LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 25 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\SFAMULM101023WMA.M
Title : VOC Analysis

Signal : TIC: VU@55732.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.595 86 95 128 rVB 128774 270444  0.62% 0.047%
2 1.792 132 156 157 rBV6 44236 110458 0.25% 0.019%
3 1.878 178 183 191 rBV 37393 58808 0.14% 0.010%
4 2.531 373 386 410 rBV 374421 620467 1.43% 0.107%
5 3.029 530 541 559 rvB4 9519 23326 0.05% 0.004%
6 3.174 572 586 606 rBv2 27434 70567 0.16% 0.012%
7 4.634 1025 1040 1095 rBvV2 111999 499608 1.15% ©.086%
8 5.055 1153 1171 1198 rBV 302345 762275 1.76% 0.131%
9 5.714 1355 1376 1404 rBv2 709780 1892078 4.36% 0.325%
10 5.978 1447 1458 1471 rBVS8 8191 18077 0.04% 0.003%
11  6.242 1526 1540 1569 rBV 534653 1166734 2.69% 0.201%
12 6.528 1618 1629 1640 rBV8 8593 18284 0.04% 0.003%
13  6.598 1640 1651 1662 rBV4 5667 12273 0.03% 0.002%
14 6.685 1663 1678 1693 rBV 386590 861582 1.99% 0.148%
15 6.859 1723 1732 1744 rVB7 8940 18276 0.04% 0.003%
16 7.065 1779 1796 1810 rBV3 29099 61415 0.14% 0.011%
17 7.229 1830 1847 1865 rBV3 41342 89409 0.21% 0.015%
18 7.422 1896 1907 1914 rBV3 20174 37096 0.09% 0.006%
19 7.467 1914 1921 1935 rVB6 12597 24729 0.06% 0.004%
20 7.563 1935 1951 1979 rBV 202160 499495 1.15% 0.086%
21  7.688 1979 1990 1998 rBV4 26469 42433  0.10% 0.007%
22 7.746 1998 2008 2026 rVB6 34210 87043 0.20% 0.015%
23 7.849 2026 2040 2046 rBV2 412546 777101 1.79% 0.134%
24  7.894 2046 2054 2078 rVB 904862 1849915 4.27% 0.318%
25 8.020 2080 2093 2101 rBV6 106586 252040 0.58% 0.043%
26 8.090 2109 2115 2130 rVB 157756 277191 0.64% 0.048%
27  8.177 2130 2142 2149 rBV3 134581 265759 0.61% 0.046%
28 8.235 2149 2160 2178 rVB3 646370 1316952 3.04% 0.226%
29 8.364 2182 2200 2210 rBV 218706 410167 0.95% 0.071%
30 8.428 2210 2220 2226 rBV5 86569 172035 0.40% 0.030%
31 8.467 2227 2232 2243 rVB4 98119 164139 ©0.38% 0.028%
32 8.534 2243 2253 2267 rVB2 320357 581841 1.34% 0.100%
33 8.630 2267 2283 2310 rBV2 1508873 4043848 9.33% 0.695%
34 8.756 2311 2322 2327 rBV 600281 1009499 2.33% 0.174%
35 8.798 2328 2335 2344 rVB5 595717 979180 2.26% 0.168%

36 8.862 2346 2355 2363 rVB 1410607 2243409 5.17% ©0.386%

SFAMULM101023WMA.M Thu Oct 19 05:14:12 2023 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 25 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\SFAMULM101023WMA.M
Title : VOC Analysis
37 8.920 2363 2373 2383 rBV 3250720 5893204 13.59% 1.014%
38 9.068 2408 2419 2426 rBV 1028202 1822968 4.20% 0.314%
39 9.116 2426 2434 2440 rVV 1559121 2313268 5.33% 0.398%
40 9.161 2440 2448 2458 rVB3 2980763 5110542 11.79% 0.879%
41  9.331 2477 2501 2518 rBV 1683624 3789705 8.74% 0.652%
42 9.421 2519 2529 2539 rBV 563051 1345577 3.10% 0.231%
43 9.473 2540 2545 2551 rVV2 325401 422738 0.97% 0.073%
44  9.560 2562 2572 2585 rVB2 2080903 3972198 9.16% 0.683%
45 9.663 2586 2604 2612 rBV6 3404439 9170991 21.15% 1.577%
46  9.714 2612 2620 2628 rVV2 6001500 10096356 23.28% 1.736%
47  9.759 2628 2634 2658 rVB 4214862 8644525 19.94% 1.487%
48 9.875 2658 2670 2684 rBV3 2128927 4745242 10.94% 0.816%
49 9.952 2684 2694 2703 rBV3 751336 1491579 3.44% 0.257%
50 10.026 2703 2717 2738 rBV5 7960202 23806935 54.90% 4.0947%

51 10.119 2739 2746 2756 rBV3 3441789 5786233 13.34% 0.995%
52 10.254 2770 2788 2801 rBV4 19189254 43360719 100.00% 7.457%
53 10.319 2802 2808 2810 rVV2 3126301 4082433 9.42% 0.702%
54 10.357 2811 2820 2826 rVV2 17098342 32485161 74.92% 5.587%
55 10.396 2827 2832 2844 rVB 19027214 29298762 67.57% 5.039%

56 10.470 2845 2855 2866 rVB4 4084224 8132695 18.76%  1.399%
57 10.560 2867 2883 2893 rBV5 10140377 24725837 57.02% 4.252%
58 10.624 2895 2903 2916 rVB 8486751 14363632 33.13% 2.470%
59 10.698 2917 2926 2932 rBV 3364994 6206674 14.31% 1.067%
60 10.810 2941 2961 2984 rVB4 14076291 33553567 77.38% 5.771%

61 10.910 2986 2992 2996 rBV 1553544 2173850 5.01% 0.374%
62 10.952 2997 3005 3017 rVV5 4653355 9058337 20.89% 1.558%
63 11.016 3018 3025 3031 rVV4 4623108 7849534 18.10%  1.350%
64 11.064 3032 3040 3050 rVV3 15971795 28162123 64.95% 4.843%
65 11.129 3052 3060 3071 rVB9 8752951 18041019 41.61% 3.103%

66 11.190 3072 3079 3088 rVB5 2515668 4299508 9.92% 0.739%
67 11.245 3089 3096 3102 rBV2 2603468 3933687 9.07% 0.677%
68 11.286 3102 3109 3110 rBV 2921134 3114098 7.18% 0.536%
69 11.312 3112 3117 3129 rVB7 7390065 12709615 29.31% 2.186%
70 11.376 3130 3137 3143 rBV5 3884306 6124141 14.12% 1.053%

71 11.418 3143 3150 3158 rBV 13428981 17836928 41.14% 3.068%
72 11.463 3158 3164 3169 rBV5 2966122 4640404 10.70% 0.798%
73 11.576 3190 3199 3203 rBV 3723670 6033870 13.92% 1.038%
74 11.643 3214 3220 3232 rVB4 9707191 17084958 39.40%  2.938%
75 11.714 3233 3242 3250 rBV 16747996 25262465 58.26% 4.345%

76 12.100 3351 3362 3373 rBV7 4520616 9319421 21.49% 1.603%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 25 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\SFAMULM101023WMA.M
Title : VOC Analysis

77 12.187 3380 3389 3405 rVB4 11818253 26338282 60.74% 4.530%
78 12.386 3445 3451 3464 rVB6 6339726 13924795 32.11%  2.395%

79 12.669 3530 3539 3546 rBV3 2989125 5927357 13.67% 1.019%
80 12.765 3564 3569 3583 rBV7 1331126 2290769 5.28% 0.394%
81 12.839 3585 3592 3606 rVB5 5136751 10529003 24.28% 1.811%
82 12.929 3608 3620 3628 rBV3 5589152 11375564 26.23% 1.956%
83 13.026 3642 3650 3653 rBV 2059583 2883469 6.65% 0.496%
84 13.052 3655 3658 3667 rVB 3326690 4053732 9.35% 0.697%
85 13.106 3668 3675 3694 rVB3 1654796 3354292 7.74% 0.577%
86 13.196 3697 3703 3714 rBV2 920348 1559901 3.60% 0.268%
87 13.254 3715 3721 3730 rVB4 962060 1388198 3.20% 0.239%
88 13.351 3746 3751 3758 rVB2 505250 607058 1.40% 0.104%
89 13.402 3761 3767 3772 rVWW4 737844 1147075 2.65% 0.197%
90 13.447 3773 3781 3798 rVB3 3696218 7243162 16.70% 1.246%
91 13.556 3810 3815 3820 rBV 363794 390442 0.90% ©.067%
92 13.621 3828 3835 3860 rVB2 1516989 3223667 7.43% 0.554%
93 13.733 3861 3870 3878 rBV5 330031 603241 1.39% 0.104%
94 13.778 3879 3884 3892 rVB2 261834 391218 0.90% 0.067%
95 13.836 3893 3902 3914 rBvV4 617635 1230511 2.84% 0.212%
96 13.939 3930 3934 3948 rVB2 275818 613169 1.41% 0.105%
97 14.052 3959 3969 3975 rBv4 152482 305699 0.71% 0.053%
98 14.187 4005 4011 4024 rVB4 92972 163456 0.38% 0.028%
99 14.939 4239 4245 4254 rVW4 8444 15639 0.04% 0.003%
100 15.016 4262 4269 4278 rBV9 17787 29997 0.07% 0.005%

Sum of corrected areas: 581443148
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\

: VU@55732.D

: 10 Oct 2023 19:38

: MD/SY

: 04747-03

: 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 25

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

1le+07

5000000

o

TIC: VU055732.D\data.ms

5.714 5978 6-242

1.5951. 79878 2.531 4634  5.055 A8

Time-->
Abundance

2e+07

1.5e+07

1le+07

5000000

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\T\\‘\\\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\.\‘\\\\‘\\\\‘\\-\\‘\\\

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

TIC: VU055732.D\data.ms

11.y14

11.064
11.418

10.76%396

10.357

12.1

12.10¢

o

Time-->
Abundance

2e+07

1.5e+07

1le+07

5000000

7,894
6.8597.065.229774@5@%3@;&?@.6
R o LA

7.00 7.50 8.00

T — — — —
9.50 10.00 10.50 11.00 11.50 12.00

TIC: VU055732.D\data.ms

12.386

2A8389a050167

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 unknown-01 Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
1.792 4.73 ug/L 110458 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloroethyl thiocyanate 121 C3H4CINS 1000342-25-2 37
2 Diethyl pyrocarbonate 162 C6H1005 001609-47-8 36
3 Bis(2-chloroethyl) sulfone 190 C4H8C1202S 000471-03-4 25
4 Bis(2-chloroethyl) sulfone 190 C4H8C1202S 000471-03-4 23
5 1,4-Dioxan-2-ylmethanamine 117 C5H11NO2 088277-83-2 14

Abundance Scan 156 (1.792 min): VU055732.D\data.ms (-132) (-) m/z 43.85 100.00%

72.9
5000
1039 [TT T T[T T T T[T T[T [rT
‘ ‘ ‘ 1.40 1.60 1.80 2.00 2.20
ol L temT 2072 s ep ga.ay
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10773: 2-Chloroethyl thiocyanate
21.0 63.0
5000 AL B e e
1210 1.40 1.60 1.80 2.00 2.20
' m/z 44.90 76.42%
11’w86'0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38143: Diethyl pyrocarbonate JL
29.0
R AR
63.0 1.40 1.60 1.80 2.00 2.20
m/z 72.90 61.90%
5000 91.0
M,mo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64966: Bis(2-chloroethyl) sulfone Ramas e RARE
63.0 1.40 1.60 1.80 2.00 2.20
m/z 42.90 51.89%
5000
920  127.0
i e .
m/z--> 20 40 60 80 100 120 140 160 180 200 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 (DEL) Alkane: Cyclic7.065 Concentration Rank 63

