LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12 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@42522WMA .M
Title : VOC Analysis

Signal : TIC: VU@48368.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.482 32 44 50 rBV3 12140 25698 0.88% 0.129%
2 1.597 73 80 87 rBv 100941 173376 5.94% 0.870%
3 1.787 122 139 141 rBV7 19389 38412 1.32% 0.193%
4 1.822 144 150 151 rBV6 10266 8640 0.30% 0.043%
5 1.851 151 159 163 rBV 68733 90169 3.09% 0.452%
6 2.314 299 303 305 rBv4 1762 1537 ©0.05% 0.008%
7 2.536 353 370 386 rBV 404640 751090 25.72%  3.768%
8 2.961 494 504 508 rBV6 1984 3424 0.12% 0.017%
9 3.028 516 525 529 rBV5 3036 4947 0.17% 0.025%
106 3.176 555 571 592 rBV 19837 51290 1.76% 0.257%
11  3.327 614 618 624 rVB5S 669 676 0.02% 0.003%
12 3.668 719 724 728 rVWW4 1042 1404 0.05% 0.007%
13 4.639 1010 1026 1103 rBV 209575 927009 31.74% 4.650%
14 5.063 1139 1158 1192 rBV 456728 1158037 39.65% 5.809%
15 5.340 1237 1244 1247 rBV3 826 1152 0.04% 0.006%
16 5.372 1251 1254 1261 rVB6 1049 1097 0.04% 0.006%
17 5.716 1340 1361 1390 rBV2 1163464 2920653 100.00% 14.651%
18 5.980 1429 1443 1470 rVVW3 15024 42634 1.46% 0.214%
19 6.115 1479 1485 1487 rBV3 1165 939 0.03% 0.005%
20 6.176 1496 1504 1508 rBV3 919 1215 0.04% 0.006%
21  6.247 1513 1526 1549 rVB2 113566 239114 8.19% 1.199%
22 6.523 1601 1612 1626 rBV6 7163 15890 0.54% 0.080%
23  6.604 1626 1637 1649 rBvV4 6062 13771 0.47% 0.069%
24  6.690 1649 1664 1692 rVB 615871 1345024 46.05% 6.747%
25 6.951 1734 1745 1747 rBvV2 827 1127 0.04% 0.006%
26 6.983 1752 1755 1763 rVB4 667 806 0.03% 0.004%
27 7.063 1768 1780 1790 rBV7 1776 4247 0.15% 0.021%
28 7.202 1804 1823 1826 rBV4 9171 19362 0.66% 0.097%
29 7.494 1906 1914 1922 rVV7 3442 5458 0.19% 0.027%
30 7.568 1922 1937 1959 rBV 319270 675465 23.13%  3.388%
31 7.697 1972 1977 1988 rVB5 2167 3401 0.12% 0.017%
32 7.790 1997 2006 2007 rBV4 1973 1883 0.06% 0.009%
33 7.899 2024 2040 2057 rBV 1259778 2391923 81.90% 11.999%
34 8.128 2103 2111 2116 rBV5 3828 5347 0.18% 0.027%
35 8.182 2116 2128 2156 rVB 205323 469253 16.07%  2.354%
36 8.359 2174 2183 2191 rBV8 2112 4052 0.14% 0.020%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12 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@42522WMA .M
Title : VOC Analysis
37 8.536 2228 2238 2244 rBV6 2164 3201 0.11% 0.016%
38 8.661 2258 2277 2312 rBV 816250 1962439 67.19%  9.844%
39 8.922 2348 2358 2370 rBV4 8355 16014 0.55% 0.080%
40  9.063 2395 2402 2403 rBV4 2153 1837 0.06% 0.009%
41  9.118 2413 2419 2425 rBV6 1959 2592 0.09% 0.013%
42 9.166 2426 2434 2441 rVV9 3528 6518 0.22% 0.033%
43 9.211 2441 2448 2459 rVB3 6830 11148 0.38% 0.056%
44  9.333 2477 2486 2494 rBV2 6415 10214 0.35% 0.051%
45  9.423 2498 2514 2538 rBV 154390 320193 10.96% 1.606%
46  9.568 2548 2559 2561 rBV6 1353 1754 0.06% 0.009%
47  9.661 2577 2588 2591 rBV7 2868 4493 0.15% 0.023%
48 9.700 2593 2600 2605 rvvs 3451 6180 ©0.21% 0.031%
49 9.745 2605 2614 2627 rVB2 14516 23579 0.81% 0.118%
50 9.790 2627 2628 2635 rvVB2 1002 797 0.03% 0.004%
51 9.874 2647 2654 2663 rVB4 2219 3604 0.12% 0.018%
52 9.960 2677 2681 2690 rVB4 753 884 0.03% 0.004%
53 10.018 2690 2699 2708 rBV6 3911 6492 0.22% 0.033%
54 10.121 2719 2731 2740 rBV9 2966 6879 0.24% 0.035%
55 10.250 2760 2771 2785 rBv4 11717 20489 0.70% 0.103%
56 10.317 2789 2792 2796 rBV4 1190 1098 0.04% 0.006%
57 10.353 2798 2803 2804 rBV4 1619 1397 0.05% 0.007%
58 10.394 2809 2816 2828 rVvB4 10156 17002 0.58% ©0.085%
59 10.475 2828 2841 2853 rVBS8 2640 5882 0.20% 0.030%
60 10.529 2853 2858 2859 rBV4 2881 1941 0.07% 0.010%
61 10.558 2860 2867 2875 rVB6 2956 4943 0.17% 0.025%
62 10.623 2879 2887 2892 rBV5 7550 10961 0.38% 0.055%
63 10.767 2915 2932 2959 rBV 1163194 1947077 66.67% 9.767%
64 10.867 2959 2963 2964 rBV3 1085 701 0.02% 0.004%
65 10.947 2985 2988 2992 rVB4 1312 1103 0.04% 0.006%
66 11.015 3006 3009 3011 rBV3 1514 1148 0.04% 0.006%
67 11.063 3017 3024 3029 rBV4 4142 5764 0.20% 0.029%
68 11.115 3031 3040 3057 rVV2 51190 85528 2.93% 0.429%
69 11.195 3061 3065 3076 rVB8 2927 5178 0.18% 0.026%
70 11.311 3093 3101 3110 rBV1e 5793 10652 ©0.36% ©0.053%
71 11.378 3115 3122 3125 rVWV7 3913 5910 0.20% 0.030%
72 11.417 3126 3134 3141 rVV 40502 57611 1.97% 0.289%
73 11.462 3142 3148 3172 rVB 11617 34157 1.17% 0.171%
74 11.578 3172 3184 3190 rBV1e 5325 12107 0.41% 0.061%
75 11.642 3197 3204 3215 rVB7 10779 19178 0.66% 0.096%
76 11.703 3215 3223 3232 rBVS8 6579 14042 0.48% 0.070%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12 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@42522WMA .M
Title : VOC Analysis

