
410
5000 _— -
125.0 10.50 11.00
83.0 m/z 125.05 67.91%
“ 97.0 111.0 140.0
O \‘\H\‘HH‘HH’\H\‘H\M‘HH‘uH\‘HH’HH"\H\‘H}\‘\H\l\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #21411: Silane, trimethyl(3-methyl-1-butynyl)- M
125.0
10.50 11.00
5000 m/z 55.00  63.33%
83.0 140.0
97.0 | ‘
Ol e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20706: 2-Octene, 2,6-dimethyl- — —
69.0 10.50 11.00
m/z 40.95 61.11%
5000
140.0
83.0 111.0
N T
] U SN NP SO M 2 W — ——
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 47 unknown-01 Concentration Rank 68

R.T. EstConc Area Relative to ISTD R.T.
10.951 2.67 ug/L 53768 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 46
2 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 43
3 Cyclohexene, 1l-ethyl- 110 C8H14 001453-24-3 38
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 38
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 38

Abundance Scan 2989 (10.951 min): VU045257.D\data.ms (-2983) (-

m/z 81.00 100.00%

ss0 810
5000 97.0
3819 —
‘ | 1230 140.1 11.00
N L[ - J};H“J,mwmu“” m/z 55.00 85.16%
miz--> 20 40 60 80 100 120 140
Abundance #3230: Cyclohexene, 1-methyl-
81.0
5000 T
o 96.0 11.00
m/z 97.00 51.27%
39.0 ‘
O \175\.0‘\‘\‘\\“\\\”\‘\\\ ‘\\‘\‘\"\\\\‘\\\\‘\\
m/z--> 20 0 100 120 140
Abundance #3228.Cydohexene,44neﬂwh
81.0
——
54.0 11.00
5000 96.0 m/z 69.00 40.53%
39.0
ol 22 |
m/z--> 80 100 120 140
Abundance #6706.Cydohexene,lethW— —
81.0 11.00
m/z 66.95 32.56%
5000
41.0 110.0
0 m_“p”““mew‘,‘“H“,HH_WW —
m/z--> 20 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 48 2,4-Hexadiene, 3-methyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
11.308 11.51 ug/L 231318 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 50
2 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 45
3 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 45
4 1,4-Hexadiene, 2-methyl- 96 C7H12 001119-14-8 45
5 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 45

Abundance Scan 3100 (11.308 min): VU045257.D\data.ms (-3088) (-  m/z 105.00 100.00%

81.0 105.0
57.0
5000
L
= L nl s
11.00 11.50
L — ‘\M ‘; H wu M, e ‘1??‘:‘“ m/z 81.00 81.99%
m/z--> 20 40 60 8 100 120 140
Abundance #3256: 2,4-Hexadiene, 3-methyl-
81.0
5000 — ——
39.0 96.0 11.00 11.50
550 m/z 57.00 55.70%
O\ \1\5‘\-0‘ \“H\ \‘}H\ f “\h‘ \““\ T \‘\" L ‘ L ‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #3250: 1,4-Hexadiene, 4-methyl-
81.0
= —
11.00 11.50
5000 39.0 96.0 m/z 43.00 42.36%
SFO
m/z--> 20 40 60 80 100 120 140
Abundance #3261: 2,4-Hexadiene, 2-methyl- = —
81.0 11.00 11.50
m/z 40.90 34.17%
5000 41.0 96.0 M\/\
026, — ——
m/z--> 20 40 80 100 120 140 11.00 11.50

SFAMULMO92321WMA.M Wed Oct 13 22:33:57 2021 Page: 51



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 49 Carbonic acid, octadecyl pr... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.

11.378 3.97 ug/L 79847 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 59
2 Decane 142 C10H22 000124-18-5 59
3 Undecane 156 C11H24 001120-21-4 53
4 Hydroxylamine, O-decyl- 173 C1OH23NO 029812-79-1 50
5 Nonadecane 268 C19H40 000629-92-5 50

Abundance Scan 3122 (11.378 min): VU045257.D\data.ms (-3114) (- m/z 57.00 100.00%
57.0