R.T. EstConc Area Relative to ISTD R.T.
7.065 2.63 ug/L 61415 1,4-Difluorobenzene 6.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 87
2 Cyclopentane, 1,2,4-trimethyl-, 112 C8H16 004850-28-6 80
3 Cyclopentane, 1,2,4-trimethyl-, 112 C8H16 016883-48-0 80
4 Cyclopentane, 1,2,3-trimethyl-, 112 C8H16 002613-69-6 74
5 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 64

Abundance Scan 1796 (7.065 min): VU055732.D\data.ms (-1779) (-)

m/z 70.00 100.00%

70.0
55.0
5000
409 A\\\\‘\\\\‘\\\\’\\\\
‘H ‘\ “ 95.0 111.9 6.80 7.00 7.20 7.40
et b et YT m/z 55.00  67.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0 J\/\/\/
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\
6.80 7.00 7.20 7.40
4L.0 m/z 40.90  25.52%
270 \M\ A \ 830 970 1120
1 I
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha., J\
70.0

m/z-->

5000

Abundance

55.0

41.0
27.0

g3.0 97.0 1120
; |

10 20 30 40 50 60 7

0 80 90 100110120

#7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0

6.80 7.00 7.20 7.40
m/z 69.00 25.01%

6.80 7.00 7.20 7.40

55.0 m/z 41.90 20.50%
5000
41.0
27.0
o 1L 1L )| mo o
| | i |
\\\‘u\\‘uu‘uu‘uu‘uu‘uu RN RN R AR RS AR RR R T T T T T Y T
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 (DEL) Alkane: Cyclic7.229 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
7.229 3.83 ug/L 89409 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 87
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 74
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 64
4 1-Octene, 3-methyl- 126 C9H18 013151-08-1 59
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 53
Abundance Scan 1847 (7.229 min): VU055732.D\data.ms (-1830) ()  m/z 70.00 100.00%
55.0 70.0
40.9
5000
‘ | ‘ Il 9F.9 1121 7.00 7.20 7.40 7.60
\H‘HH‘HH’\H\“\‘\‘H“‘\‘\\“H‘\‘\\H‘\“‘\‘\‘H“\‘H‘\‘HHHH\‘\ m/Z 55.00 96.96%
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 T T
7.00 7.20 7.40 7.60
270 84.0 m/z 56.00 80.60%
b | o g0
Ly m
\H‘HH‘\H\’\\H‘\\H‘\\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
“‘m/\u‘uﬁﬁ_“w‘u
41.0 7.00 7.20 7.40 7.60
5000 m/z 40.90 57.41%
27.0
84.0 112.0
I
N TR 1 R OO N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl- “Mx‘u“u“_“W“
56.0 70.0 7.00 7.20 7.40 7.60
m/z 69.00 45.34%
5000
41.0
84.0 112.0
20 \ \‘ 97.0
1 1
R T L o RARR e e
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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 (DEL) Alkane: Cyclic7.746 Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
7.746 3.73 ug/L 87043  1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 053907-60-1 50
2 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 45
3 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 43
4 1,1'-Bicyclooctyl 222 C16H30 006708-17-4 43
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 43
Abundance Scan 2008 (7.746 min): VU055732.D\data.ms (-1998) (-) m/z 82.95 100.00%
T 111.0
55.0
5000
39,0 A Ra SR Y RN/ SVREE A
‘ ‘ ‘ | 7.40 7.60 7.80 8.00
\\\‘\\\\“‘\\\“\“\“\‘\\“\‘\‘\‘\‘\\H\‘\\\\‘\\ m/Z 68.95 96.04%
miz--> 20 40 60 80 100 120 140
Abundance #13290: Cyclopentane, 1,1,3,4-tetramethyl-, cis-
69.0
41.0 j\
5000 1110 \‘\\\\‘\\\\‘\\\\M\‘\
' 7.40 7.60 7.80 8.00
84.0 m/z 111.00 83.21%
15.0
miz--> 20 40 60 80 100 120 140
Abundance  #13294: Cyclopentane, 1,1,3,4-tetramethyl-, trans- f\
83.0
41.0 1110 SNBMB SA K8 A ML N
7.40 7.60 7.80 8.00
5000 m/z 70.00 76.46%
L 56.0
S0 ) N Y
miz--> 20 40 60 80 100 120 140
Abundance #20758: Cyclohexane, 1-ethyl-2,4-dimethyl-
69.0 7.40 7.60 7.80 8.00
111.0 m/z 54.95 74.34%
5000
41.0
a0 il %80 ) 1400
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 7 (DEL) Alkane: Cyclic8.020 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
8.020 9.37 ug/L 252040  Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 76
2 Cycloheptane, methyl- 112 C8H16 004126-78-7 59
3 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 52
4 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-65-2 50
5 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 50

Abundance Scan 2093 (8.020 min): VU055732.D\data.ms (-2080) (-) m/z 54.95 100.00%

55.0
83.0 97.0
41.0
5000 69.0
‘ Ll ‘ ‘ 121 7.60 7.80 8.00 8.20 8.40
H‘_H‘_H‘_H‘_H‘HH‘WM‘_mlwuwﬂu‘_ﬂ‘_u‘uu‘_ m/z 96.95  65.90%
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
41.0
5000
270 7.60 7.80 8.00 8.20 8.40
69.0 m/z 83.00 65.75%
LT ] e
: | , | il il .
\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘H\\‘H\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7566: Cycloheptane, methyl-
1° A
970 [rirrfrrrrprrrrprrrrpro
410 7.60 7.80 8.00 8.20 8.40
5000 ' m/z 41.68  55.62%
69.0 83.0
2.0 | ‘ ‘ 112.0
‘H_‘H_‘H_‘LM‘Hp‘H_Wﬁ_‘ﬂw‘HJ!H_‘H_‘HJ‘H_
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7693: Cyclopentane, 1-ethyl-2-methyl-, cis- R AREa e A ]
410 550 83.0 7.60 7.80 8.00 8.20 8.40
m/z 55.95 49.86%
5000
27.0 69.0
970 112.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 8 (DEL) Alkane: Cyclic8.090 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
8.090 10.30 ug/L 277191  Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, pentyl- 112 C8H16 002511-91-3 64
2 1-Ethyl-2-(4-methylpentyl)cyclop... 182 C13H26 219726-60-0 59
3 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 58
4 Cyclooctane 112 C8H16 000292-64-8 41
5 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 41

Abundance Scan 2115 (8.090 min): VU055732.D\data.ms (-2109) (-) m/z 55.00 100.00%

580 100 83.0
40.9
5000
112.0
‘ ‘ H 970 7.80 8.00 8.20 8.40
\\‘\\\\‘\\\\‘\\\}“\‘\\\““\!‘\‘\\‘\‘\‘\\\M\“\\‘\\“\\‘\‘\‘\\\\“\\\\‘\ m/z 83.09 95.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7559: Cyclopropane, pentyl-
56.0
42.0 70.0
5000 (L L B B L IR
83.0 7.80 8.00 8.20 8.40
m/z 70.00 84.73%
I ‘ l | 97.0 11\2'0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #56984: 1-Ethyl-2-(4-methylpentyl)cyclopentane
55.0 83.0
41.0
7.80 8.00 8.20 8.40
5000 70.0 m/z 40.90  67.20%
27.0
112.0
14.0 | | 97.0
\\‘\“\\‘\\}\“Mleh‘uw‘\‘}“u‘\l N R R
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7667: cis-1-Butyl-2-methylcyclopropane o RAREEEEZEATE LR,
55.0 70.0 7.80 8.00 8.20 8.40
42.0 m/z 56.00 61.09%
5000
83.0 112.0
‘ Il ‘ “ 97'0
e RARAA R L e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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: Cyclic8.235 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.235 48.94 ug/L 1316950 Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 93
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 93
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 90
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 87
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 81

Abundance Scan 2160 (8.235 min): VU055732[Ndmarns(2149)() m/z 96.95 100.00%
.0

in): . .
69.0
5000 41.0
112.0
3.0
8.00 8.20 8.40 8.60
[ 0 A :
H‘_Hw‘uw‘Hw‘me‘wu‘wuuwmH‘HH‘HH,MH_‘H_“ m/z 55.80  97.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
41.0
5000
69.0 112.0 8.00 8.20 8.40 8.60
27.0 83.0 m/z 69.00 52.70%
’1”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7698: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0
97.0
2410 8.00 8.20 8.40 8.60
5000 ' m/z 48.95  48.73%
27.0 69.0 112.0
‘ ‘ ‘ 83.0
H‘_H‘V‘ww‘uwyuphN‘HJMH‘WM‘W‘HW‘HW‘H‘_H‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0 8.00 8.20 8.40 8.60
m/z 56.00 46.36%
41.0
5000
27.0 69.0 112.0
‘ ‘ i
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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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: Cyclic8.364 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
8.364 15.24 ug/L 410167 Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 95
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 95
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 93

Abundance Scan 2200 (8.364 min): VU055732.D\data.ms (-2182) (-) m/z 96.95 100.00%

55.0 97.0
5000
“ ‘ 8.00 8.20 8.40 8.60
\H\‘HH“‘\\‘\““\‘MHH‘MH\‘\H\“H‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\6\.\8\ m/Z 54.95 88.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
5000
8.00 8.20 8.40 8.60
270 m/z 40.95 34.62%
\\\\‘\‘M\\ \\‘\‘“\Hh\\‘HH\\!“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7615: Cyclohexane, 1,4-dimethyl-
55.0
97.0
8.00 8.20 8.40 8.60
5000 m/z 112.10  32.31%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 8.00 8.20 8.40 8.60
m/z 55.95 24.63%
5000
29.0‘ ‘
‘H“‘HHHH“““1“”“HH“‘Hm“H“Hu‘mwuu“m
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
: VOC Analysis

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 50

R.T. EstConc Area Relative to ISTD R.T.
8.428 6.39 ug/L 172035 Chlorobenzene-d5 9.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 38
2 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 38
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 38
4 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 38
5 1,1,4-Trimethylcyclohexane 126 CSH18 007094-27-1 35

Abundance Scan 2220 (8.428 min): VU055732.D\data.ms (-2210) (-)
3.0

43.0
5000
67 111.0
\‘\\\\‘\\\\‘i‘\\‘\“!‘\‘H\\““\‘\\\‘\\“\\]‘-2“6\.1\-\
m/z--> 20 40 60 80 100 120
Abundance #1698: 2-Pentene, 3-methyl-, (E)-
41.0
69.0
5000 84.0
15.0
m/z--> 20 40 60 80 100 120
Abundance #1661: 2-Pentene, 3-methyl-
41.0 69.0
5000 84.0
SN O O R
m/z--> 20 40 60 80 100 120
Abundance #1703: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
5000
84.0
SN | W
m/z--> 20 40 60 80 100 120

SFAMULM101023WMA.M Thu Oct 19 05:14:18 2023

m/z 83.00 100.00%

L

8.20 8.40 8.60 8.80
m/z 68.95 94.847%

-

8.20 8.40 8.60 8.80
m/z 42.95 64.82%

-

8.20 8.40 8.60 8.80
m/z 40.95 59.37%

3

8.20 8.40 8.60 8.80
m/z 70.00 46.53%

3

8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 53
R.T. EstConc Area Relative to ISTD R.T.
8.467 6.10 ug/L 164139  Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
2 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 38
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 37
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 32
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 32