77 11.745 3232 3236 3247 rVV1e 4828 8418 0.29% 0.042%
78 11.819 3247 3259 3271 rVW 208367 347910 11.91% 1.745%
79 11.873 3271 3276 3282 rVV3 12164 17237 0.59% 0.086%
80 11.912 3282 3288 3296 rVV3 13720 20903 0.72% 0.105%
81 11.999 3300 3315 3325 rVB6 15233 35677 1.22% 0.179%
82 12.092 3338 3344 3345 rBV6 2067 2043 0.07% 0.010%

83 12.198 3363 3377 3390 rBV 1434417 2337555 80.04% 11.726%
84 12.327 3408 3417 3428 rBV 140402 203517 6.97% 1.021%

85 12.539 3459 3483 3493 rVB 14393 44391 1.52% 0.223%
86 12.668 3512 3523 3531 rBV5 18413 30186 1.03% 0.151%
87 12.947 3592 3610 3622 rBVe6 24379 73012 2.50% 0.366%
88 13.005 3623 3628 3635 rvv3 11463 16465 0.56% 0.083%
89 13.047 3635 3641 3652 rVB5 19529 27242 0.93% 0.137%
99 13.134 3661 3668 3677 rVB4 16569 22915 0.78% 0.115%
91 13.356 3732 3737 3745 rVB10O 6041 8717 0.30% 0.044%
92 13.430 3751 3760 3783 rBV 160020 269543 9.23% 1.352%
93 13.587 3800 3809 3817 rBV 76923 117865 4.04% 0.591%
94 13.999 3932 3937 3944 rVB3 24953 31240 1.07% 0.157%
95 14.044 3944 3951 3959 rVB7 14993 26922 0.92% 0.135%
96 14.189 3987 3996 4010 rVB3 29114 53357 1.83% 0.268%
97 14.449 4069 4077 4086 rBV 104925 143406 4.91% 0.719%
98 14.648 4134 4139 4144 rBV4 10436 14331 0.49% 0.9072%
99 15.401 4368 4373 4380 rVB2 18643 23534 0.81% 0.118%
100 16.439 4692 4696 4704 rBV1e 4423 6510 0.22% 0.033%
Sum of corrected areas: 19935105
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU048368.D\data.ms
1400000

1200000 5.716
1000000

800000

6.69(

600000

2.530 2.063

400000 '
4.639

1.597 1.851 6.247

1.482)\ 11 2.314 29603178 327 3.668 ssec1e) S. 9@&-’115/&

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 340 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: VU048368.D\data.ms
1400000 12.1

7.899
1200000 10.767

200000

o

1000000
8.661
800000
600000

400000

7.568

200000 8.182 9.423
659833653202 7.4 7.6&)79 8 1&8.358.53 8 QMBEQA

Q= i ‘ e i
Time--> 7.00 7.50 8.50 9. 00 9. 50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU048368.D\data.ms

1400000

1200000
1000000
800000
600000
400000

20000012.327 13'4f§ cg7 14.449
o\ 12.829668 13 8087343 3 13 BBU189 || 14.648 15.401 16.439
T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T ‘ 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

SFAMULMO42522WMA.M Wed May 04 18:55:12 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 1 Sulfur dioxide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
1.482 5.37 ug/L 25698 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 56
2 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 40
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 40
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 40
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 7
Abundance  Scan 44 (1.482 min): VU048368.D\data.ms (-32) (-) m/z 63.90 100.00%

63.9
45.0
5000

140 160 180
0t e m/z 45.00  63.16%

m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0

5000 ““ S 7
140 160 1.80

m/z 48.00 44.79%

32.0
O\\\l‘\\!\‘\\‘\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo-
64.0

1.40 160 180

5000 m/z 46.00 34.45%
44,
16.0
ol ‘ 93.0 115.0 143.0 169.0
e e e T e e e
miz--> 20 40 60 80 100 120 140 160
Abundance #6976: Aminomethanesulfonic acid e

64.0 140 160 1.80
m/z 65.90 5.59%

5000
42.
0 bl i 830 1110

m/z--> 200 40 60 80 100 120 140 160 1.40 160 180
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 2 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
1.787 8.03 ug/L 38412 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-chloro-, methy... 122 C4H7C102 017639-93-9 9
2 CARBONIC ACID, 1-CHLOROETHYL EST... 152 C5H9Cl03 050893-36-2 4
3 Propanoic acid, 2-chloro-, methy... 122 C4H7C102 017639-93-9 4

4 Dimethyl Sulfoxide 78 C2H60S 000067-68-5 4

5 Dimethyl Sulfoxide 78 C2H60S 000067-68-5 4

Abundance Scan 139 (1.787 min): VU048368.D\data.ms (-122) (-) m/z 62.95 100.00%

63.0
45.0
5000
" 4.0  115.0 1.60 1.
Obrrrprrrerrrrered ol $2 TS0 ns 4s.ee 81.15%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11094: Propanoic acid, 2-chloro-, methyl ester
63.0

5000 270 \\\\‘\\\\‘\\\\‘\\\\‘\\
1.60 1.80 2.00 2.20
430 87.0 m/z 35.10  62.44%
O \H’H‘H‘\H!“‘HH‘\‘H\‘HM\“HH’\H\‘H\‘\“\‘\HJ‘-\O\S\\‘OH\]-\Z’\Z\Q’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #29693: CARBONIC ACID, 1-CHLOROETHYL ESTER E
45.0
\\\\‘\l\\\‘\\\\‘\\\\‘\\
9.0 1.60 1.80 2.00 2.20
5000 ' m/z 47.00 61.83%
63.0
0 “ 70930 1170
s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11092: Propanoic acid, 2-chloro-, methy! ester HH‘HHWHWHW