Fio = —
11.00 11.50
139.1
0 ‘:“ ol MH‘ “w““‘ e o m/z 43.00 80.66%
miz--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 < —
11.00 11.50
97.0 m/z 40.95 52.74%
O \z\al‘\o‘\“ “ H!‘ f‘” \}\3\9.’0 T 1\-8\2.\0‘ \22\4\.0\ ‘ T T \2\97"
miz--> 50 100 150 200 250
Abundance #22066: Decane
57.0
— —
11.00 11.50
5000 m/z 55.00 47.20%
99.0 142.0
0td0 H‘m “ e —
m/z--> 50 100 150 200 250
Abundance #33079: Undecane “ ——
57.0 11.00 11.50
m/z 71.00 43.31%
5000
98.0 156.0
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 50 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.420 16.61 ug/L 333861 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 94
2 Decane, 4-methyl- 156 C11H24 002847-72-5 90
3 Decane, 4-methyl- 156 C1l1H24 002847-72-5 87
4 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 72
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
Abundance Scan 3135 (11.420 min): VU045257.D\data.ms (-3127) (- 71.00 100.00%
43.0 71.0
5000
113.1
‘ H ‘ 156.1 1150
0l b 930l 13801561 0 43 00 87.63%
miz--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
43.0 71.0
5000
11 50

m/z 57.00 79.91%

‘ ‘ 112.0
\].\5\.(‘) T M T } T \‘ !“ T T “H\ T ‘ T !‘\ ‘ T 1T ‘ T \1\5\6‘0\
mi/z--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl-
43.0
71.0

o

11 50
112.0
ol 20 | | o | s
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0 1150
71.0 m/z 70.00 40.60%
5000
112.0
0 ‘“FQP““‘UW‘u:“m“““h““““4?§9
mlz--> 40 60 80 100 120 140 160 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 51 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
11.645 9.89 ug/L 198915 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 50
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 47
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 47

Abundance Scan 3205 (11.645 min): VU045257.D\data.ms (-3198) (- m/z 57.00 100.00%

57.0
5000 105.0
— —
‘ b 11.50 12.00
oL Nw“““ H\‘”‘w a0 m/z 71.08  72.95%
miz--> 50 100 150 200 250
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 Saavi LTI
11.50 12.00
m/z 41.00 47.84%
27“.0‘ ‘ | 97.0 12‘7.0
O\\\““\‘\‘\‘\“\\‘\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #45498: Undecane, 3-methyl-
57.0
—— —
11.50 12.00
5000 m/Z 105.00 46.65%
27.0‘ 99.0 141.0
ol bbby A e
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0 11.50 12.00
m/z 42.95 45.53%
5000
99.0
0 ‘\\ ‘\ H\ I \‘ | \14\1'0 183.0 239.0 296.(
e e A e e — —
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 52 (DEL) Alkane: Cyclic11.716 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
11.716 13.78 ug/L 276977 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 80
2 Cyclohexane, (2-methylpropyl)- 140 C1eH20 001678-98-4 80
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 74
4 Cyclohexane, butyl- 140 C1eH20 001678-93-9 64
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 64