Abundance Scan 2232 (8.467 min): VU055732.D\data.ms (-2227) (-) m/z 57.00 100.00%

57.0
5000

| 97.0 8.20 8.40 8.60 8.80
i T

el A2 2068 s s5.95  41.66%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14607: Pentane, 3-ethyl-2,2-dimethyl-
57.0
5000

8.20 8.40 8.60 8.80
29.0 m/z 67.95 33.40%

H ‘ |83.0 113.0
\\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14547: Heptane, 2,2-dimethyl-
57.0

820840860880

29.0
\‘ | 850 1130
“ bt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14597: Pentane, 2,2,3,4-tetramethyl-
57.0 8.20 8.40 8.60 8.80

m/z 69.00 17.89%

5000
T

m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 23
R.T. EstConc Area Relative to ISTD R.T.
8.756  37.51 ug/L 1009500 Chlorobenzene-d5 9.421

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 Octane, 3-methyl- 128 C9H20 002216-33-3 90

4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 90
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 87

Abundance Scan 2322 (8.756 min): VU055732.D\data.ms (-2311) (-) m/z 57.00 100.00%

57.0
5000
43.0
‘ 71‘-0 650 99.0 1501281 8.40 8.60 8.80 9.00
el 820 L H80128L s 42095 31.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl-
57.0
5000
43.0 8.40 8.60 8.80 9.00
m/z 40.90 29.04%
29.0 71.0 99.0
0 | “‘ L | 850 | 113.0128.0
H’HH’\H\‘\\H‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14560: Heptane, 2,5-dimethyl-
57.0
8.40 8.60 8.80 9.00
5000 43.0 m/z 56.00 22.91%
29.0
71.0 99.0
Ll L 850 | 113.01280
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0 8.40 8.60 8.80 9.00
m/z 98.95 13.51%
5000
43.0
29.0 98.0
71.0
H,m-‘,‘Hu\_mu\:HW‘wl:_H‘;uH“mW!w_wl“l?e-a‘l%%-m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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: Cyclic8.798 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
8.798 36.39 ug/L 979180  Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 72
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 58
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 58
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 53
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 52

Abundance Scan 2335 (8.798 min): VU055732.D\data.ms (-2328) (-) m/z 69.00 100.00%

69.0
55.0
111.0
5000 41.0
83.0
97.0
AR ARARRRS
‘ ‘ ‘ ‘ | ‘ 1261 8.40 8.60 8.80 9.00 9.20
H‘HH‘HH‘\\H“\H\“\H\\‘H‘H‘H\‘\“‘HH‘H‘H‘HH“HH‘HH‘HH‘ m/z 55.06 73.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13244: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0 550 111.0
5000
8.40 8.60 8.80 9.00 9.20
m/z 111.00 55.78%
27.0 ‘ ‘ ‘ 83.0 126.0
H‘HH‘H\‘\“\\HH‘H\‘H‘H\‘H‘\H“H\‘\‘MHH‘?Zl-?\\\‘1\\\‘\\!\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
55.0 111.0
8.40 8.60 8.80 9.00 9.20
5000 41.0 m/z 41.60  45.04%
126.0
97.0
27.0 ‘ 83,0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13253: Cyclohexane, 1,1,2-trimethyl- e
410 69.0 8.40 8.60 8.80 9.00 9.20
' m/z 83.00 36.43%
55,0
5000 111.0
‘ ‘ ‘ 83.0 126.0
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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 (DEL) Alkane: Cyclic8.862 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.862 83.36 ug/L 2243410 Chlorobenzene-d5 9.421
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 78
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78

Abundance Scan 2355 (8.862 min): VU055732.D\data.ms (-2346) (-) m/z 83.00 100.00%
3.0

55.0
5000
41.0 112.0
69.0 8.60 8.80 9.00 9.20
H‘H‘w‘H‘_‘HMM‘wwH‘_‘mjquum‘w‘u,u‘wwu‘_‘ m/z 55.80 65.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000
410 8.60 8.80 9.00 9.20
112.0 m/z 82.00 48.42%
27.0 ‘ 60.0
\\‘\\\\‘\\\‘i“\\\\i1‘\\\“\‘1!\‘\\\}‘i\\\\‘\L\\’\\\\’\\\\‘\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl-
83.0
55.0 8.60 8.80 9.00 9.20
5000 m/Z 40.95 27.52%
41.0
112.0
27.0 69.0
SR S TS NS/ £ N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl- A e
83.0 8.60 8.80 9.00 9.20
m/z 112.00 22.84%
55.0
5000
41.0
112.0
27.0 69.0
S A NS P RO 10 S N
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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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: Cyclic8.920 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.920 218.98 ug/L 5893200 Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 72
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 53

Abundance Scan 2373 (8.920 min): VU055732.D\data.ms (-2363) (-) m/z 111.00 100.00%
111.0

69.0
5000 55.0
41.0
83.0
8.60 8.80 9.00 9.20
‘ ‘ 97.0 126.1 -
H‘HH‘HH‘HH_‘H_‘ﬁ_‘hw‘mplu_mu_u‘ﬂu‘_mw‘u‘ m/z 69.00  78.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
55.0
5000 41-0 L L B R BRI A
8.60 8.80 9.00 9.20
83.0
m/z 55.00 44.89%
27.0 ‘
H‘HH‘\H\‘\H\H‘H\‘\H‘\‘H\‘\lHH‘HH‘HH‘HH‘}\\\‘].\2\}6\.‘()\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
e R AaEE
8.60 8.80 9.00 9.20
5000 410 550 m/z 41.00  30.80%
83.0
27 O
H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl- P e
111.0 8.60 8.80 9.00 9.20
69.0 m/z 56.60  22.25%
5000 410 250
27 0
H‘H‘W‘H‘_‘H‘H‘W‘Hw‘H‘_‘H‘H‘W‘HW‘H‘M‘H‘H‘W‘H‘ VR T )
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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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: Cyclic9.068 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.068 67.74 ug/L 1822970 Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,2-Diethyl cyclopentane 126 CSH18 000932-40-1 64
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 50
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 43
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 43
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 43

Abundance Scan 2419 (9.068 min): VU055732.D\data.ms (-2408) (-) m/z 55.00 100.00%

55.0
70.0 97.0
5000
389 VARAER VAR VA YA
‘ ‘ | 126.0 8.80 9.00 9.20 9.40
‘“"‘“‘“;“uﬁﬂ,uhkwuwu‘ﬂ“‘uu“‘h“ m/z 70.00  69.21%
miz--> 0O 20 40 60 80 100 120
Abundance #13265: trans-1,2-Diethyl cyclopentane
55.0 97.0
5000 UL L B LI LA B BN
70.0 8.80 9.00 9.20 9.40
m/z 97.00 63.34%
39ﬁ1 ‘ 126.0
\‘\\]-\5\.0‘\‘\‘\\‘i\\\M"\‘}‘\\“H‘\\H‘\\\\‘\\\\
miz--> 0O 20 40 60 80 100 120
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis-
56.0
41.0
8.80 9.00 9.20 9.40
5000 m/z 69.00 61.76%
98.0
83.0
il I I
SRS S| S Y .
miz--> 0 20 40 60 80 100 120
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans- R RARARSEEEEESE T
410 56.0 8.80 9.00 9.20 9.40
' m/z 56.00 58.63%
5000
83.0
98.0
15.0 ‘
el u! — M el il e A o RARREERREE L
m/z--> 0 20 40 60 80 100 120 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 16
R.T. EstConc Area Relative to ISTD R.T.
9.116  85.96 ug/L 2313270  Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 91
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 87
3 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 81
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 78
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 72

Abundance Scan 2434 (9.116 min): VU055732.D\data.ms (-2426) (-) m/z 43.00 100.00%
3.0

84.0
5000
57.0
o e L Wi S AN
H‘ ‘ 000 . 8.80 9.00 9.20 9.40
el 99011811281 0 gy 69 52.36%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
5000 LI L B B IR
84.0 8.80 9.00 9.20 9.40
57.0 m/z 85.80 45.03%
29.0
0 210 | H‘ || 99011301280
H’\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘\\H
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14554: Heptane, 2,3-dimethyl-
43.0
L= B WFYLESSsY
8.80 9.00 9.20 9.40
5000 m/z 41.00 33.49%
84.0
57.0
27.0
T M\ 99.0 113.0 128.0
N
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14568: Hexane, 2,3,5-trimethyl- e AMERARsREESEEE
43.0 8.80 9.00 9.20 9.40
m/z 57.80  27.32%
5000 85.0
57.0
27.0 71.0
Il H‘ .| 99011301280
et el el P e A IV ASTAY
miz--> 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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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: Cyclic9.161 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.161 189.90 ug/L 5110540 Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 90
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
3 Cyclohexane, 1,3,5-trimethyl- 126 CO9H18 001839-63-0 87
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 87
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 83

Abundance Scan 2448 (9.161 min): VU055732.D\data.ms (-2440) (-) m/z 111.00 100.00%
111.0

08 . .
55.0
5000 41.0
126.1
83.0 97.0 8.80 9.00 9.20 9.40
mwwwwHHMH_H‘:,mu‘“Www,!wm_m m/z 69.00  91.20%
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 U L B B B R
126.0 8.80 9.00 9.20 9.40
' m/z 55.00 62.11%
‘ ‘ ‘ 84.0
\H‘\H\‘HH‘HH‘“\H‘\‘\H‘\\\‘\’\\\‘\‘N”H‘\H‘\‘HH’E\H‘\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 SNV WS S
41.0 8.80 9.00 9.20 9.40
5000 ITI/Z 41.00 38.16%
27.0
126.0
0 T M
m‘mWm“muuu“\‘\u‘m‘},‘mw“}m‘m‘mm,!m‘\m‘m\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13245: Cyclohexane, 1,3,5-trimethyl- e RAREa AT
69.0 111.0 8.80 9.00 9.20 9.40
m/z 70.00 29.16%
5000 55.0
41.0 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 15
R.T. EstConc Area Relative to ISTD R.T.
9.331 140.82 ug/L 3789710 Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl- 128 C9H20 015869-80-4 87
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 72
3 Heptane, 3-ethyl- 128 C9H20 015869-80-4 72
4 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 72
5 Octane, 3-methyl- 128 C9H20 002216-33-3 72

Abundance Scan 2501 (9.331 min): VU055732.D\data.ms (-2477) (-) m/z 56.95 100.00%
57.0

5000
41.0
98.0 e ARaRARALEROLTA
H | 830 ‘ o6 9.00 9.20 9.40 9.60
ol Al gl 11301281 1489 1p 45 95 33.76%
miz--> 20 40 60 80 100 120 140
Abundance #14527: Heptane, 3-ethyl-
57.0
5000 T T T T T[T T T[T TTTT]
41,0 98.0 9.00 9.20 9.40 9.60
m/z 40.95 31.62%
T ‘ T ‘1‘ T “‘\ T \“M“ T \‘M\ \8‘3\.0\ T “ L ‘1\2\8.\0\ ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
R R Eak a N a
9.00 9.20 9.40 9.60
5000 m/z 98.00 22.50%
410 98.0
26.0 “‘ Il 830 ‘ 1130 142.0
e e T R e e R e R R R
miz--> 20 40 60 80 100 120 140
Abundance #14536: Heptane, 3-ethyl-
57.0 9.00 9.20 9.40 9.60
m/z 55.00 21.60%
5000
41)0
98.0
26L Ll Zbo ‘ ‘\ 113.0128.0
e i e e T A
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
9.473 15.71 ug/L 422738  Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethyl-3-heptene 126 CSH18 1000113-49-3 53
2 Imidazole, 2-acetamido- 125 C5H7N30 052737-49-2 35
3 Pentane, 3-methylene- 84 C6H12 000760-21-4 30
4 Pentane, 3-methylene- 84 C6H12 000760-21-4 30
5 2-Hydroxy-2-methyl-but-3-enyl 2-... 184 C10H1603 080758-67-4 27