63.0 1.60 1.80 2.00 2.20
m/z 43.00 32.20%

5000
27.0
43.0 87.0
13\0 Il ‘ ‘\ u‘\ ‘ L, 122.0 M N A

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1.60 1.80 2.00 2.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 4 Furan, tetrahydro-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.980 8.91 ug/L 42634  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 90
2 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 86
3 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 53
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
5 Prenol 86 C5H100 000556-82-1 50
Abundance Scan 1443 (5.980 min): VU048368.D\data.ms (-1429) (-) m/z 71.00 100.00%
71.0
43.0
5000
56.0 86.0 T ¢ AR
‘ | ‘ 5.60 5.80 6.00 6.20 6.40
0 H“H"_“w“u“HW}‘M“MM‘_‘Hﬂl‘H‘HM“H‘ m/z 43.00 65.11%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2022: Furan, tetrahydro-2-methyl-
43.0 71.0
i} I n
5000 U L B B
21.0 5.60 5.80 6.00 6.20 6.40
56.0 m/z 41.00 44.49%
15.0 ‘ ‘ 86.0
O\\\‘\\\\‘\}‘\\‘\\1!i‘\\\‘1l\1\\i‘\‘\‘\‘\‘\\\\‘}\\\‘\\‘!\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2021: Furan, tetrahydro-2-methyl-
43.0 71.0
P S T IR
5.60 5.80 6.00 6.20 6.40
5000 27.0 m/z 42.00 37.30%
15.0 ‘ 560 86.0
0\\\‘2?9\\‘\l‘u‘\\!!i‘\\wll\1\\iw‘M‘\m‘lm‘u‘u‘\u
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2027: Furan, tetrahydro-2-methyl- T
71.0 5.60 5.80 6.00 6.20 6.40
41.0 m/z 39.00 25.58%
5000
27.0
‘ 56.0 86.0 /\
0 “,/\
m/z--> 0O 10 20 30 40 50 60 70 80 90 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\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 unknown-02 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
6.523 3.32 ug/L 15890 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 002144-41-4 22
2 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 22
3 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 038484-59-2 22
4 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 22
5 2(3H)-Furanone, dihydro-5-methyl- 100 C5H802 000108-29-2 18
Abundance Scan 1612 (6.523 min): VU048368.D\data.ms (-1601) (-) m/z 95.90 100.00%
95.9 132.9
56.0
40.9
5000
Ll
| ‘ M ‘ ‘ 6.20 6.40 6.60 6.80
O e e e m/z 132.90 91.11%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #4454: Furan, tetrahydro-2,5-dimethyl-, cis-
56.0 85.0
41.0
5000 \\‘\\\\‘\\\\m\.\\\’\\\\‘
6.20 6.40 6.60 6.80
m/z 131.00 88.70%
27.0 ‘ 100.0
OH‘\HH“\\H‘“}H‘\1“\‘HH‘HH‘Hl\‘HH}HH‘HH‘HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #4438: Furan, tetrahydro-2,5-dimethyl-
56.0
41.0 65 0 SN | AR
: 6.20 6.40 6.60 6.80
5000 m/z 85.00 87.38%
210 ‘ ‘ 100.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #4457: Furan, tetrahydro-2,5-dimethyl-, trans-(.+/-.)- A S S S
56.0 6.20 6.40 6.60 6.80
41.0 . .89%
85.0 m/z 56.00 83.89%
5000
27.0 100.0 j\
oH"‘“1‘_"“;""‘m‘“‘H“"‘H"‘H""H}wwwwww ST A R 7
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 6 Furan, tetrahydro-3-methyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
6.604 2.88 ug/L 13771  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 80
2 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 64
3 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 36
4 Oxetane, 2,3,4-trimethyl- 100 C6H120 053778-61-3 36
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 36

Abundance Scan 1637 (6.604 mln) VU048368.D\data.ms (-1626) (-) m/z 56.00 100.00%

56.0
41.0
5000
85.9
1
_m‘uu_m,mw‘
“ “ 71‘_0 132.9 6.20 6.40 6.60 6.80 7.00
O et e e e e e e e m/z 40.95 51.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2023: Furan, tetrahydro-3-methyl-
56.0
41.0 ]
5000 ‘\\\\‘\\\\‘\\\\’\\\\n‘"\\
86.0 6.20 6.40 6.60 6.80 7.00
m/z 85.90 31.93%
71.0
OH‘H\\‘\HH‘\H\“MH‘HM\‘HH“HH‘H‘H‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2024: Furan, tetrahydro-3-methyl-
56.0
_m‘uu_m,mw‘
41.0 6.20 6.40 6.60 6.80 7.00
5000 m/z 55.00 20.25%
86.0
27.0
0 | 710
T R e T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 . ” r\
Abundance #3767: 1-Pentene, 2,4-dimethyl- R Eiaaa ER T
56.0 6.20 6.40 6.60 6.80 7.00
m/z 43.00 11.18%
41.0
5000
27.0 0.0
: 98.0
oHMHWMW}lmw‘Wmulw?fﬂ'uq‘ml_m_m‘w_m_ \PMJT\/\‘\&
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80 7.00

SFAMULM@42522WMA.M Wed May 04 18:55:19 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 7 unknown-03 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.202 4.05 ug/L 19362 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazinecarbothioamide 91 CH5N3S 000079-19-6 9
2 Ethyl formate 74 C3H602 000109-94-4 9
3 Ethyl formate 74 C3H602 000109-94-4 9
4 Methane, nitro- 61 CH3NO2 000075-52-5 5
5 Methane, nitro- 61 CH3NO2 000075-52-5 5
Abundance Scan 1823 (7.202 min): VU048368.D\data.ms (-1804) (-) m/z 91.00 100.00%
91.0
5000 61.0
75.0
44.9 R e R
6.80 7.00 7.20 7.40 7.60
O el el L b m/z 61.00 47.69%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2688: Hydrazinecarbothioamide
32.0 91.0
60.0
5000 ‘\\\\‘\ﬂ\h\\‘\\‘\\‘\\\\’\\
6.80 7.00 7.20 7.40 7.60
43.0 m/z 75.00 35.83%
16.0 76.0
O\H‘\‘\}‘\‘H{m} H\\“!i‘M‘\H‘H‘u\H‘\H\‘HH‘H\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #925: Ethyl formate
31.0 f
R R
6.80 7.00 7.20 7.40 7.60
5000 m/z 44.90 22.35%
45.0
74.0
WL sso
Ot e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #929: Ethyl formate i‘\\\\m‘um‘mﬂu‘\\\/\\/’\\\/’
31.0 6.80 7.00 7.20 7.40 7.60
m/z 92.00 9.32%
5000
45.0
74.0
0‘H‘HH‘H!‘}m“1‘1““‘5‘?'9‘HH“LHWHWH‘\ e
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40 7.60