Abundance Scan 3227 (11.716 min): VU045257.D\data.ms (-3218) (-

m/z 83.00 100.00%

55.0 T
5000
140.0 T LT
111.0 11.50 12.00
37 H\ ‘ \LLJ ‘\ m 9
O+ e el m/z 55.00 79.82%
m/z--> 20 40 60 80 100 120 140
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 — ——
11.50 12.00
29.0 140.0 m/Z 82.00 66.43%
0 \\\‘\H\\‘i”\\\““\‘1“\\“1\\\“%L:\L:!nwo‘\\\\“\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #20727: Cyclohexane, (2-methylpropyl)-
55.0
83.0
== —
11.50 12.00
5000 ITI/Z 41.00 49.04%
27.0 140.0
N 1 P S
m/z--> 20 40 60 80 100 120 140
Abundance #20736:Cydohexqpe,(24neﬂwuwopyb— T —
55.0 83.0 11.50 12.00
m/z 69.00 36.33%
5000
27.0 ‘ ‘ 140.0
b N b b a0,
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 53 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
11.877 6.06 ug/L 121881 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 50
2 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 50
3 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 50
4 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 50
5 1-Decene, 4-methyl- 154 C11H22 013151-29-6 50
Abundance Scan 3277 (11.877 min): VU045257.D\data.ms (-3271) (- m/z 71.00 100.00%
71.0
43.0
5000
1121 s e
| 95.0 ‘ 130.0156.1 11.50 12.00
oHH_‘HU:Hw_Mmlhuﬂ‘M“imwn”ﬁ_ m/z 43.00 80.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22123: Heptane, 3,3,5-trimethyl-
71.0
43.0
5000 rt e
11.50 12.00
m/z 57.00 64.37%
113.0
04 \1\5‘\-(‘)\ o \‘i‘i T \“1“ T \M T “\9\1\.0\‘ T 1‘\ T \]\-4‘.2\(\)\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #22122: Heptane, 2,5,5-trimethyl-
71.0
43.0 A -
11.50 12.00
5000 m/z 70.00 47 .86%
113.0
0 260 ) | 1930 ""1"130.0
B e A W e e
miz--> 20 40 60 80 100 120 140 160
Abundance #22124: Heptane, 3,3,5-trimethyl- . —
71.0 11.50 12.00
m/z 41.00 44.27%
43.0
5000
113.0
ol 20 | | o0 [ a00 Vv
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 54 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
11.912 9.12 ug/L 183344  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 95
2 Decane, 2-methyl- 156 C11H24 006975-98-0 90
3 2,6-Dimethyldecane 170 C12H26 013150-81-7 80
4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 72
5 Octane, 2-methyl- 128 C9H20 003221-61-2 64

Abundance Scan 3288 (11.912 min): VU045257.D\data.ms (-3283) - m/z 57.00 100.00%
57.0

5000
85.0
—5
‘ 11‘2.0 141.0 12.00
o‘_m,‘m‘um‘,‘;”wum‘w“‘_m‘ulw_m m/z 43.00  93.32%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33083: Decane, 2-methyl-
57.0
5000 iﬁod
29.0 85.0 71 09. 57.16%
. 112.0 m/z . .16%
Lo | 1410
0- \“\‘H\|HH‘HH|‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33087: Decane, 2-methyl-
43.0
.
12.00
5000 710 m/z 41.00  51.81%
113.0
020 Ll L o0 2o
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #45485: 2,6-Dimethyldecane —
43.0 12.00
71.0 m/z 85.00 33.46%
5000
‘ 113.0
ol bl L L [ aa00 1700 Il
m/z--> 0 20 40 60 80 100 120 140 160 12.00

SFAMULMO92321WMA.M Wed Oct 13 22:34:02 2021 Page: 57



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 55 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.005 11.11 ug/L 223361 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 90
2 Decane, 3-methyl- 156 C11H24 013151-34-3 87
3 Octane, 5-ethyl-2-methyl- 156 C1l1H24 062016-18-6 64
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 53
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 53
Abundance Scan 3317 (12.005 min): VU045257.D\data.ms (-3310) (- m/z 57.00 100.00%
57.0
o T VMMM
T
39 12‘71 12.00
S - O30 S8 s 7100 73.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
57.0
5000 — ‘
29.0 85.0 12.00
m/z 43.00 56.09%
127.0
O\\\‘\‘\\\“‘\\\“‘\‘\M\|‘1\\\”‘\\\\‘\H\\\|\\l\5\6.‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0
T
12.00
5000 85.0 m/z 85.00 46.87%
29.0 '
126.0
Ll T | 1560
0 i et e e e
miz--> 20 40 60 80 100 120 140 160
Abundance #33106: Octane, 5-ethyl-2-methyl- —5 !
43.0 12.00
m/z 41.00 44.05%
71.0
5000
‘ 127.0
ol20l | L0 T 1560 !
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 56 Benzene, 1-ethenyl-2-methyl- Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
12.099 6.55 ug/L 131674 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 91
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 90
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 87
4 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e0 000622-97-9 83
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
Abundance Scan 3346 (12.099 min): VU045257.D\data.ms (-3336) (-  m/z 117.00 100.00%
117.0
5000 /\
91.0
134.1
410 690 e A
154.0 12.00 12.50
0" : m/z 105.00 67.12%
m/z--> 20 40 60 80 100 120 140
Abundance #10203: Benzene, 1-ethenyl-2-methyl-
117.0
5000 jLA - U
91.0 12.00 12.50
390 43 m/z 119.00 62.81%
0 \1\5\.(‘) \“\ T \“‘i‘\ \“1‘ \““M\ \H{h‘ \‘\M T “‘\ T !“ L e
miz-> 20 40 60 80 100 120 140
Abundance #10192: Benzene, 2-propenyl-
117.0
Pl plUtp AL
12.00 12.50
m/z 118.00  52.95%
5000 910 /
39.0 65.0
| N O N VA A
miz--> 200 40 60 80 100 120 140 /\ /\
Abundance #10205: Benzene, 1-ethenyl-2-methyl- e — i
117.0 12.00 12.50
m/z 115.00  38.60%
5000
91.0
39.0 580 ‘
Y S P N ) S P | N—
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 57 (DEL) Alkane: Cyclic12.385 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.385 10.30 ug/L 207078 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trans-1-methyl-2-nonyl-cyclohexane 224 C16H32 1000371-47-8 35
2 Oxalic acid, di(cyclohexylmethyl... 282 C16H2604 1000309-68-5 35
3 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 35
4 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004 1010309-68-1 27
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 27
Abundance Scan 3435 (12.385 min): VU045257.D\data.ms (-3429) (-  m/z 105.00 100.00%
55.0 1050
5000 Juu\ﬂ
34.0 4 ‘ ‘/k-‘
‘ ‘ 79.r) ‘ 12.00 12.50
0ot il bl L m/z 55.00  84.70%