Abundance Scan 2545 (9.473 min): VU055732.D\data.ms (-2540) (-) m/z 69.00 100.00%

69.0
41.0
5000 125.0
97.0 \\\‘\\\\‘\\\\‘\\\\’\\\\
‘ | | H‘ ‘ | 9.20 9.40 9.60 9.80
— “““M‘MV“ml‘whu‘uu“‘u“‘wh“ —  m/z 83.00 98.60%
miz--> 20 40 60 80 100 120 140
Abundance #13206: 2,3-Dimethyl-3-heptene
55.0
83.0 \_/\J\x
5000 UL BN L B I B
9.20 9.40 9.60 9.80
39.0 126.0 m/z 55.60  92.18%
\\\.‘\m\\‘i“\\‘\‘1‘\“\‘\\MN!\\\“\]-\J-]\“\O‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #12270: Imidazole, 2-acetamido-
83.0
AR T AR
9.20 9.40 9.60 9.80
5000 43.0 m/z 41.00  56.73%
125.0
1 1l 680 ‘ | 1100 L
T
miz--> 20 40 60 80 100 120 140
Abundance #1680: Pentane, 3-methylene- R ARRAEEEREEEE R
41.0 69.0 9.20 9.40 9.60 9.80
m/z 125.00  41.31%
84.0
5000
ZG'L
m/z--> 20 40 60 80 100 120 140 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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: Cyclic9.560 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.560 147.60 ug/L 3972200 Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 94
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 87
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 83
4 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 81
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 81

Abundance Scan 2572 (9.560 min): VU055732.D\data.ms (-2562) (-) m/z 69.00 100.00%
69.

90 111.0
5000 41.0
126.1
T
[
el L L hyz 111,00 81.93%
miz--> 20 40 60 80 100 120 140
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
69.0
41.0 111.0
5000
126.0 9.50
m/z 55.00 78.50%
0 O O
\]_\5\.0‘\1\\}\\‘\‘\“ \‘\‘\ \H“l T \“‘ T } T ‘ \‘\ T ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #13246: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0 VAN :
9.50
5000 41.0 m/z 56.60  49.76%
126.0
‘ 84.0
aso |l “ ‘ M! SN N N
miz--> 20 40 60 80 100 120 140
Abundance #13302: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,? L ‘
41.0 69.0 9.50
111.0 ITI/Z 40.95 49.11%
5000 126.0 MM
8%&.0
2 L\
m/z--> 20 40 60 80 100 120 140 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
9.663 340.78 ug/L 9170990  Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethyl-3-heptene 126 CSH18 1000113-49-3 64
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 45
3 2,2-Dimethyl-3-heptene trans 126 C9H18 019550-75-5 42
4 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 38
5 3-Heptene, 2,6-dimethyl- 126 CSH18 002738-18-3 38

Abundance Scan 2604 (9.663 min): VU055732.D\data.ms (-2586) (-) m/z 55.00 100.00%

53.0 83.0
38,9
e =
|l T 00 8.0
el el L1801 7 83,00 87.09%
miz--> 20 40 60 80 100 120 140
Abundance #13206: 2,3-Dimethyl-3-heptene
55.0
83.0 L
5000 T T T T T I T
9.50 10.00
3900 126.0 m/z 69.00 80.66%
\\\"\m\\‘i“\\‘\‘1‘\“\‘\\”“‘!\\\“\:L:\L]\-.\O‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
69.0
M s
9.50 10.00
41.0 111.0 )
5000 ITI/Z 40.90 59.48%
‘ 84.0 126.0
26&) R A o e ““!w Al ‘ ——
miz--> 20 40 60 80 100 120 140
Abundance #13240: 2,2-Dimethyl-3-heptene trans = .
69.0 9.50 10.00
m/z 56.00 54.58%
5000 41.0
840 11101260
XTI | T N s it VL RAVIV g
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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: Cyclic9.714 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.714 375.17 ug/L 10096400 Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 95
2 1-Ethyl-3-methylcyclohexane (c,t) 126 CSH18 003728-55-0 94
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 87
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 87
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 78
Abundance Scan 2620 (9.714 min): VU055732.D\data.ms (-2612) ()  m/z 97.00 100.00%
97.0
55.0
5000
41.0 126.1
‘ 69.0 ‘ 111.0 9.50 10.00
Obrrrrerrrreperdiere e b ey ebb i b m/z 55.00 72.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 = —
9.50 10.00
41.0 69.0 126.0 m/z 41.00 19.23%
27.0 ‘ ‘
H‘HH‘\H‘\“\H\“HH\‘\W!\‘HH‘H\ﬁ\s\g’\\M‘H]\-\J-“]\"HO\’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
P —
9.50 10.00
5000 m/z 126.10 16.81%
41.0 69.0 126.0
20 | | e | mo |
T i | i R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13285: Cyclohexane, 1-ethyl-4-methyl-, cis- —r ——
55.0 97.0 9.50 10.00
m/z 69.00 15.76%
5000 41.0
27.0
‘ 69.0 ‘ 126.0
b om0 [ | U 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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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: Cyclic9.759 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.759 321.22 ug/L 8644530  Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 94
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 91
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 91
4 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 90
5 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 87

Abundance Scan 2634 (9.759 min): VU055732.D\data.ms (-2628) (-) m/z 97.00 100.00%

55.0 97.0
5000
41.0 69.0

126.1 T T
‘ ‘ ‘ F’o 111.0 9.50 10.00
ettt bl L m/z ss.e0  94.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
53.0 97.0
5000 S s
41.0 9.50 10.00
69.0 126.0 m/z 96.00  29.71%
27.0 ‘ ‘
\‘\\\‘\“\\\\‘U\\\’\‘\!\’\\\H}\\\\‘?\\O\‘\\\1‘\\1\-\]-‘]\-\(\)\‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13285: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
—r== r—
9.50 10.00
5000 41.0 ITI/Z 69.00 28.32%
27.0
‘ 69.0 ‘ 126.0
Al Jme e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans- T e
55.0 97.0 9.50 10.00

m/z 41.00 27.65%

5000 410

‘ 69.0 126.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 9.50 10.00

)
~
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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: Cyclic9.875 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.875 176.33 ug/L 4745240  Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 64
2 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 62
3 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 52
4 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 52
5 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 49

Abundance Scan 2670 (9.875 min): VU055732.D\data.ms (-2658) (-) m/z 69.00 100.00%

69.0
5000 41.0
4.0 111.0
T r—
bk MO0 00
el Ml I T myz 55,00 67.88%
miz--> 20 40 60 80 100 120 140
Abundance #3798: Cyclopropane, 1,1-diethyl-
41.0 69.0
- =
5000 9.50 10.00
98.0 m/z 70.00 47.42%
15-0’
miz-> 20 40 60 80 100 120 140
Abundance #20762: Cyclopropane, 1,2-dimethyl-1-pentyl-
69.0
o =
41.0 9.50 10.00
5000 ITI/Z 41.00 43.35%
84.0
280 |l L asze  H00
miz-> 20 40 60 80 100 120 140
Abundance #7587: 1-Hexene, 3,3-dimethyl- T =
69.0 9.50 10.00
m/z 81.00 37.81%
41.0
5000
97.0
o b T\ p,
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.952  55.43 ug/L 1491580  Chlorobenzene-d5 9.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 64
2 Tridecane 184 C13H28 000629-50-5 59
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 59
4 Hexadecane 226 Cl6H34 000544-76-3 58
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 53

Abundance Scan 2694 (9.952 min): VU055732.D\data.ms (-2684) (-) m/z 57.00 100.00%
57.

0
5000
85.0

o
38 uﬂ H 11‘3.0 10.00
‘ I

e A2z 42,95 63.73%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22105: Octane, 3,5-dimethyl-
57.0
5000

10.00

o

29.0 ‘ m/z 71.00 38.65%
85.0
113.0
142.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59025: Tridecane
57.0
e
10.00
5000 ITI/Z 40.90 34.12%
29.0 85.0
‘\‘ \‘\ U_U “ \\‘ Il 1130 L 141.0 184.0
e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45495: Undecane, 5-methyl- <
43.0 10.00
m/z 85.00 21.16%
5000 71.0
‘ H 112.0
b T as00 1700
m/z--> 20 40 60 80 100 120 140 160 180 10.00

SFAMULM101023WMA.M Thu Oct 19 05:14:27 2023 Page: 29



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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: Cyclic10.026 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.026 884.64 ug/L 23806900  Chlorobenzene-d5 9.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 72
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 72
3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 64
4 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 58
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 52
Abundance Scan 2717 (10.026 min): VU055732.D\data.ms (-2703) (- m/z 96.95 100.00%
55.0 97.0
5000
38 126.1 ‘ 1 T \
L)
el L1421 5560 01.35%
miz--> 20 40 60 80 100 120 140
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 — :
10.00
39,0 m/z 41.00 47.33%
T \].\5‘\.?\‘}‘\ \‘\‘ “ H“‘\ \8]‘-‘1P\ T !“ \]-\J-\‘3\.()‘ T 1T ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
T \
10.00
5000 m/z 57.00 47 .08%
27.0
VN Y
T T T e e R R
miz--> 20 40 60 80 100 120 140
Abundance #13239: 1-Ethyl-4-methylcyclohexane = ‘
55.0 97.0 10.00
m/z 69.00 41.87%
5000
126.0
39‘0 ‘ 8LO ‘
SR S W NN N S
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
10.119 215.01 ug/L 5786230 Chlorobenzene-d5 9.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 50
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 50
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 38
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 38
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 38

Abundance Scan 2746 (10.119 min): VU055732.D\data.ms (-2739) (- m/z 57.00 100.00%
5

1.0
5000 4110 97.0
= =
“ ‘ ‘ 81.0 ‘H 1131 1421 10.00 10.50
e A L1 ! S b i m/z 43.00 70.81%
miz--> 20 40 60 80 100 120 140
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
57.0
5000 - ST
410 10.00 10.50
m/z 71.00 55.94%
99.0
15.0 “ “\ \“\ | 83.0 .
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
e —
10.00 10.50
5000 ITI/Z 55.00 55.26%
4110
99.0
26.b’7-0
miz--> 20 40 60 80 100 120 140
Abundance #14599: Pentane, 2,2,3,3-tetramethyl- —— —
57.0 10.00 10.50
m/z 70.00 47.39%
5000
41.0
99.0
260 || | 720 1140

T T
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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M

Quant Title : VOC Analysis

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

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

Peak Number 3@ (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.254 1611.23 ug/L 43360700  Chlorobenzene-d5 9.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 94
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 90
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 90
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 87

Abundance Scan 2788 (10.254 min): VU055732.D\data.ms (-2770) (-
57.0

m/z 57.00 100.00%

- Nl gNAqA«]\/jK«J\AA
= =
‘ 82.0 11‘3'1 1420 10.00 10.50
ob———r— “H‘ ol 1420 s 71,00 66.06%
m/z--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0
5000 e e
10.00 10.50
113.0 m/z 43.00 49.36%
‘ ‘ ‘ 85.0 ‘
\]-\5\-9\‘\\\“i\\““\\‘M\‘H\\\‘\\!\‘\\\]\.4‘2\'9\
m/z--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
o —
10.00 10.50
5000 ITI/Z 41.00 42.88%
41,0
113.0
85.0
BT T Y AN 1.3
m/z--> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl- = —
57.0 10.00 10.50
m/z 56.00 33.43%
5000
41,0
113.0
254$85'°142-° gV VY
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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 13
R.T. EstConc Area Relative to ISTD R.T.