SFAMULMO42522WMA.M Wed May 04 18:55:20 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 9 (DEL) Alkane: Cyclic8.922 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
8.922 2.50 ug/L 16014  Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 86
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 72
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 72
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 72
5 Cyclohexane, (1,2-dimethylpropyl)- 154 C11H22 051284-29-8 56

Abundance Scan 2358 (8.922 min): VU048368.D\data.ms (-2348) (-) m/z 111.00 100.00%
111.0

69.1
5000 520
410 83.1 \\‘\\\\‘\\\\‘\\\\‘\““
m \ ‘ 99 | 8.60 8.80 9.00 9.20
0 H_Wwww‘mw“m_m!‘HH,HwJ‘_Wm‘ww m/z 69.10  66.93%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 1110
55.0 |
5000 P Rt ‘g‘*z‘o‘”"
83.0
m/z 55.00  49.78%

o

270
w\ MLl ero | 1260
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0

8.60 8.80 9.00 9.20

5000 41,0 550 m/z 40.95 26.02%
270 ‘ ‘
0 H\‘H‘\H“w“W“H\‘HM\H”H“Hv‘“‘\97‘9“wlw‘%g§fﬁ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- TR T TR
69.0 111.0 8.60 8.80 9.00 9.20

m/z 56.10  23.57%

5000 41.0 55.0
83.0
270 ‘
0 \ ‘\ 1 970 | 1260 v

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

SFAMULMO42522WMA.M Wed May 04 18:55:22 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
9.745 3.68 ug/L 23579  Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 Nonane 128 C9H20 000111-84-2 87
3 Nonane 128 C9H20 000111-84-2 86
4 Nonane 128 C9H20 000111-84-2 80
5 Decane 142 C10H22 000124-18-5 59
Abundance Scan 2614 (9.745 min): VU048368.D\data.ms (-2605) (-) m/z 57.00 100.00%
57.0
5000 85.0
‘ ‘ ‘ ‘ 12‘8.0 206.9 9.50 10.00
ot A A e e e e e m/z 43,000 96.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14523: Nonane
43.0
5000 [\\ S M/\”/\/\J
9.50 10.00
85.0 m/z 85.00 45.52%
0 15.0 ‘\ ‘ 1 H\ “ \‘ 1 12\80
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14521: Nonane
43.0 A /\ {
e —
9.50 10.00
5000 m/z 40.95 44.25%
85.0
Ll L
L L e e S AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 /\M
Abundance #14520: Nonane WMM N ‘ﬂwﬂ‘m‘
43.0 9.50 10.00
m/z 56.00 33.63%
5000
85.0
Pyl
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

SFAMULM@42522WMA.M Wed May 04 18:55:23 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.250 3.20 ug/L 20489  Chlorobenzene-d5 9.423
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 59
3 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 53
4 Nonane, 3-methyl- 142 C1OH22 005911-04-6 53
5 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 50
Abundance Scan 2771 (10.250 min): VU048368.D\data.ms (-2760) (- m/z 57.00 100.00%
57.0
113.2 I ﬂ/\n/\'\
| H 85.0 ‘ 1401 10.00 10.50
Y SS— ‘M‘H‘J‘HMHMHHQM m/z 71.00  66.49%
m/z--> 20 40 60 100 120 140
Abundance #22104: Octane, 2,6-dimethyl-
57.0
5000 \ = (\" M/\\(\
2100 10.00 10.50
m/z 43.00 54.72%
850 113.0
O\\\‘2\6‘\\\“‘\\\‘\“\\M}\‘\‘.\\\‘\\1‘\‘\1\:3\2.\0‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl-
57.0
MY
10.00 10.50
5000 m/z 56.00 46.02%
41)0
112.0
85.0
ol 2o o 0| mees
m/z--> 60 80 100 120 140 ) A
Abundance #59086:Decane,ZﬁjFUhneﬂwL " ‘hﬂ mﬂ‘ R
57.0 10.00 10.50
m/z 40.95 42.29%
5000
41)0 /\J\I\J
85.0 112.0
0 “\‘ | \“ L 141.0 fu ﬂ/\tm

m/z--> 20 40 60 80 100 120 140 10. 00 10 50

SFAMULM@42522WMA .M Wed May 04 18:55:24 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
10.394 2.65 ug/L 17002  Chlorobenzene-d5 9.423
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 72
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 50
3 1,3,2-Dioxaborolane, 4,4-dimethy... 142 C6H11BO3 1000063-89-2 50
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 50
5 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 47
Abundance Scan 2816 (10.394 min): VU048368.D\data.ms (-2809) (- m/z 57.00 100.00%
57.0
98.0
41l ﬂ/\n/\q
“ H 80‘. 125.1 10. 00 10 50
oHH_m_m‘_“wHH‘WH_MH_H m/z 43.00 40.41%
m/z--> 20 60 80 100 120 140
Abundance #22131 Heptane, 3-ethyl-2-methyl- ﬁjh
57.0
c000 MN J\/LV
10. 00 10. 50
410 98.0 m/z 98.85 32.81%
O\\\\‘2\54\Q\\““\\\‘!‘\\“‘\7\9‘0\‘\\\“‘\1\-1\4\0‘\\\:\“4‘2\0\\
miz--> 20 40 60 80 100 120 140
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
P -
10.00 10.50
5000 a1lo m/z 40.95 26.64%
98.0
ol 120 H Uy, “ 114.0 1420
L e e L = =
Miz-> 20 40 60 80 100 120 140 A
Abundance #22350: 1,3,2-Dioxaborolane, 4,4-dimethyl-5-oxo-, 2-ethy ‘hﬂ‘ [ ——
57.0 10.00 10.50
m/z 84.00 17.96%
5000
98.0
0 ‘h \‘ ‘H 730 | | 12601420
e e P ro
m/z--> 20 60 80 100 120 140 10.00 10.50