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

Abundance #104614: Trans-1-methyl-2-nonyl-cyclohexane
55.0 97.0

3

5000 — —
12.00 12.50

m/z 97.00 69.65%
i ‘\H |

I 1230 1650 224.0
‘\\\\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #175841: Oxalic acid, di(cyclohexylmethyl) ester
55.0 97.0

o

=

- T
12.00 12.50

5000 m/z 69.00  68.22%

2%'0\\ o M il 141.0

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

Abundance  #125698: Oxalic acid, butyl cyclohexylmethyl ester — —
55.0 12.00 12.50

o

=

97.0 m/z 125.00  41.44%
5000
29.0 ‘
ol W 1410 kst S
miz--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 58 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.671 12.83 ug/L 257948 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 76
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 58
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 53
4 Undecane, 4-methyl- 170 C12H26 002980-69-0 52
5 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 50

Abundance Scan 3524 (12.671 min): VU045257.D\data.ms (-3515) (- m/z 71.00 100.00%

430 | 71.0
117.0
5000
97.0 R R
‘ ‘ ﬂ.41.1 12.50 13.00
0oy MwwMWM‘WU‘ww‘”‘HM%§%Q“H m/z 57.00  99.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45501: Decane, 3,7-dimethyl-
43.0
71.0
5000 — ——
12.50 13.00
‘ m/z 43.00 94.89%
127.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
—— —
12.50 13.00
5000 85.0 m/z 41.00 60.66%
29.0 ‘ 127.0
ool 4L 1550 1830
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59040: Dodecane, 4-methyl- T T
43.0 71.0 12.50 13.00
m/z 85.00 53.92%
5000
‘ 99.0 141.0
ol1so ol T es0 VU AT
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 59 (DEL) Alkane: Cyclic12.935 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.935 23.99 ug/L 482276  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 50
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 50

Abundance Scan 3606 (12.935 min): VU045257.D\data.ms (-3595) (-  m/z 83.00 100.00%

550 830
5000
154.1 1200
| 1120 13.00
01 e m/z 55.00 83.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 R
13.00
m/z 82.00 68.52%
29.0 ‘ 154.0
O T ‘ \‘\‘\ \““\ T \“!“ \‘}H\ T “1 TT \“]\.:\LJ\"\O‘]\-S\]\"\()‘ T \‘\ ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
——
13.00
5000 ITI/Z 57 .00 67.88%
29.0 154.0
0 H‘“H"M‘Hﬂﬁfm‘u‘M‘J‘%%yp‘H““‘w“w“
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl- T
83.0 13.00
m/z 41.00 60.80%
55.0
5000
29.0 154.0
obrr el e e .
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 60 (DEL) Alkane: Straight-Chai... Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
13.009 4.02 ug/L 80918 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 87
2 Undecane, 4-methyl- 170 C12H26 002980-69-0 81
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 52
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 50
5 Ethanone, 1-(3-ethylcyclobutyl)- 126 C8H140 056335-71-8 46

Abundance Scan 3629 (13.008 min): VU045257.D\data.ms (-3624) (- m/z 43.00 100.00%
3.0