10.319 151.70 ug/L 4082430  Chlorobenzene-d5 9.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 59
2 Isobutyl isopentyl carbonate 188 C10H2003 1000372-76-3 50
3 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 49
4 2-Decanol, 2-methylpropionate 228 C14H2802 1000447-30-4 47
5 6-Methyl-2-heptanol, 2-methylpro... 200 C12H2402 1000447-36-7 47

Abundance Scan 2808 (10.319 min): VU055732.D\data.ms (-2802) (- m/z 71.00 100.00%
71.0

- N ,JLMM
98.0 [N U
‘ H ‘ 125.1 10.00 10.50
Y R N R Sy M P S £
miz--> 20 40 60 80 100 120 140
Abundance #22097: Octane, 3,3-dimethyl-
71.0
5000 L AEVA
430 10.00 10.50
113.0 m/z 70.00 51.54%
27,0 ‘ ‘ '
T ‘ T ‘J L "‘\ T \‘ ! ‘ T \‘ 1 T ‘ \‘ T \9\7.‘0\ T ‘ T ‘\ L ‘ LI
miz--> 20 40 60 80 100 120 140
Abundance #62393: Isobutyl isopentyl carbonate
71.0
— —
43.0 10.00 10.50
5000 m/z 43.0  49.32%
G A 5
| Al miin I | | i
T T L L S AR A
miz--> 20 40 60 80 100 120 140
Abundance #13218: 2,4,4-Trimethyl-1-hexene — ——
430 710 10.00 10.50
m/z 69.00 44 .40%
5000
27.0 ‘ 97.0
el 12e0 AVSVARIAA!
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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 32 (DEL) Alkane: Cyclicle.357 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.357 1207.11 ug/L 32485200 Chlorobenzene-d5 9.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 87
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 87
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 87
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 87
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 87

Abundance Scan 2820 (10.357 min): VU055732.D\data.ms (-2811) (- m/z 83.00 100.00%
3.0

55.0
5000
126.1 = .
37'9 “ M 1090 ‘ 10.00 10.50
ol 2090 | 1421 550 73.63%
m/z--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl-
83.0
55.0
5000 T ——
10.00 10.50
126.0 9
29.0 m/z 82.00 58.70%
\\\‘\M\ \‘i”\ T \M!“ \‘}“\ T [‘1 T \9\9"(\)\\\‘\‘! L ‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
= =
10.00 10.50
5000 m/z 41.00 39.44%
39,0 126.0
‘1‘5;0_‘1“ “;”‘ ‘ ‘M‘ “:‘u el
m/z--> 20 40 60 80 100 120 140
Abundance #13202: Cyclohexane, propyl- T 1
83.0 10.00 10.50
m/z 67.00 22.45%
55.0
5000
3900 126.0
250 1) ol eso 1 ANSACN)Y
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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.396 1088.71 ug/L 29298800 Chlorobenzene-d5 9.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 91
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 72
3 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 64
4 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 64
5 Decyl heptyl ether 256 C17H360 1000406-39-1 53
Abundance Scan 2832 (10.396 min): VU055732.D\data.ms (-2827) (- m/z 57.00 100.00%
57.0
5000
- P
10.00 10.50
125.1
oHH_“3‘7‘-‘”u!‘,"”“w\“w,‘m_m‘lf"f‘:q‘_m m/z 43.00 41.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
5000 — AT
10.00 10.50
210 98.0 m/z 98.00  35.98%
T \‘\ ‘ \‘i‘\ T W‘U'N’ T W‘d??.‘o}‘\ T ’ T \‘]\-2‘:\3.\()\1-\4‘.2\.\0\ T ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
10.00 10.50
5000 98.0 m/z 41.00 24.71%
29.0
el Wl e vz
m/iz--> 20 40 60 80 100 120 140 160
Abundance #45505: Decane, 2,5-dimethyl- — —
57.0 10.00 10.50
m/z 56.00 15.85%
5000
29.0 98.0
L gro | 1210 170.0

T
m/z--> 200 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 34 Oxalic acid, isobutyl nonyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.560 918.78 ug/L 24725800  Chlorobenzene-d5 9.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 50
2 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 50
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 50
4 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 47
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 47

Abundance Scan 2883 (10.560 min): VU055732.D\data.ms (-2867) (- m/z 57.00 100.00%

57.0
5000
98.0 T T
10.50
123.0
037-“&79‘&1“2'1 m/z 43.00  64.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
5000 A :
20.0 10.50
- m/z 41.00  38.06%
Ll a0 amo
\\‘\\\\‘ T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
T T
10.50
5000 ITI/Z 71.00 28.67%
29.0 84.0
“ ‘ L H ‘1130 155.0 184.0
H““““‘“““““_““““‘H“““““
miz--> 20 60 80 100 120 140 160 180
Abundance #45498: Undecane, 3-methyl- s
57.0 10.50
m/z 56.00 23.99%
5000
85.0
29.0
\‘ “‘ 4 1120 1410 1700
““H““‘ R R R e e LA ERE ——
m/z--> 20 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
: VOC Analysis

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

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

Peak Number 35 (DEL) Alkane: Straight-Chai... Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
10.624  28.43 ug/L 14363600 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 64
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 64
3 Nonane, 4-methyl- 142 C1leH22 017301-94-9 59
4 Octane, 2,5-dimethyl- 142 C1eH22 015869-89-3 59
5 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 53

Abundance Scan 2903 (10.624 min): VU055732.D\data.ms (-2895) (-
57.0

m/z 57.00 100.00%

- L»ﬂLAAWVPU\fo\\fV
980 \‘\ \‘\
38 Lu ‘ 125-11421 10.50 11.00
o‘www‘i‘mwwHw_m_“m_m_ m/z 43.00  50.20%
m/z--> 20 40 100 120 140 160
Abundance #22082.Nonane,44neﬂwk
57.0
5000 N =
98.0 10.50 11.00
290 ' m/z 70.00 43.98%
142.0
’ \\U’u‘\\‘}\‘\‘\\\“\\}‘\‘\‘\\\“\\\\‘\
miz--> 20 60 80 100 120 140 160
Abundance #22076: Nonane, 4-methyl-
57.0
—— ——
10.50 11.00
5000 ITI/Z 71.00 43.95%
98.0
29.0
\\ 70, | uso 1420
mfz--> 20 60 80 100 120 140 160
Abundance #22083:Nonane,4—methyh N T
57.0 10.50 11.00
m/z 41.00 32.59%
5000
29.0 ‘ 98.0
m_w\,mu_\H_w““_“1‘4}2‘9”_ W AW
m/z--> 20 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 36 3-Octadecyne Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
10.698 12.28 ug/L 6206670 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecyne 250 C18H34 061886-64-4 53
2 3-Octyne, 2-methyl- 124 CO9H16 055402-15-8 49
3 Cyclohexene 82 C6H10 000110-83-8 46
4 1-Pentadecyne 208 C15H28 000765-13-9 43
5 1-Hexadecyne 222 C16H30 000629-74-3 43

Abundance Scan 2926 (10.698 min): VU055732.D\data.ms (-2917) (- m/z 67.00 100.00%
67.0

3

5000 41.0
111.0
= ——
140.1 10.50 11.00
m/z 82.00 63.39%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #136135: 3-Octadecyne
67.0
41.0

5000 — Vs
10.50 11.00
m/z 81.00  61.89%

194.0221.0 250.(

123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12135: 3-Octyne, 2-methyl-
67.0
T T
10.50 11.00
5000 41.0 ITI/Z 69.00 59.70%
95.0
“ ‘ 1240
"‘,‘“‘M,Mw‘\‘\,u“““M‘,M‘M,‘“",‘m‘,"",HH,HH,HH,HH,HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1360: Cyclohexene — —
67.0 10.50 11.00
m/z 55.00 45.87%
- | W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 37 Benzene, propyl- Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
10.910 4.30 ug/L 2173850 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 81
4 Benzene, propyl- 120 C9H12 000103-65-1 81
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 59

Abundance Scan 2992 (10.910 min): VU055732.D\data.ms (-2986) (-  m/z 91.00 100.00%

91.0
5000
120.0 =
389 650 ‘ 11.00
rrbesba 1560 1928 s 170,00 21.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10702: Benzene, propyl-
91.0
5000
11.00
120.0 m/z 92.00 10.42%
39.0 65-0‘ |
L P N \ |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10700: Benzene, propyl-
91.0
—
11.00
5000 m/z 64.95 10.39%
65.0 120.0
39.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10701: Benzene, propyl- —
91.0 11.00
m/z 55.00 9.37%
5000
120.0
39.0 650 |
L 1 L i |
R I B B B L B I —
m/z--> 20 40 60 80 100 120 140 160 180 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 38 (DEL) Alkane: Cyclic1@.952 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
10.952  17.93 ug/L 9058340 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 43
2 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 43
3 m-Menthane, (1S,3S)-(+)- 140 C1oOH20 013837-67-7 43
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 43
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 43
Abundance Scan 3005 (10.952 min): VU055732.D\data.ms (-2997) (- 55.00 100.00%
55.0 81.0
97.0
5000
379 H | ‘ 123.0 140.0 11.00
_mp‘m“!_‘lw‘}:”““A‘c“““w‘”l??'-‘l‘ 81.00  99.36%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20786: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0 97.0
5000 11 00
81.0 m/z 97.00 74.79%
39T ‘ 140.0
‘\‘\‘\\“‘\\\M‘\H‘\\“\\\\“\\\\‘\\\\[‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #20710: m-Menthane, (1S,3S)-(+)-
55.0 97.0
11 00
5000 69.00  41.39%
81.0 140.0
39
S O O NP N
miz--> 20 40 60 80 100 120 140 160
Abundance #20708: m-Menthane, (1S,3S)-(+)-
55.0 11 00
97.0 96.00 40.63%
5000
81.0
29.0 14
_mu\u O T
m/z--> 60 80 100 120 140 160 11 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
: VOC Analysis

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

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

Peak Number 39 (DEL) Alkane: Cyclicl1.016 Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
11.016  15.54 ug/L 7849530  1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 46
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 46
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 006069-98-3 46
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 46
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 46