SFAMULMO42522WMA .M Wed May 04 18:55:25 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.115 12.29 ug/L 85528 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 90
2 Decane 142 C1eH22 000124-18-5 90
3 Decane 142 C1OH22 000124-18-5 87
4 Decane 142 C10H22 000124-18-5 74
5 Octane 114 C8H18 000111-65-9 64
Abundance Scan 3040 (11.115 min): VU048368.D\data.ms (-3031) (- m/z 57.05 100.00%
57.0
5000
85.1 V\M
H ‘ ‘1121 14‘21 1100 11 500
Ol et m/z 43.00 89.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane
43.0
5000 N\ e ]
71.0 11.00 11.50
m/z 40.95 55.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane
43.0
= —
11.00 11.50
5000 m/z 71.00 44 .68%
71.0
L || Lm0 1o
0"‘_1H"H‘_J‘w‘H“H‘w‘u“u‘w“u‘u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22066: Decane %KJX”
57.0 1100 1150
m/z 85.10 32.01%
5000
29. o 85.0
113.0 1420
0 _mek‘ﬂ‘mhw‘u‘ﬁu‘_‘u‘u‘w‘u‘ Alng AMX“
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50

SFAMULM@42522WMA.M Wed May 04 18:55:26 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.417 8.28 ug/L 57611 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 80
2 Decane, 4-methyl- 156 C11H24 002847-72-5 80
3 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 74
4 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 64
5 Decane, 4-methyl- 156 C11H24 002847-72-5 64

Abundance Scan 3134 (11.417 min): VU048368.D\data.ms (-3126) (- m/z 71.05 100.00%

43.0 71.0
5000 jk\ Mﬂf
113.0 — 1PtV
11.50
95,0 ‘ 130.8 154.2
ol up‘“wm‘l AR T~ m/z 43.00  89.31%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
43.0 71.0
5000 T T T /T/\M/\A\/\
11.50
m/z 57.05 83.02%
112.0
0\1\5\.(‘)\‘!\\ \\‘h“\\ \“”\\\‘\\!‘\‘\\\\‘\\]_\5\6.‘0\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0 M
71.0 ‘ ‘”/\M ‘
11.50
5000 ITI/Z 70.05 47.11%
‘ 112.0
0280l “!_um e 2360
m/z--> 20 40 60 80 100 120 140 160 M
Abundance #33093: Nonane, 2,6-dimethyl- i — e
43.0 11.50
71.0 m/z 41.00 42.98%
5000
113.0
o240 Il | e10 T 1410 sh
m/z--> 20 40 60 80 100 120 140 160 11.50

SFAMULMO42522WMA .M Wed May 04 18:55:27 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 15 unknown-04 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.462 4.91 ug/L 34157 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyl-dodec-3-en-1-o0l 198 C13H260 156992-84-6 25
2 7-Oxabicyclo[4.1.0]heptan-2-one,... 154 C9H1402 010276-21-8 22
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 22
4 1-Heneicosanol 312 C21H440 015594-90-8 16
5 Cyclododecane 168 C12H24 000294-62-2 16

Abundance Scan 3148 (11.462 min): VU048368.D\data.ms (-3142) - m/z 57.05 100.00%
put

.0 105.1
811
5000
139.1 M
206.8 ‘ ‘/M ‘
1AL |
Ob e L D m/z 105.10 97.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73913: 4-Methyl-dodec-3-en-1-ol
55.0
5000 83.0 m/\ A — ‘ﬁ‘ A
11.50
29.0 111.0 m/z 56.00 69.31%
‘ ‘ | 154.0 198.0
O\‘\‘\‘H‘W‘H‘H“\‘ \\m\M\‘\“H\“HM‘HH‘HH“HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32243: 7-Oxabicyclo[4.1.0]heptan-2-one, 4,4,6-trimethyl
41.0 83.0 '\A/\
ol Apfe TN
11.50
m/z 81.10 67.55%
5000 139.0
‘ ‘ 112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 “
Abundance #7660: Cyclopentane, 1,1,3-trimethyl- A
55.0 11.50
m/z 83.00 65.43%
83.0
5000
27.0 M
112.0
0 ‘ . \\‘ m | /\ m — L

m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.642 2.76 ug/L 19178 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 37
2 1-Heptadecanamine 255 C17H37N 004200-95-7 25
3 3,4-Dimethylcyclohexanol 128 C8H160 005715-23-1 22
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 22
5 3-Ethyl-3-methylheptane 142 C1eH22 017302-01-1 16

Abundance Scan 3204 (11.642 min): VU048368.D\data.ms (-3197) (- m/z 57.00 100.00%
57.0

85.0
5000
127.1 A /"/\/M
—e————
‘ ‘ ‘ H ‘ ‘ ‘ 11.50 12.00
Ol AW L L m/z 71,00 60.93%
m/z--> 20 40 60 80 100120 140160 180200 220 240
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
oyt
5000 T T T T T T T T T
85.0 11.50 12.00
m/z 41.00 60.64%
29.0 127.0
O \H‘\‘”M“‘M\‘ “\‘i‘l\“1‘\\}M‘\\U\‘\“\\\‘%\5\\5‘.\0\\1\8‘§\.(\)\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240
Abundance #142186: 1-Heptadecanamine
30.0
—— —
11.50 12.00
m/z 84.95 54.84%
5000 57.0
85.0
R e o S  LRAMASRERESANETEATEEEIE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 /\ /\/M
Abundance #14425: 3,4-Dimethylcyclohexanol T HH— — Il
71.0 11.50 12.00
210 m/z 56.00 46.32%
5000
110.0
0 M“lu‘1_Jm";‘W"W‘wwwwww \*W —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.912 3.00 ug/L 20903 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 59
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 59
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 53
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 53
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 50
Abundance Scan 3288 (11.912 min): VU048368.D\data.ms (-3282) (- m/z 57.00 100.00%
57.0
5000
bt
[ ]] 200
ol I “‘H“Mm_m_m_m_m m/z 43.00 80.99%
m/z--> O 100 150 200 250 300 350
Abundance #33085: Decane, 3-methyl-
57.0
5000 LMM ;
12.00
m/z 71.05 54.26%
126.0
01\4-\‘\““ “‘\‘h\“‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
1200
5000 m/z 55.00 45.19%
9.0
NERRNEE “\ 1 141.0 189.0231.0273.0315.0  386.(
iy R T o e e e
miz--> 50 100 150 200 250 300 350
Abundance #45507: Decane, 3,8-dimethyl- —
57.0 12.00
m/z 55.95 44.39%
5000
113.0
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.999 5.13 ug/L 35677 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Undecene, (E)- 154 C11H22 000693-62-9 38
2 2-Undecene, (Z)- 154 C11H22 000821-96-5 38
3 3-Undecene, (E)- 154 C11H22 001002-68-2 38
4 3-Undecene, (Z)- 154 C11H22 000821-97-6 38
5 3-Undecene, (Z)- 154 C11H22 000821-97-6 30
Abundance Scan 3315 (11.999 min): VU048368.D\data.ms (-3300) (- m/z 57.00 100.00%
57.0
85.1
5000
126.1
1541 e ‘
35, ‘ ‘ H 2070 12.00
o — W_“‘W|HWH_MHHWL m/z 71.00 81.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31405: 4-Undecene, (E)-
55.0
5000 WM :
29.0 12.00
83.0 m/z 42.95 80.61%
154.0
ol ‘ | |M104550
\‘\\\\‘\\\ \\‘1\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31400: 2-Undecene, (2)-
41.0
eI ‘
12.00
5000 69.0 m/z 41.00 67.95%
97.0 154.0
A =
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31410: 3-Undecene, (E)- T |
41.0 12.00
m/z 69.00 65.86%
69.0
5000
970 154.0
| T
0Lt et 7
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.327  29.25 ug/L 203517 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Undecane 156 C11H24 001120-21-4 81
3 Undecane 156 C11H24 001120-21-4 81
4 Decane 142 C1eH22 000124-18-5 78
5 Undecane 156 C11H24 001120-21-4 68