43. 71.0
5000
126.1 Halon ‘
‘ 97.0 ‘ ‘6 168.0 13.00
Ol il ol 18101830 21 ee 96,90
miz--> 20 40 60 80 100 120 140 160
Abundance #45489: Undecane, 4-methyl-
43.0
71.0
5000 —
13.00
m/z 57.00 63.83%
126.0
0 261 H\ | “ i | 9%'0 ‘ 170.0
\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\’\\\\’\\\\’\\\\’
miz--> 20 40 60 80 100 120 140 160
Abundance #45496: Undecane, 4-methyl-
43.0
RN \
71.0 13.00
5000 m/z 40.90 51.09%
0 ZG\L A ‘ 980 1200 1490 1700
A e e S
mfz--> 20 40 60 80 100 120 140 160
Abundance #45506: Decane, 3,6-dimethyl- T
57.0 13.00
m/z 70.00 47.32%
5000
85.0
280 113.0
“ \‘\ “\ I ‘ | | . 14\1'0 170.0
L0 e L e sy O —
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 61 Naphthalene, decahydro-2-me... Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
13.054 10.82 ug/L 217550 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 89
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 89
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 42
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 42
5 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 35

Abundance Scan 3643 (13.053 min): VU045257.D\data.ms (-3636) (-  m/z 43.00 100.00%

43.0
5000 152.0
‘ 126. 1 13.00 |
) S— ol ‘”‘ Al 1190 7 57.00 92.19%
miz--> 20 40 100 120 140 160
Abundance #29506 Naphthwene decahydro-2-methyl-
410 670
50 152.0
5000 S :
13.00
m/z 41.00 71.49%
hlZ&O ‘
O' ‘\\‘\\‘H\\\‘\\\\‘\\\\
m/z--> 100 120 140 160
Abundance #29497 1- Methyldecahydronaphthalene
. 67.0
950 152.0 T \
13.00
5000 m/z 71.00 64.24%
“1230
0! 1‘”“‘M‘H1H‘q“ﬂ“‘u‘
m/z--> 100 120 140 160
Abundance #45487.Undecane,24neﬂwL T
43.0 13.00
m/z 85.00 46.28%
71.0
5000
99.0 127.0
155.0
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 62 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
13.137 5.74 ug/L 115382 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 94
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 76
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 72
4 Oxalic acid, 6-ethyloct-3-yl iso... 286 C1l6H3004 1010309-34-1 59
5 Oxalic acid, butyl 6-ethyloct-3-... 286 C16H3004 1000309-34-2 59

Abundance Scan 3669 (13.137 min): VU045257.D\data.ms (-3663) (- m/z 57.00 100.00%
57.0

140.0 13.00 13.50
I Lol MO ] 1681 ' 689
0 b e e e e e e e e m/z 41.00 50.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45490: Undecane, 3-methyl-
57.0
5000 — ——
85.0 13.00 13.50
29.0 m/z 71.00 48.99%
141.0
0 H\‘\‘H\“‘i\\“‘\\M\H‘\\\“‘]\.:\l\‘z;?\H\UHH}\?\Q.\O‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45512: Decane, 3,8-dimethyl-
57.0
—— ——
13.00 13.50
5000 850 m/z 43.00 48.64%
113.0 141.0
/SN S WO+ 1 SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #170573: Sulfurous acid, butyl decyl ester e ——
57.0 13.00 13.50
m/z 85.00 45.89%
5000 85.0
29.0 ‘ 141.0
S =2 N - T DLV
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 63 o0-Cymene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.455 24.60 ug/L 494662  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 60
2 p-Cymene 134 C1oH14 000099-87-6 55
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 55
4 o-Cymene 134 C10H14 000527-84-4 55
5 o-Cymene 134 C10H14 000527-84-4 55

Abundance Scan 3768 (13.455 min): VU045257.D\data.ms (-3757) (-  m/z 119.00 100.00%