Abundance Scan 3025 (11.016 min): VU055732.D\data.ms (-3018) (-

m/z 55.00 100.00%

55.0 81.0 97.0
5000
389 U \
‘ 125.1140.1 11.00
O \“‘ mMU “‘MM JW el L ‘u“ : l — m/z 97.00  88.74%
miz--> 20 40 60 80 100 120 140
Abundance #20765: 1-Methyl-4-(1-methylethyl)-cyclohexane
55.0
97.0
5000 s ‘
11.00
81.0 m/z 81.00 82.92%
39,0 | ‘ 140.0
\]-\5\'0’ T M\ \‘i“\ T \“ 1“ \H‘\ T “‘\ L “ T T \]‘_2\5\0\ T l T
miz-> 20 40 60 80 100 120 140
Abundance #20791: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0 97.0
T T
11.00
=000 m/z 96.00  70.11%
slo 81.0 1400
“‘,‘U“M¢ ‘NM“J“‘M“ L ““““‘1“
miz-> 20 40 60 80 100 120 140
Abundance #20786: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- e ‘
55.0 97.0 11.00
m/z 41.00 37.17%
5000
81.0
39 T ‘ 140.0
“‘,‘M“M“Nl“ﬁ“‘h“ S e
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 40 (DEL) Alkane: Cyclicl1.065 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.065 55.74 ug/L 28162100 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 58
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 53
3 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 100463-01-2 52
4 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 52
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 52
Abundance Scan 3040 (11.064 min): VU055732.D\data.ms (-3032) (- m/z 97.00 100.00%
55.0 97.0
w JVJM
140.1 LT I
‘ ‘ 79\4} ‘ i ‘ 11.00
o380l 7R 1140 L nyz ss.ee  93.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 — :
11.00
27.0 m/z 69.00 34.80%
\\‘\‘\‘M\\‘\\‘\‘\“\\7\9“-‘(‘:\?\\“‘\\}\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #7670: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
T T
11.00
5000 m/z 41.00 33.04%
P L
S Y N 71 RN
miz--> 20 40 60 80 100 120 140 160
Abundance #7170: 2,4-Dimethyl-1,5-diazabicyclo[3.1.0]hexane (cis) —— ‘
97.0 11.00
m/z 56.00 26.05%
5000 420 690 \J\J\/MM
i 1140 M
m/z--> 20 40 60 80 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 41 Bicyclo[3.1.1]heptan-3-one,... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.129  35.71 ug/L 18041000 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 000547-60-4 52
2 2,4,6-Trimethyl-3-heptene 140 C10H20 1000113-56-9 47
3 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 43
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 38
5 Oxalic acid, 1-menthyl nonyl ester 354 C21H3804 1000314-97-7 35

Abundance Scan 3060 (11.129 min): VU055732.D\data.ms (-3052) (-  m/z 83.00 100.00%

55.0 83.0
5000
139.1
1110 1% L —
‘ ‘ ‘ ‘ ‘ 11.00 11.50
ol 380 Ll L3861 1y 5508 95.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29428: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
83.0
55.0
5000 - —
11.00 11.50
m/z 69.00 78.59%
27.0 110.0 152.0
\\\‘\‘\‘\ T i“\ \‘\“1 ’ \‘ \\‘1 ‘ T \‘H\ T ‘ \]\.3\4\’.?\ T ! T ‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #20715: 2,4,6-Trimethyl-3-heptene
83.0
—r— —r
55.0 11.00 11.50
5000 m/z 41.00 52.64%
140.0
27.0
miz--> 20 40 60 80 100 120 140 160
Abundance #20738: 3-Hexene, 3-ethyl-2,5-dimethyl- —— —
55.0 11.00 11.50
97.0 m/z 97.00  49.36%
5000
27.0 140.0
T A T < I VAN
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 42 (DEL) Alkane: Cyclic11.190 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.

11.190 8.51 ug/L 4299510 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, 1,2-dimethyl- 140 C10H20 013151-94-5 87
2 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C1@H20 062960-76-3 81
3 Cyclooctane, methyl- 126 CO9H18 001502-38-1 68
4 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C10H20 062960-76-3 64
5 Cyclopentanone, 2-methyl-3-(1-me... 140 C9H160 054549-81-4 52

Abundance Scan 3079 (11.190 min): VU055732.D\data.ms (-3072) (- m/z 69.00 100.00%

min) . .
5000 41.0
111.0
140.1 S —
‘ | H 09 ‘ ‘ 11.00 11.50
el B Wl m/z ss.00 70.52%
miz--> 20 40 60 80 100 120 140 160
Abundance #20716: Cyclooctane, 1,2-dimethyl-
553.0
5000 1100 1150
29. 0 : .
830 1110 140.0 m/z 70.00  63.77%
T
miz--> 60 100 120 140 160
Abundance #20746. 4—Octene, 2,6—d|methy|—, [S-(E)]-
55.0
— —
11.00 11.50
5000 m/z 41.0 47.17%
83.0 140.0
““““M“J‘ ‘1‘HM““““““‘!“““
m/z--> 20 40 100 120 140 160
Abundance #13195: Cyclooctane, methyl- —— ——
55.0 11.00 11.50
m/z 83.00 40.65%
5000 111.0
83.0
27.0
Hw‘m ‘Hu H‘HHl“um“‘uw”u_ T e
m/z--> 60 80 100 120 140 160 11.00 11.50

SFAMULM101023WMA.M Thu Oct 19 05:14:33 2023 Page: 44



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 43 (DEL) Alkane: Cyclicl1.245 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
11.245 7.79 ug/L 3933690 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trans-1,4-diethylcyclohexane 140 C10H20 013990-93-7 74
2 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 72
3 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 72
4 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 72
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64

Abundance Scan 3096 (11.245 min): VU055732.D\data.ms (-3089) (- m/z 69.00 100.00%

69.0
111.0
5000
41.0
Fe e
‘ 1401 11.00 11.50
e Ml e nyz 111.00 60.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20721: Trans-1,4-diethylcyclohexane
69.0
111.0
5000 — —
41.0 11.00 11.50
140.0 m/z 55.00 33.80%
\‘\\\\“‘\\\H‘\‘\‘\\“\\\\‘\\‘}\‘\\\\“\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #43578: Cyclooctane, (1-methylpropyl)-
69.0
111.0 T T
11.00 11.50
5000 m/z 41.00  28.25%
41.0
SV T W -2 EN—
miz--> 20 40 60 80 100 120 140 160
Abundance #20758: Cyclohexane, 1-ethyl-2,4-dimethyl- —— ——
69.0 11.00 11.50
111.0 m/z 140.05 13.73%
5000
41.0
280 ) %80 1400 N
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 44 Cyclohexane, 1-bromo-2-methyl- Concentration Rank 52

R.T. EstConc Area Relative to ISTD R.T.
11.286 6.16 ug/L 3114100 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-bromo-2-methyl- 176 C7H13Br 006294-39-9 64
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 64
3 Cyclohexane, 1l-ethyl-1-methyl- 126 CO9H18 004926-90-3 59
4 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 59
5 m-Menthane, (1S,3S)-(+)- 140 C1leH20 013837-67-7 59

Abundance Scan 3109 (11.286 min): VU055732.D\data.ms (-3102) (- m/z 97.00 100.00%
97.0
55.0
e =
‘ ‘ ‘ ‘ 140.1 11.00 11.50
O bt e 2089y s5.e0  52.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51235: Cyclohexane, 1-bromo-2-methyl-
97.0
55.0
5000 —— —=
11.00 11.50
m/z 81.00 20.72%
\\\\‘2\7\\0\“‘\ T \ \ ‘ \‘U\ T "‘\ T \‘H‘ T \]\-\2‘].\\0\ \]‘.\4\9\9‘ \]\-\7\6‘\0\ TT ‘ LI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20786: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0 97.0
F e
11.00 11.50
5000 m/z 41.00 15.60%
27 0 o) ‘ ‘ ‘ 140.0
" |
“H‘H“_‘H‘H“W““H‘_‘H“H‘_‘H“H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13268: Cyclohexane, 1-ethyl-1-methyl- T —
55.0 97.0 11.00 11.50
m/z 96.00 15.39%
5000
27.0
b e W W W
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.312  25.16 ug/L 12709600 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 72
2 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 64
3 Heptadecane 240 C17H36 000629-78-7 59
4 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 59
5 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 58
Abundance Scan 3117 (11.312 min): VU055732.D\data.ms (-3112) (- m/z 57.00 100.00%
57.0
- T WM
‘ 11.00 11,50
113.1 . .
o‘H‘HHW‘M_NmMmW_wwwuq%Sﬁ}u‘uu_‘u_u‘_u‘_H‘ m/z 43.00  76.35%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane
57.0
85.0
5000 ~ —
11.00 11.50
m/z 71.00 49.42%
29.0 113.0
T \‘\‘\ \“‘1 ! “ \WH} T “H‘\ T \h“ T \‘1‘\.‘ \‘%4\1“]7\(\);-‘(\5\9\\(‘)%91\0\\ RRRRRRRE \\2‘6\§\(
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59053: Undecane, 5,7-dimethyl-
43.0
= —
11.00 11.50
5000 71.0 m/z 85.00 49,36%
L s
T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123960: Heptadecane e T
57.0 11.00 11.50
m/z 41.00 39.14%
85.0
5000
29.0
e e A e e e e e P e
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 46 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
11.376  12.12 ug/L 6124140 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 47
2 Nonadecane 268 C19H40 000629-92-5 43
3 Decane, 3-ethyl-3-methyl- 184 C13H28 017312-66-2 43
4 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 38
5 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 38
Abundance Scan 3137 (11.376 min): VU055732.D\data.ms (-3130) (- m/z 57.00 100.00%
57.0
85.0
5000
— —
‘ “ ‘ 139.1 11.00 11.50
Olerrprrrblb b el it b b e m/z 43.00 84.76%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #14520: Nonane
43.0
5000 — —L
11.00 11.50
85.0 m/z 85.00 57.76%
15.01128-0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane
57.0
- —
11.00 11.50
85.0 o
5000 m/z 55.00 52.71%
29.0 113.0
e L 016001070 268
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59104: Decane, 3-ethyl-3-methyl- — T
57.0 85.0 11.00 11.50
m/z 41.00 51.65%
5000
28.0 155.0
H ‘ 113.0
m‘\‘m“‘lu}“\\”m“‘m“\u‘\‘uu‘um‘uu‘uu‘\m‘\m‘\m‘\m P e
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 47 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.418 35.30 ug/L 17836900 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 91
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 90
3 Heptane, 2,5,5-trimethyl- 142 C1OH22 001189-99-7 78
4 Octane, 3,3-dimethyl- 142 C1OH22 004110-44-5 78
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 78
Abundance Scan 3150 (11.418 min): VU055732.D\data.ms (-3143) - m/z 71.00 100.00%
71.0
43.0
5000
—
M 1.0 11\3.1 34.0 156.1 1150
ol P10 1340 1861, 43,00 79.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 T
11.50
m/z 57.00 74.94%
b ‘ 112.0
\‘2\6‘.\\\“‘\\\‘L“\\‘}\"H\\\’\\!\‘\\\\‘\\]-\5\6.‘0\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
71.0 o
11.50
5000 m/z 41.00 36.97%
113.0
‘_'H““1‘“M‘H‘M,mlﬁ(‘),ul“‘“‘1‘4‘1“0‘”‘””
miz--> 20 40 60 80 100 120 140 160
Abundance #22122: Heptane, 2,5,5-trimethyl- —
71.0 11.50
43.0 m/z 70.00 36.31%
h W
113.0
260 | || J, 1930 ""1"130.0
L B e e A e
m/z--> 20 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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.