Abundance Scan 3417 (12.327 min): VU048368.D\data.ms (-3408) (- m/z 57.05 100.00%

57.0
5000
85.0
== e
12.00 12.50
112.1 156.2
owwumuuH‘w‘!HWH‘,‘MWWWWZPT‘Q m/z 43.00 80.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33079: Undecane
57.0
VA
5000 == A
85.0 12.00 12.50
29.0 m/z 71.05 53.98%
“ ‘ ‘ 113.0 156.0
O\\\‘\\\\‘\\\‘\\‘\\‘!\\\H‘\\U\’\\\\‘\\\1‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane
57.0
- N
12.00 12.50
5000 ITI/Z 41.00 45.96%
85.0
29.0
‘ L | 113.0  156.0
U | O\ A S R ANt N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33078: Undecane = =
43.0 12.00 12.50
m/z 85.05 33.45%
5000 710
ol L1990 1270 1560 v UL
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.539 6.38 ug/L 44391 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 53
2 Tetratetracontane 619 C44H90 007098-22-8 53
3 Tridecane 184 C13H28 000629-50-5 53
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 53
5 Hexatriacontane 507 C36H74 000630-06-8 53

Abundance Scan 3483 (12.539 min): VU048368.D\data.ms (-3459) (- m/z 56.95 100.00%

57.0
5000

l} s ‘

3[5_1 12.50
ot o e M/z 43.00 62.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane [\vw
57.0
5000 T T

12.50
m/z 71.10 54.42%

L ER7.0197.0 281.0 3940

O‘H‘\‘\‘\H\‘H\f“\l\\\’\\\\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
T \
12.50
5000 m/z 41.00  39.20%

|

I

1111 F#79197.0267.0337.0407.0 491.0562.0

.

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59029: Tridecane T ‘
57.0 12.50
m/z 85.05 35.51%
5000
o Lllgzro STV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.50

SFAMULM@O42522WMA.M Wed May 04 18:55:32 2022 Page: 22



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 21 Carbonic acid, undecyl viny... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

12.668 4.34 ug/L 30186 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 64
2 Hentriacontane 437 C31H64 000630-04-6 64
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 59
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 53
5 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 50

Abundance Scan 3523 (12.668 min): VU048368.D\data.ms (-3512) (- m/z 57.05 100.00%

57.0
5000
= —
| “ ‘ 12‘7'2 2069 12.50 13.00
ol WAL 2080 w/z 71.05 95.86%
mlz--> 50 100 150 200 250 300 350 400
Abundance #125950: Carbonic acid, undecyl vinyl ester
57.0
5000 L AR
12.50 13.00
m/z 43.00 87.72%
11.0
0 \l‘\ \““‘\“"‘\]:‘“‘ \‘h\'\ T ‘\\ \}\9?\0\ L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
= —
12.50 13.00
5000 ITI/Z 41.00 66.13%
13.0
0 1 u“ d‘h:ﬂ h‘ I‘ | 136“9‘\0 Il 2\2\59. L ‘30‘90 3650 437'
e b e
miz--> 50 100 150 200 250 300 350 400
Abundance #90207: Dodecane, 2,6,10-trimethyl- = ——
57.0 12.50 13.00
m/z 70.05 61.76%
5000
127.0
LAy L) ]| 1830
e e i a2 Lt —r
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.947 10.49 ug/L 73012 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 50
3 Heptane, 4-propyl- 142 C10H22 003178-29-8 43
4 Butyl decyl ether 214 C14H300 1000406-40-2 43
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 43
Abundance Scan 3610 (12.947 min): VU048368.D\data.ms (-3592) (- m/z 57.00 100.00%
57.0
- W\/J
98.0 SN
13.00
137.1
0 ”Mw‘”ﬂl bl OB 2069 0 45,95 32.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
5000 1
13.00
21.0 98.0 m/z 98.05  24.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
Py top 1 [y by
13.00
5000 m/z 40.95 22.88%
98.0
29.0 ‘
ob il 420
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22086: Heptane, 4-propyl- T
57.0 13.00
m/z 55.00  21.26%
5000
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.047 3.92 ug/L 27242 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 59
2 Hexadecane 226 C16H34 000544-76-3 58
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 53
4 Nonadecane 268 C19H40 000629-92-5 52
5 Nonadecane 268 C19H40 000629-92-5 50

Abundance Scan 3641 (13 047 min): VU048368.D\data.ms (-3635) (- m/z 57.00 100.00%

57.0
5000
T
12r.0 13.00
LLLPE 1L, o8 2089
o pw‘w” e m/z 43.00 88.67%
miz--> 50 100 150 200 250
Abundance #59026: Tridecane
57.0
5000 SN ‘
13.00
2700 m/z 71.10 71.70%
LLLL 190, saro ss0
O\\\\“”‘\ \‘\“‘\“ \H\‘\\‘\\\‘\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
R
13.00
5000 ITI/Z 41.00 60.85%
99.0
ok A L1, 1410 1s30 2260
m/z--> 50 100 150 200 250
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl- —— :
57.0 13.00
m/z 85.05 48.50%
5000
1130
27 1830
miz--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.134 3.29 ug/L 22915 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 59
2 Heneicosane 296 C21H44 000629-94-7 59
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 50