110.0
5000
ss0 o0 /\/\W AL

166.1 13.50
0 BR00, T . m/z 117.00  66.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16991: 0o-Cymene
119.0
5000 91.0 M/\\ = ‘w
: 13.50
m/z 134.00 43.37%
39.0 650 ‘
0 \1\5‘\-(‘)\‘\ T \“‘\ \“V\“‘M‘\ T \‘H‘ e “H‘\ \‘M T LA BN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16995: p-Cymene
119.0 AA
‘ ——
13.50
5000 ITI/Z 90.95 26.05%
91.0
41.0 65.0
0 H\‘H\\\“‘\\‘\\‘H‘\\M\\1‘\“%NH\HH,HH‘HH‘H
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- ——
119.0 13.50
m/z 114.95 25.12%
5000
91.0
39.0 650 ‘ ‘ /vaf
3 1 M o | Y ATV L
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 64 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.590 14.08 ug/L 283045 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 96
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 91
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 90
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 76

Abundance Scan 3810 (13.590 min): VU045257.D\data.ms (-3802) (- m/z 57.00 100.00%
57.0

- ML
T T
HU 98‘-0 1520 13.50
Ol b 799y 1929 1691 h; 71,00 41.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 o :
13.50
20.0 98.0 m/z 43.00 40.20%
O\\‘\H‘\\“‘\\\‘H“\\“7\9‘.9\\\““\\1‘\’\\\].\4‘1\.\0\\‘\\\}‘8\4.;()\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
T T
13.50
5000 ITI/Z 41.00 28.59%
29.0
‘ 98.0
ol dreg L aeto 1600
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl- ——
57.0 13.50
m/z 56.00 16.73%
5000
Ot b 780 TL 1410 1690 -
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 65 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
13.951 2.75 ug/L 55244 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
2 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 70
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 70
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 70
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 70

Abundance Scan 3922 (13.951 min): VU045257.D\data.ms (-3916) (-  m/z 131.00 100.00%
131.0

5000
L VL
14.00
0 m/z 133.00 51.81%
miz--> 20 40 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 \ o
14.00
m/z 57.00 27.77%
39.0 65.0

T ‘ T \‘H\ \“}‘1 ‘u“} \‘{‘h’ T \H\ T “H]\-l\#“o\‘!m T ‘1\ ‘\8.\()\ ‘ L

miz—-> 20 40 60 80 100 120 140 160
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131.0

o

=
14.00

5000 91.0 ITI/Z 40.90 25.81%
39.0 65.0 J
o 2080 30 | w0
miz--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- —
131.0 14.00
m/z 146.00 25.18%
5000
91.0
51.0 ‘ J\/\A
o‘_m_“uww‘m‘h,mm‘wh‘H“wl“!wl“?aqu D, : ‘W\/‘\‘ :
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 66 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
14.192 9.20 ug/L 185000 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 80
2 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 72
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
5 Nonane, 3-methyl- 142 C1OH22 005911-04-6 64

Abundance Scan 3997 (14.192 min): VU045257.D\data.ms (-3987) - m/z 57.00 100.00%
57.0

o MM
‘ 85.0113.0 14.00 14:50
45.9 : X
oWw\‘uu_“M!‘W“_‘”‘_‘h‘““‘1“7“?99%”“_”‘_m m/z 71.00 78.76%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
5000 L —
85.0 14.00 14.50
113.0 169.0 m/z 43.00 61.18%
29.0 '
O \\\‘\‘\‘\\“‘\\\ “\w”l\“l\\\“\\‘H\‘\\]-\?4‘]\.\0\\‘\}\\‘\]_\?Z\O\\\‘\\\\‘\\\?‘G\?\(\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #284592: Sulfurous acid, 2-ethylhexyl tridecyl ester
57.0
—— ——
14.00 14.50
5000 m/z 41.e0  37.84%
- 113.0
29.0 ‘
P
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22107: Octane, 2,6-dimethyl- — —
57.0 14.00 14.50
m/z 56.00 27.35%
5000
29.0 113.0
‘ ‘ 85.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 67 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
14.674 6.15 ug/L 123627 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 86
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 86
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 55
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14 053172-84-2 50
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 50
Abundance Scan 4147 (14.674 min): VU045257.D\data.ms (-4136) (-  m/z 131.00 100.00%
131.0
5000 97.0
55-0 T ‘ T T ‘ T
14.50 15.00
5, ‘ 182.1
0 - w“n”mH_WZ‘Q?‘? m/z 97.60  39.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 —— T
14.50 15.00
39.0 m/z 133.00 37.53%
| IiLly e
O\‘\\\\“‘\\‘\\‘\‘\\\‘\\\\‘U\\H“\ \‘\M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
P e
14.50 15.00
5000 91.0 m/z 146.00  30.32%
9o @0, ||
) Nt N NI Y| Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- AN Lens AR A a
131.0 14.50 15.00
m/z 55.00 24.55%
5000
91.0
390 630 ‘ |
P O i R P Y S
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\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 68 (DEL) Alkane: Straight-Chai... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
15.214 3.76 ug/L 75635 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 49
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 46
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 43
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 38
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 38