11.576  11.94 ug/L 6033870 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 81
2 Decane, 3-methyl- 156 C11H24 013151-34-3 72
3 Pentacosane 352 C25H52 000629-99-2 72
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 64
5 Heptacosane 380 C27H56 000593-49-7 64

Abundance Scan 3199 (11.576 min): VU055732.D\data.ms (-3190) (- m/z 57.00 100.00%
57.0

T T \
m 11‘1-0 " 11.50
ol il jitsar o w/z 71.08  74.40%
m/z--> 50 100 150 200 250 300 350
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 — i
11.50
m/z 43.00 63.02%
‘ ‘ | 127.0
[ il - |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #33092: Decane, 3-methyl-
57.0
T T \
11.50
5000 ITI/Z 41.00 50.19%
127.0
bl
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane T
57.0 11.50
m/z 85.00 43.43%
5000
99.0
L om0 mse gm0 sl V)
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 49 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.643  33.81 ug/L 17085000 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 43
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 43
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 38
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 38
5 Decane, 3-methyl- 156 C11H24 013151-34-3 38

Abundance Scan 3220 (11.643 min): VU055732.D\data.ms (-3214) (-  m/z 105.00 100.00%
57.0

105.0
5000 85.0 I\
127.1 A T
38‘ ) ‘ 1501 11.50 12.00
el H\\‘,MHHE\“\‘m‘w‘uﬁ‘uH m/z 57.00  96.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45518: Octane, 3,4,5,6-tetramethyl-
57.0
5000 — —5
29.0 85.0 11.50 12.00
m/z 71.00 72.60%
H ‘ 113.0
““““‘w“\‘\"“‘}‘““‘“"‘1““‘%:‘)’9‘-‘0““]-‘6‘8';)‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0
— ==
11.50 12.00
5000 m/z 85.00 48.93%
85.0
141.0
2 130
m/z--> 20 40 60 80 100 120 140 160
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester T T
57.0 11.50 12.00
m/z 41.00 47.56%
5000 85.0
29.0 ‘ 113.0
“““‘““"‘uﬂ‘m“h“;uu,ulwuu‘HH‘HH —— —
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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 50 (DEL) Alkane: Cyclicl1.714 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.714 50.00 ug/L 25262500 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 90
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 90
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 83
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 72

Abundance Scan 3242 (11.714 min): VU055732.D\data.ms (-3233) - m/z 83.00 100.00%

55.0
5000
= ~
o O 11.50 12.00
obe 370l L MO L1661 0 ss.e0 71.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 — ——
11.50 12.00
m/z 82.00 63.48%
29.0 140.0
\\\‘\H\\"H\\\“!“\‘}h\\“l\\\“\l:\l_]\“p‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
== —
11.50 12.00
5000 ITI/Z 41.00 34.69%
29.0 140.0
S ¥ SO
m/z--> 20 40 60 80 100 120 140 160
Abundance #20678: Cyclohexane, butyl- T 7
83.0 11.50 12.00
55.0 m/z 67.00  26.20%
5000
29'0 140.0
SO - A P S
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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 51 Benzene, 1,2-diethyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
12.100  18.45 ug/L 9319420 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 95
2 Benzene, 1,3-diethyl- 134 C1leH14 000141-93-5 55
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 55
4 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 55
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 55

Abundance Scan 3362 (12.100 min): VU055732.D\data.ms (-3351) (-  m/z 105.00 100.00%
105.0

5000 69.0 133.9 MM
T

12.00 12,50
o 26812069 /s 119,00 97.20%

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

12.00 12.50
77.0 m/z 117.00 48.78%
39.0 ‘
\1\5\‘0\‘\‘\ \“‘\ \W\““\‘\\\H‘ T M‘\ “\\\‘\M\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17034: Benzene, 1,3-diethyl-
119.0
12.00 12.50
5000 m/z 133.95 44.14%
91.0
39.0 g50 ‘
"w“h““‘“m‘H“”"H‘“UHM‘H‘Wm‘mwuwuu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17028: Benzene, 1,3-diethyl-
119.0 12.00 12.50
m/z 69.00 37.70%
5000
91.0
39.0 650 ‘
15.0 7 0T Il |

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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 52 (DEL) Alkane: Cyclic12.386 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.386  27.56 ug/L 13924800 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 49
2 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-03-9 47
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 47
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 47
5 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 47

Abundance Scan 3451 (12.386 min): VU055732.D\data.ms (-3445) (- m/z 69.00 100.00%

69.0
97.0 125.1
5000 41.0
— ——
| ‘ ‘ 154.1 12.00 12.50
0ol el b 2070 s, 55,00 85.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31468: Cyclohexane, 2,4-diethyl-1-methyl-
69.0
5000 — —
125.0 12.00 12.50
41.0 m/z 125.10  69.91%
f95.0154'0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33007: (1,2,4-Trimethylcyclohexyl)methanol (isomer 2)
69.0
125.0 = v
12.00 12.50
5000 ITI/Z 97.00 67 .44%
41.0
150 1l L %80, L asso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20768: Cyclohexane, 1,1,3,5-tetramethyl-, cis- — 1
69.0 125.0 12.00 12.50
m/z 41.00 44 .24%
5000 41.0 M\/\w\w\
‘1‘5"9“1““;“H“”_Mu“h‘l"p_HW“H‘mwm_m_m — —
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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 53 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
12.669 11.73 ug/L 5927360 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 55
2 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 46
3 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 38
4 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 30
5 1-Decene, 4-methyl- 154 C11H22 013151-29-6 30
Abundance Scan 3539 (12.669 min): VU055732.D\data.ms (-3530) (- m/z 71.00 100.00%
71.0
43.0
117.0
5000
—— —
‘ ‘ ‘ }4L1 1701 12.50 13.00
0l i‘; bl L 0L 2070 s 57,00 96.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45501: Decane, 3,7-dimethyl-
43.0
71.0
5000 —r— —
12.50 13.00
‘ m/z 43.00 80.81%
127.0
[!9?.0155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #249109: Nonyl tetradecyl ether
57.0
—— —
85.0 12.50 13.00
5000 ITI/Z 117.00 60.21%
29.0 H ‘ 127.0
Ul b 3980 970 2270
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59109: Nonane, 5-methyl-5-propyl-
71.0 12.50 13.00
43.0 m/z 85.00 54.28%
5000
127.0
— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00

SFAMULM101023WMA.M Thu Oct 19 ©5:14:38 2023 Page: 55



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 54 Decalin, anti-1-methyl-, cis- Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.

12.765 4.53 ug/L 2290770  1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 60
2 Cyclopropane, (2-methylenebutyl)- 110 C8H14 074685-56-6 60
3 Cyclohexene, 3-pentyl- 152 C11H20 015232-92-5 60
4 Bicyclo[3.1.0]hexan-2-one, 5-(1-... 138 C9H140 000513-20-2 53
5 8-Oxabicyclo[3.2.1]oct-6-en-3-on... 152 C9H1202 049747-05-9 46

Abundance Scan 3569 (12.765 min): VU055732.D\data.ms (-3564) (- m/z 81.00 100.00%

81.0
5000
41.0
123.1 T T
| ‘ | 152.1 12.50 13.00
m,m‘;H‘;H\_“H‘M:Muw‘”u,H“H‘,J‘JWH_Ww,w,m?ﬁﬁ-ﬁ m/z 67.00  64.32%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #29500: Decalin, anti-1-methyl-, cis-
41.0 81.0
5000 152.0 —r— —r
12.50 13.00
09.0 m/z 55.00  54.24%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #6794: Cyclopropane, (2-methylenebutyl)-
67.0
—r —
12.50 13.00
m/z 96.00 48.26%
50000 o9, /
‘ 95.0
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #29483: Cyclohexene, 3-pentyl- T —
81.0 12.50 13.00
m/z 95.00 45.38%
5000
41.0
Ll joso P
et b e e —— ——
m/z--> 20 40 60 80 100120140160180200220240260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 55 trans-Decalin, 2-methyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.839 20.84 ug/L 10529000 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 97
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
3 Pulegone 152 C1eH160 000089-82-7 76
4 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 005948-04-9 70
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 68

Abundance Scan 3592 (12.839 min): VU055732.D\data.ms (-3585) (- m/z 81.00 100.00%
0

81.
152.1
5000 410
109.0 I T
‘ . ‘ |0 12.50 13.00
O B8O MLl L L L1701y 150,05 78.40%
miz--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 = —
12.50 13.00
29.0 109.0 J ITI/Z 67.00 75.83%
}\‘\H\“\\H‘\\“}}:\3\‘.’0\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
— —
12.50 13.00
5000 ITI/Z 95.00 73.17%
109.0 J
20 | o |
miz--> 20 40 60 80 100 120 140 160
Abundance #29064: Pulegone “ —
81.0 12.50 13.00
152.0 m/z 82.00 44.05%
5000 41.0 109.0 m
S 13319 4 WU
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 56 (DEL) Alkane: Cyclic12.929 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.929  22.51 ug/L 11375600 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 87
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 81
3 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 74
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 64
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 59
Abundance Scan 3620 (12.929 min): VU055732.D\data.ms (-3608) (-  m/z 83.00 100.00%
3.0
55.0
5000
—r
H‘ 105.0 154.1 13.00
0bor ol Al ol Ll T 3270 (L 18222071 Lo oc 69 6o.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 1
13.00
m/z 82.00 66.19%
290‘ 154.0
\\\‘\‘\‘\\““\\\“!“\‘}H\\“\‘\\\“].\]\-J\"\O‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31429: Cyclohexane, pentyl-
83.0
——
55.0 13.00
5000 m/z 41.00 36.41%
29.0 154.0
SSSEN P W T - R S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43577: Cyclohexane, (4-methylpentyl)- ——
83.0 13.00
55.0 m/z 67.00  22.49%
5000
29-0 \‘h Hh 1l ‘ 1250 168.0
R Lt e R Ammama T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 57 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 54

R.T. EstConc Area Relative to ISTD R.T.
13.026 5.71 ug/L 2883470 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94

Abundance Scan 3650 (13.026 min): VU055732.D\data.ms (-3642) (-  m/z 119.00 100.00%
1

19.0
5000
389 65.0 91"0 | 13.00
[P R ‘H " Ll H\‘ I 152.1 206.9 o
O e et e e S e e e m/z 134.00 42.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 1300
o 91.0 m/z 91.00 15.26%
\\\‘\‘\\\“.\\‘”\6‘3‘{.‘9\\”‘\\‘\\‘m\\}w\\\M\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
T \
13.00
5000 m/z 133.00 14.64%
91.0
39.0 650
}\5‘\'?\‘\ AL \“1‘\“1‘\\\‘”‘ \ \‘\w‘i‘ﬂi“l\H“\‘\m‘mwmwm‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 13.00
m/z 120.00 9.85%
5000
290 91.0
Y 65.0
\1\5\'?\‘\ \ \“‘\ \“\‘\“1“\\\““ \ \Lw‘;mw\H‘\‘\m‘\m‘uu‘uu
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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 58 Naphthalene, decahydro-2-me... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
13.052 8.02 ug/L 4053730 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 95
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 90
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 76
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 76
Abundance Scan 3658 (13.052 min): VU055732.D\data.ms (-3655) (-  m/z 67.00 100.00%
67.0 , 95.0 152.1
5000 41.0
‘ 13.00 |
123.0 :
_H“HMH‘H‘_ A L1801 2071 L) 55 05 99.53%

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

Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 @7.0
95.0 152.0
5000
13.00
m/z 95.00 96.90%
h 123.0
}\‘\H\“\\‘\\‘u\\\“\\\‘\‘\\\\’\\\\’\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #29497: 1-Methyldecahydronaphthalene
41.0 7.0
92.0 152.0 R I
13.00
5000 m/z 81.00  92.34%
h 123.0
el e e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #29490: trans-Decalin, 2-methyl- — ‘
81.0 13.00
m/z 82.00 81.43%
55.0 152.0
5000
29.0 109.0
10 ) O O . L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

SFAMULM101023WMA.M Thu Oct 19 05:14:40 2023 Page: 60



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 59 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
13.106 6.64 ug/L 3354290 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 83
2 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 76
3 o-Cymene 134 C10H14 000527-84-4 64
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 64
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 64