Abundance Scan 3668 (13.134 min): VU048368.D\data.ms (-3661) (- m/z 57.00 100.00%

57.0
5000
99.1 14‘“ 1300 1350
olb——I HW”‘H R m/z 43.00 52.86%
miz-> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
5000 SR =
13.00 13.50
m/z 70.95  44.30%
O T \G‘\ \ ‘ ‘ H‘ H‘ H‘ \ T ‘]\-4\1‘()\ :\L8\3\0‘ \22\5\.0\ ‘ T ?8\2.\0’
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5 —
13.00 13.50
5000 ITI/Z 85.10 40.91%
‘ 99.0
41.0
obzsiol || 11| | 140 1830 220 296
m/z--> 50 100 150 200 250
Abundance #59042: Dodecane, 3-methyl- /LN?\w T T
57.0 13.00 13.50
m/z 55.95 37.77%
5000
99.0 155.0
0240 — —
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.430 38.74 ug/L 269543  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 97
2 Undecane 156 C11H24 001120-21-4 90
3 Dodecane 170 C12H26 000112-40-3 87
4 Hexadecane 226 C16H34 000544-76-3 80
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 3760 (13.430 min): VU048368.D\data.ms (-3751) (- 57.05 100.00%
57.0
5000
o0 MJUL
1350
112.0 170.2
0 MH"Mlm"H‘,mlf“l”l”_‘H_H?‘QT‘Q 75.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000
85.0 1350
56.61%
290
VL1120 1410 1700
0\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
1350
5000 44.28%
85.0
29.0
‘ H ‘ 113.0 156.0
o N S N Y R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45480: Dodecane
57.0 13 50
m/z 85.05 35.56%
5000
85.0
230 170.0
112.0
TN O e s i O P W AN | W9
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.587 16.94 ug/L 117865 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 83
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 83
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 81
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 78

Abundance Scan 3809 (13.587 min): VU048368.D\data.ms (-3800) (- m/z 57.05 100.00%
57.0

98.0 T I
H \ \ 1331 169.2 13:50
O el 0 383 189.2 2070y 7196 43.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 o :
13.50
m/z 43.00 36.80%
29.0 H 98.0
O\\‘\H‘\\“\\\\‘\\H\\“H\\\“‘\\\H\‘\\%\4.‘]-\\0\\‘\\\]\-‘8\4.\\0\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
7 T
13.50
5000 m/z 41.00 26.44%
29.0 85.0
113.0
bl L LT PO 1550 g0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59076: Undecane, 2,6-dimethyl- ——
57.0 13.50
m/z 56.00 20.83%
5000
A S GO TV JE Y N A%
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 27 (DEL) Alkane: Cyclic13.999 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.999 4.49 ug/L 31240 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 68
2 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 64
3 6-Tridecene, (Z)- 182 C13H26 006508-77-6 52
4 4-Nonene, 5-butyl- 182 C13H26 007367-38-6 49
5 2-Tridecene, (E)- 182 C13H26 041446-58-6 49

Abundance Scan 3937 (13.999 min): VU048368.D\data.ms (-3932) - m/z 69.00 100.00%

5000 41.0 Aﬂw%wmevjkVAfM\MﬁJ\
T \
14.00
O ook m/z 56.00 73.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56982: Cyclohexane, 2-butyl-1,1,3-trimethyl-
41.0 69.0
5000 ‘14\00‘ \
97.0 y o
126.0 182.0 m/Z 55.00 65.43%
0! \‘\“H‘ T \“H‘\ “1”‘\ T \”‘ ]\-5\:\[\0‘ \“\ T i“\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56979: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
41.0 I — ]
14.00
5000 ITI/Z 97.10 59.41%
97.0
‘ 126.0 182.0
AN 1 5 Y O
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56961: 6-Tridecene, (2)- T |
55.0 14.00
m/z 70.05 59.15%
29.0
5000 83.0
111. 182.0
0 ‘\ ‘\ \‘ ‘\ O L 1540 ‘
e R A m B ——
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 28 (DEL) Alkane: Cyclicl4.044 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.044 3.87 ug/L 26922 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 43
2 Succinic acid, 3-methylbut-2-yl ... 270 C15H2604 1000391-11-1 42
3 2-Hydroxy-2-methyl-but-3-enyl 2-... 184 C10H1603 080758-67-4 38
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 38
5 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 37

Abundance Scan 3951 (14.044 min): VU048368.D\data.ms (-3944) (- m/z 83.00 100.00%

83.0
55.0
5000
T
‘ ‘ | ‘ 118.9 1450 ‘ 14.00
Ol bl g WL ] 20690 g5 00 70.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43497: Cyclohexane, hexyl-
83.0
5000 55.0 — ‘
14.00
m/z 55.00 52.85%
29.0 168.0
O \\\‘\‘\‘\\“‘\\\‘1“\‘\“\\‘!\\\“]_\]\-\l.\o‘\\J\-?‘O\.\O\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #160759: Succinic acid, 3-methylbut-2-yl trans-hex-3-en-:
83.0
T
14.00
5000 ITI/Z 43.00 46.11%
55.0
119.0
o 290\‘ . 156.0 183.0
corperreph bl e SR SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58433: 2-Hydroxy-2-methyl-but-3-enyl 2-methyl-2(Z)-but = ‘
83.0 14.00
55.0 m/z 71.00 43.49%
5000
29.0
Ol b 1360, 1660 il
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

SFAMULM@O42522WMA.M Wed May 04 18:55:40 2022 Page: 30



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.188 7.67 ug/L 53357 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 72
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 72
3 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 64
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 64
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64

Abundance Scan 3996 (14.188 min): VU048368.D\data.ms (-3987) (- m/z 57.05 100.00%
57.0