Abundance Scan 4315 (15.214 min): VU045257.D\data.ms (-4306) (- m/z 57.00 100.00%
57.0

85.0
113.0 1500 1550
MR I 1 10  v  S  SR
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90207: Dodecane, 2,6,10-trimethyl- dem/&ﬁ&J%AWVMAAﬂwV\M
57.0
5000 85.0 15.‘00 15.‘50
m/z 42.95 58.01%
29.0 127.0
ol b A i 44 15508880
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
15.‘00 15.‘50
5000 m/z 48.90  48.26%
85.0
113.0 169.0
bbb e A 2450|1970 o
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90202: Dodecane, 2,6,10-trimethyl- — —
57.0 15.00 15.50
m/z 142.00 47 .36%
5000
85.0
127.0
N L T 100
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45257.D

Acqg On : 08 Oct 2021 17:27

Operator : SY/MD

Sample : M4000-21MEDL 10X

Misc : 5.07g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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|
Sulfur dioxide 1.466 4.7 ug/L 69830 1 6.253 746655 50.0
(DEL) Alkane: S.. 3.694 6.6 ug/L 98883 1 6.253 746655 50.0
(DEL) Alkane: C.. 4.530 6.1 ug/L 90882 1 6.253 746655 50.0
(DEL) Alkane: S.. 5.459 4.5 ug/L 67709 1 6.253 746655 50.0
(DEL) Alkane: S.. 5.591 14.3 ug/L 214101 1 6.253 746655 50.0
(DEL) Alkane: C.. 5.851 8.9 ug/L 132975 1 6.253 746655 50.0
(DEL) Alkane: C.. 5.922 7.0 ug/L 105114 1 6.253 746655 50.0
(DEL) Alkane: C.. 5.989 14.9 ug/L 222272 1 6.253 746655 50.0
(DEL) Alkane: S.. 6.134 28.5 ug/L 425232 1 6.253 746655 50.0
(DEL) Alkane: S.. 6.867 3.0 ug/L 45386 1 6.253 746655 50.0
(DEL) Alkane: C.. 6.983 9.0 ug/L 134797 1 6.253 746655 50.0
(DEL) Alkane: C.. 7.076 10.7 ug/L 159344 1 6.253 746655 50.0
(DEL) Alkane: C.. 7.237 13.8 ug/L 205441 1 6.253 746655 50.0
Cyclobutane, (1.. 7.401 6.3 ug/L 93438 1 6.253 746655 50.0
(DEL) Alkane: S.. 7.501 31.5 wug/L 470206 1 6.253 746655 50.0
(DEL) Alkane: S.. 7.661 19.1 ug/L 285969 1 6.253 746655 50.0
1,4-Hexadiene, .. 7.761 7.9 ug/L 117746 1 6.253 746655 50.0
(DEL) Alkane: C.. 8.025 7.6 ug/L 131424 2 9.420 863082 50.0
(DEL) Alkane: C.. 8.099 3.9 ug/L 68041 2 9.420 863082 50.0
(DEL) Alkane: S.. 8.131 5.3 ug/L 90619 2 9.420 863082 50.0
(DEL) Alkane: C.. 8.243 21.3 ug/L 368380 2 9.420 863082 50.0
(DEL) Alkane: C... 8.372 7.5 ug/L 130248 2 9.420 863082 50.0
1,3-Dimethyl-1-... 8.414 6.3 ug/L 108790 2 9.420 863082 50.0
(DEL) Alkane: S... 8.539 3.9 ug/L 67295 2 9.420 863082 50.0
(DEL) Alkane: S... 8.761 5.7 ug/L 97564 2 9.420 863082 50.0
(DEL) Alkane: C... 8.806 8.8 ug/L 152274 2 9.420 863082 50.0
(DEL) Alkane: C... 8.867 17.5 ug/L 302820 2 9.420 863082 50.0
(DEL) Alkane: C... 8.928 18.2 ug/L 314532 2 9.420 863082 50.0