Abundance Scan 3675 (13.106 min): VU055732.D\data.ms (-3668) (-  m/z 119.00 100.00%
119.0

=

5000
91.0 148.1
389 650 ‘ I “ 13.00 13.50
S P R TR P 1 W MM m/z 91.e0 31.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 e —
13.00 13.50
91.0 m/z 148.05 29.70%
65.0
\1\5\.0‘ T \3\9‘|‘(\) \“\‘\ |‘i‘\ T \‘H‘ T T “H“\ \Hl T T T T
miz--> 20 40 60 80 100 120 140 160

Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0

-

e T
13.00 13.50

5000 m/z 133.00 28.25%
91.0 148.0
BT L |
A o L e ML IS
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: 0o-Cymene
119.0 13.00 13.50

m/z 105.00  18.23%

5000
41.0 910 4
. 65.0
L ‘ Lol ‘ ‘ i H ‘ 1 6 O

\
-
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 60 3,4-Dimethylcumene Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
13.196 3.09 ug/L 1559900 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylcumene 148 C11H16 1000370-34-1 95
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 93
3 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 90
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 90
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 90

Abundance Scan 3703 (13.196 min): VU055732.D\data.ms (-3697) (-  m/z 133.00 100.00%

133.0
5000
409 69.0 ‘10"5'0 ‘ L66.1 13.00 1350
Ol b L L gl 1681 2067 1) 148 00 24.11%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26348: 3,4-Dimethylcumene
138.0
5000 ATATA S
13.00 13.50
105.0 m/z 105.00 15.13%
41.0 77.0 '
\‘\}\ \-‘O\‘\ T \“‘\ \‘“\“w‘\\\““ T \‘\‘\ “\‘\ \MH‘ T i‘\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
138.0
4 —
13.00 13.50
5000 m/z 91.00  14.88%
15\"0 | 3?\'0\ 620, 91\.0 Loy
" 1l i L i L n
et et e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26411: Benzene, 1,4-dimethyl-2-(1-methylethyl)- —— —
133.0 13.00 13.50
m/z 97.00 12.32%
5000
1?'0 | 39\\.0\ 657'0\ 91\.0 TR
e e e el — -
m/z--> 0 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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 61 Benzene, (1-methyl-1-butenyl)- Concentration Rank 62

R.T. EstConc Area Relative to ISTD R.T.
13.254 2.75 ug/L 1388200 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 62
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 50
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 46
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 46
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 46

Abundance Scan 3721 (13.254 min): VU055732.D\data.ms (-3715) (-  m/z 119.00 100.00%

119.0
5000 91.0
148.1
409 649‘ ‘ H ‘ 13.00 13.50
e o L L 2068 4 131,00 79.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0
5000
13.00 13.50
m/z 91.00 45.95%
270
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2rnethy|1 butenyl)-
131.
— —
13.00 13.50
5000 91.0 m/z 115.00  28.25%
39.0 \650 ‘H ﬂ\ Il
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- T ——
131.0 13.00 13.50
m/z 105.00 26.28%
5000
91.0
51.0 ‘ |
‘H‘H"_‘H‘WH‘_“W‘thwwah“u‘W“u‘u“ IS 2
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\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 62 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
13.447 14.34 ug/L 7243160 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 90
2 o-Cymene 134 C10H14 000527-84-4 87
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 87
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 83
5 p-Cymene 134 C1oH14 000099-87-6 83

Abundance Scan 3781 (13.447 min): VU055732.D\data.ms (-3773) (- m/z 119.00 100.00%
119.0
5000
91.0 L
38.9 65.0 ‘ 13.50
Y T O S M o 1520 182.0 2069 /7 134,00  39.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 T
1350
91.0 29.16%
65.0
\]-\5\‘0\‘\\\“‘\\‘\\“\‘\\\“\\‘f\‘\\\Ul\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16991: o-Cymene
119.0
1350
19.52%
5000 91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17104: Benzene, 1- methyl -3-(1-methylethyl)-
119. 1350
13.71%
5000
91.0
39.0 65.0 ‘
180, bbb e AL
m/z--> 20 40 60 80 100 120 140 160 180 200 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 63 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
13.621 6.38 ug/L 3223670 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 90
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 89
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 76

Abundance Scan 3835 (13.621 min): VU055732.D\data.ms (-3828) (-  m/z 104.00 100.00%
1

04.0
5000 132.0
Phrns ~——
509 /80 | ‘ 13.50 14.00
o"H"‘H“uM“HMHNm‘u‘m1‘;“!““‘_:“1‘99"1“” m/z 132.00  45.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 /J\/\\\\ T T T T T
13.50 14.00
m/z 91.00 42.84%
270 51.0 78.0 H ‘
\\\\‘\‘\\\“\\““\“‘U\\\H‘\\‘}\“H\\1‘\‘1‘\‘\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
—r— A
13.50 14.00
5000 132.0 m/z 119.00  26.44%
270 510 780
SO N Y
miz-> 20 40 60 80 100 120 140 160 180
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro- — ==
104.0 13.50 14.00
m/z 115.00 17.30%
5000 132.0
78.0
270 S0 L L
S T U Y S S 7 — ey
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101023\
Data File : VU@55732.D

Acqg On : 10 Oct 2023 19:38

Operator : MD/SY

Sample : 04747-03

Misc : 5.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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|
unknown-01 1.792 4.7 ug/L 110458 1 6.245 1166730 50.0
(DEL) Alkane: C.. 7.065 2.6 ug/L 61415 1 6.245 1166730 50.0
(DEL) Alkane: C.. 7.229 3.8 ug/L 89409 1 6.245 1166730 50.0
(DEL) Alkane: C.. 7.746 3.7 ug/L 87043 1 6.245 1166730 50.0
(DEL) Alkane: C.. 8.020 9.4 ug/L 252040 2 9.421 1345580 50.0
(DEL) Alkane: C.. 8.090 10.3 ug/L 277191 2 9.421 1345580 50.0
(DEL) Alkane: C.. 8.235 48.9 ug/L 1316950 2 9.421 1345580 50.0
(DEL) Alkane: C.. 8.364 15.2 ug/L 410167 2 9.421 1345580 50.0
(DEL) Alkane: S.. 8.428 6.4 ug/L 172035 2 9.421 1345580 50.0
(DEL) Alkane: S.. 8.467 6.1 ug/L 164139 2 9.421 1345580 50.0
(DEL) Alkane: S.. 8.756 37.5 ug/L 1009500 2 9.421 1345580 50.0
(DEL) Alkane: C.. 8.798 36.4 ug/L 979180 2 9.421 1345580 50.0
(DEL) Alkane: C.. 8.862 83.4 ug/L 2243410 2 9.421 1345580 50.0
(DEL) Alkane: C.. 8.920 219.0 ug/L 5893200 2 9.421 1345580 50.0
(DEL) Alkane: C.. 9.068 67.7 ug/L 1822970 2 9.421 1345580 50.0
(DEL) Alkane: S.. 9.116 86.0 ug/L 2313270 2 9.421 1345580 50.0
(DEL) Alkane: C.. 9.161 189.9 ug/L 5110540 2 9.421 1345580 50.0
(DEL) Alkane: S.. 9.331 140.8 ug/L 3789710 2 9.421 1345580 50.0
(DEL) Alkane: S.. 9.473 15.7 ug/L 422738 2 9.421 1345580 50.0
(DEL) Alkane: C.. 9.560 147.6 ug/L 3972200 2 9.421 1345580 50.0
(DEL) Alkane: S.. 9.663 340.8 ug/L 9170990 2 9.421 1345580 50.0
(DEL) Alkane: C.. 9.714 375.2 ug/L 10096400 2 9.421 1345580 50.0
(DEL) Alkane: C.. 9.759 321.2 ug/L 8644530 2 9.421 1345580 50.0
(DEL) Alkane: C.. 9.875 176.3 ug/L 4745240 2 9.421 1345580 50.0
(DEL) Alkane: S.. 9.952 55.4 ug/L 1491580 2 9.421 1345580 50.0
(DEL) Alkane: C.. 10.026 884.6 ug/L 23806900 2 9.421 1345580 50.0
(DEL) Alkane: S.. 10.119 215.0 ug/L 5786230 2 9.421 1345580 50.0
(DEL) Alkane: S.. 10.254 1611.2 ug/L 43360700 2 9.421 1345580 50.0
(DEL) Alkane: S.. 10.319 151.7 ug/L 4082430 2 9.421 1345580 50.0
(DEL) Alkane: C.. 10.357 1207.1 ug/L 32485200 2 9.421 1345580 50.0
(DEL) Alkane: S.. 10.396 1088.7 wug/L 29298800 2 9.421 1345580 50.0
Oxalic acid, is.. 10.560 918.8 ug/L 24725800 2 9.421 1345580 50.0
(DEL) Alkane: S... 10.624 28.4 ug/L 14363600 3 11.817 25262500 50.0
3-Octadecyne 10.698 12.3 ug/L 6206670 3 11.817 25262500 50.0
Benzene, propyl- 10.910 4.3 ug/L 2173850 3 11.817 25262500 50.0
(DEL) Alkane: C... 10.952 17.9 ug/L 9058340 3 11.817 25262500 50.0
(DEL) Alkane: C... 11.016 15.5 ug/L 7849530 3 11.817 25262500 50.0
(DEL) Alkane: C... 11.065 55.7 ug/L 28162100 3 11.817 25262500 50.0
Bicyclo[3.1.1]h... 11.129 35.7 ug/L 18041000 3 11.817 25262500 50.0
(DEL) Alkane: C... 11.190 8.5 wug/L 4299510 3 11.817 25262500 50.0
(DEL) Alkane: C... 11.245 7.8 ug/L 3933690 3 11.817 25262500 50.0
Cyclohexane, 1-... 11.286 6.2 ug/L 3114100 3 11.817 25262500 50.0
(DEL) Alkane: S.. 11.312 25.2 ug/L 12709600 3 11.817 25262500 50.0
(DEL) Alkane: S.. 11.376 12.1 ug/L 6124140 3 11.817 25262500 50.0
(DEL) Alkane: S.. 11.418 35.3 ug/L 17836900 3 11.817 25262500 50.0
(DEL) Alkane: S.. 11.576 11.9 ug/L 6033870 3 11.817 25262500 50.0
(DEL) Alkane: S... 11.643 33.8 ug/L 17085000 3 11.817 25262500 50.0
(DEL) Alkane: C... 11.714 50.0 ug/L 25262500 3 11.817 25262500 50.0
Benzene, 1,2-di... 12.100 18.4 wug/L 9319420 3 11.817 25262500 50.0
(DEL) Alkane: C... 12.386 27.6 ug/L 13924800 3 11.817 25262500 50.0
(DEL) Alkane: S... 12.669 11.7 ug/L 5927360 3 11.817 25262500 50.0
Decalin, anti-1... 12.765 4.5 ug/L 2290770 3 11.817 25262500 50.0
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trans-Decalin,

(DEL) Alkane: C...
Benzene, 1,2,3,...
Naphthalene, de...
Benzene, 4-ethy...
3,4-Dimethylcumen
Benzene, (1-met...
Benzene, 1,2,4,...
Naphthalene, 1,...

12.
12.
.026
.052
13.
13.
13.
.447
.621

13
13

13
13

839
929

106
196
254

P WOROO®N UV

ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L

10529000
11375600
2883470
4053730
3354290
1559900
1388200
7243160
3223670
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