- MﬂM
85.0 1131 T LR
‘ ‘ H 63.0 14.00 14.50
0 el “Wluﬂ_‘um‘_w_Hu_m‘wwwm m/z 71.05  87.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22080: Nonane, 3-methyl-
57.0
5000 T T T T T T
29.0 14.00 14.50
m/z 43.00 52.43%
113.0
0\\\‘\‘\1\\“{\\‘ ‘\\“}\8“5}‘\0\\‘\\1‘\‘\\\1\4‘2\\9\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22077: Nonane, 3-methyl-
57.0
T —
14.00 14.50
5000 m/z 55.95 32.20%
290‘ 650 1120
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecyl ester e ——
57.0 14.00 14.50
m/z 41.00 30.70%
5000
85.0 113.0
290
0 b ‘\‘ 141.0 169.0 2250
‘H‘_“W‘H“H‘w“H‘H“_‘H“H‘_“W‘H“H‘w“‘ —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 30 Carbonic acid, dodecyl viny... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.449 20.61 ug/L 143406 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 90
2 Dodecane 170 C12H26 000112-40-3 86
3 Nonadecane 268 C19H40 000629-92-5 72
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 72
5 Tridecane 184 C13H28 000629-50-5 70

Abundance Scan 4077 (14 449 min): VU048368.D\data.ms (-4069) (- m/z 57.00 100.00%

57.0
5000 85.0
1450
3.1 184.2 §
0 WWHMw“up‘l”wu_ﬁf“lugwHW‘wwwﬁ?"?“ m/z 42.95 72.07%
m/z--> 20 40 60 80 100120140 160180200220240260
Abundance #143304: Carbonic acid, dodecyl! vinyl ester
57.0
5000 T
85.0 14.50
m/z 71.05 62.12%
O 290 \‘\\‘”‘\\‘\]-\‘2?\(\)‘\\\\].‘6\\8\3\\\\‘2\]\-§‘0\H\‘\\H‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45478: Dodecane
57.0
s
14.50
5000 ITI/Z 85.05 42.30%
85.0
29.0
L 113014101700
0t e A e e e e e
m/z--> 20 40 60 80 100120140 160180200220240260
Abundance #158598: Nonadecane T
57.0 14.50
m/z 41.00 41.88%
85.0
5000
29.0
0 \‘ \ | \\‘\ HH\ \H\ ‘11\\\3 0\141 0169 0197 0 268 (
‘H‘H‘WH‘W‘H‘_H‘_‘H‘HH‘H‘W‘H‘_H‘_‘H‘HH‘H‘W‘H‘ ——
m/z--> 20 40 60 80 100120140 160180200220 240260 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
15.401 3.38 ug/L 23534 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Tetradecane 198 C14H30 000629-59-4 87
3 Tetracosane 338 C24H50 000646-31-1 72
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72

Abundance Scan 4373 (15.401 min): VU048368.D\data.ms (-4368) (-  m/z 57.05 100.00%
57.0

%

5000
99. [
‘ | ‘ 1402 1082 15.00 15.50
ol AL mmwm‘:““‘w“““ e m/z 43.00 73.18%
m/z--> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
5000 — —

15.00 15.50
m/z 71.00 61.92%

99.0
1‘5.9“ L ate 1980
m/z--> 50 100 150 200 250 300
Abundance #74004: Tetradecane
57.0
/‘NF’V

o

15.00 15.50
5000 ITI/Z 85.05 50.18%
99.0 198.0
olsg L 75 b0 180
miz--> 50 100 150 200 250 300 MmJLﬂAm
Abundance #246481: Tetracosane 0l WA ponpn b,
57.0 15.00 15.50
m/z 41.00 23.64%
. W‘W
99.0
ol L L)L 14101830 2250 2670 38
L A T it U 4 — e
miz-> 100 150 200 250 300 15.00 15.50

SFAMULM@42522WMA.M Wed May 04 18:55:42 2022 Page: 33



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\
Data File : VU@48368.D

Acqg On : 02 May 2022 15:09

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 1.482 5.4 ug/L 25698 1 6.247 239114 50.0
unknown-01 1.787 8.0 ug/L 38412 1  6.247 239114 50.0
Furan, tetrahyd... 5.980 8.9 ug/L 42634 1 6.247 239114 50.0
unknown-02 6.523 3.3 ug/L 15890 1 6.247 239114 50.0
Furan, tetrahyd... 6.604 2.9 ug/L 13771 1 6.247 239114 50.0
unknown-03 7.202 4.0 ug/L 19362 1 6.247 239114 50.0
(DEL) Alkane: C.. 8.922 2.5 ug/L 16014 2 9.423 320193 50.0
(DEL) Alkane: S.. 9.745 3.7 ug/L 23579 2 9.423 320193 50.0
(DEL) Alkane: S.. 10.250 3.2 ug/L 20489 2 9.423 320193 50.0
(DEL) Alkane: S.. 10.394 2.6 ug/L 17002 2 9.423 320193 50.0
(DEL) Alkane: S.. 11.115 12.3 ug/L 85528 3 11.819 347910 50.0
(DEL) Alkane: S... 11.417 8.3 ug/L 57611 3 11.819 347910 50.0
unknown-04 11.462 4.9 ug/L 34157 3 11.819 347910 50.0
(DEL) Alkane: S.. 11.642 2.8 ug/L 19178 3 11.819 347910 50.0
(DEL) Alkane: S.. 11.912 3.0 ug/L 20903 3 11.819 347910 50.0
(DEL) Alkane: S.. 11.999 5.1 wug/L 35677 3 11.819 347910 50.0
(DEL) Alkane: S.. 12.327 29.3 ug/L 203517 3 11.819 347910 50.0
(DEL) Alkane: S... 12.539 6.4 ug/L 44391 3 11.819 347910 50.0
Carbonic acid, ... 12.668 4.3 ug/L 30186 3 11.819 347910 50.0
(DEL) Alkane: S.. 12.947 10.5 ug/L 73012 3 11.819 347910 50.0
(DEL) Alkane: S.. 13.047 3.9 ug/L 27242 3 11.819 347910 50.0
(DEL) Alkane: S.. 13.134 3.3 ug/L 22915 3 11.819 347910 50.0
(DEL) Alkane: S.. 13.430 38.7 ug/L 269543 3 11.819 347910 50.0
(DEL) Alkane: S.. 13.587 16.9 ug/L 117865 3 11.819 347910 50.0
(DEL) Alkane: C.. 13.999 4.5 ug/L 31240 3 11.819 347910 50.0
(DEL) Alkane: C.. 14.044 3.9 ug/L 26922 3 11.819 347910 50.0
(DEL) Alkane: S... 14.188 7.7 ug/L 53357 3 11.819 347910 50.0
Carbonic acid, ... 14.449 20.6 ug/L 143406 3 11.819 347910 50.0
(DEL) Alkane: S... 15.401 3.4 ug/L 23534 3 11.819 347910 50.0
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