(DEL) Alkane: C... 9.073 12.5 ug/L 216401 2 9.420 863082 50.0
(DEL) Alkane: S... 9.124 7.0 ug/L 120182 2 9.420 863082 50.0
(DEL) Alkane: C... 9.169 12.9 ug/L 221990 2 9.420 863082 50.0
(DEL) Alkane: S... 9.218 25.6 ug/L 442377 2 9.420 863082 50.0
(DEL) Alkane: S... 9.337 31.8 ug/L 548291 2 9.420 863082 50.0
(DEL) Alkane: C... 9.665 12.8 ug/L 220147 2 9.420 863082 50.0
(DEL) Alkane: C... 9.719 12.4 ug/L 214035 2 9.420 863082 50.0
(DEL) Alkane: C... 9.764 13.9 ug/L 239805 2 9.420 863082 50.0
(DEL) Alkane: C... 9.880 7.3 ug/L 125656 2 9.420 863082 50.0
(DEL) Alkane: C... 10.031 22.7 ug/L 391872 2 9.420 863082 50.0
(DEL) Alkane: S... 10.124 6.6 ug/L 113453 2 9.420 863082 50.0
(DEL) Alkane: S... 10.256 47.1 ug/L 813021 2 9.420 863082 50.0
(DEL) Alkane: C... 10.362 20.7 ug/L 356567 2 9.420 863082 50.0
(DEL) Alkane: S... 10.475 6.0 ug/L 103656 2 9.420 863082 50.0
(DEL) Alkane: S... 10.562 13.2 ug/L 227518 2 9.420 863082 50.0
(DEL) Alkane: S... 10.626 17.9 ug/L 359617 3 11.816 1005280 50.0
(DEL) Alkane: C... 10.812 10.0 ug/L 200215 3 11.816 1005280 50.0
unknown-01 10.951 2.7 ug/L 53768 3 11.816 1005280 50.0
2,4-Hexadiene, ... 11.308 11.5 ug/L 231318 3 11.816 1005280 50.0
Carbonic acid, ... 11.378 4.0 ug/L 79847 3 11.816 1005280 50.0
(DEL) Alkane: S.. 11.420 16.6 ug/L 333861 3 11.816 1005280 50.0
(DEL) Alkane: S.. 11.645 9.9 ug/L 198915 3 11.816 1005280 50.0
(DEL) Alkane: C.. 11.716 13.8 ug/L 276977 3 11.816 1005280 50.0
(DEL) Alkane: S.. 11.877 6.1 ug/L 121881 3 11.816 1005280 50.0
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(DEL) Alkane: S... 11.912 9.1 ug/L 183344 3 11.816 1005280 50.0
(DEL) Alkane: S... 12.005 11.1 ug/L 223361 3 11.816 1005280 50.0
Benzene, 1l-ethe... 12.099 6.5 ug/L 131674 3 11.816 1005280 50.0
(DEL) Alkane: C... 12.385 10.3 ug/L 207078 3 11.816 1005280 50.0
(DEL) Alkane: S... 12.671 12.8 ug/L 257948 3 11.816 1005280 50.0
(DEL) Alkane: C... 12.935 24.0 ug/L 482276 3 11.816 1005280 50.0
(DEL) Alkane: S.. 13.009 4.0 ug/L 80918 3 11.816 1005280 50.0
Naphthalene, de.. 13.054 10.8 ug/L 217550 3 11.816 1005280 50.0
(DEL) Alkane: S... 13.137 5.7 ug/L 115382 3 11.816 1005280 50.0
o-Cymene 13.455 24.6 ug/L 494662 3 11.816 1005280 50.0
(DEL) Alkane: S... 13.590 14.1 ug/L 283045 3 11.816 1005280 50.0
Benzene, (1,2-d... 13.951 2.8 ug/L 55244 3 11.816 1005280 50.0
(DEL) Alkane: S... 14.192 9.2 ug/L 185000 3 11.816 1005280 50.0
1H-Indene, 2,3-... 14.674 6.2 ug/L 123627 3 11.816 1005280 50.0
(DEL) Alkane: S... 15.214 3.8 ug/L 75635 3 11.816 1005280 50.0
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