LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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\SFAMULMO52924WMA .M
Title : VOC Analysis

Signal : TIC: VU@59408.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 88 95 106 rBV 60470 68528 8.99% 0.891%
2 1.766 140 148 158 rVB2 9342 12096 1.59% 0.157%
3 1.907 183 192 212 rBV 56135 79877 10.48% 1.039%
4 2.560 383 395 412 rBV 102881 164959 21.64%  2.145%
5 3.039 535 544 554 rVB2 3928 7127 0.94% 0.093%
6 3.502 682 688 698 rVB2 257 353 0.05% ©0.005%
7 3.647 730 733 740 rBV2 202 320 0.04% 0.004%
8 4.029 849 852 856 rvB2 324 251 ©0.03% 0.003%
9 4.071 856 865 868 rBV2 225 240 0.03% 0.003%
10 4.470 985 989 996 rBv2 295 313 0.04% 0.004%
11  4.615 1021 1034 1059 rBV 75374 183730 24.10%  2.389%
12 4.904 1121 1124 1129 rVB4 424 347 0.05% 0.005%
13 4.936 1131 1134 1139 rVB3 398 289 0.04% 0.004%
14 5.e55 1152 1171 1197 rVV 110114 249358 32.71%  3.243%
15 5.717 1357 1377 1401 rBV2 219693 603675 79.20% 7.851%
16 6.242 1528 1540 1572 rW 294609 568790 74.62% 7.397%
17 6.531 1620 1630 1640 rBV7 3963 7385 0.97% 0.096%
18 6.685 1664 1678 1696 rBV 142345 280760 36.83% 3.651%
19 7.193 1829 1836 1849 rBV4 1958 3730 0.49% 0.049%
20 7.499 1929 1931 1937 rVB2 436 328 0.04% 0.004%
21 7.563 1938 1951 1974 rBV 69716 127251 16.69% 1.655%
22 7.704 1987 1995 2001 rBV4 1076 1716 0.23% 0.022%
23 7.894 2034 2054 2080 rBV 252396 441816 57.96% 5.746%
24  8.097 2111 2117 2121 rVB2 322 433 0.06% 0.006%
25 8.177 2131 2142 2155 rBV 48323 82916 10.88% 1.078%
26 8.360 2193 2199 2200 rBV3 507 449 0.06% 0.006%
27  8.495 2238 2241 2244 rBV2 274 203 0.03% 0.003%
28 8.518 2244 2248 2250 rBV2 391 289 0.04% 0.004%
29 8.550 2250 2258 2267 rVB8 3568 5880 0.77% 0.076%
30 8.627 2271 2282 2313 rBV 198390 385766 50.61% 5.017%
31 8.859 2348 2354 2363 rVB4 6236 9394 1.23% 0.122%
32 8.920 2363 2373 2382 rBV4 9740 15679 2.06% 0.204%
33 9.068 2412 2419 2426 rBvV6 1405 2173 0.29% 0.028%
34 9.116 2426 2434 2440 rVv3 8340 12346 1.62% 0.161%
35 9.164 2441 2449 2456 rVV5 9780 18319 2.40% 0.238%
36 9.206 2456 2462 2472 rVB2 7933 11938 1.57% 0.155%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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\SFAMULMO52924WMA .M
Title : VOC Analysis
37 9.331 2490 2501 2511 rBV3 15459 24763  3.25% 0.322%
38 9.412 2514 2526 2550 rBV 424958 720073 94.47%  9.365%
39 9.560 2563 2572 2584 rVB8 7358 14716 1.93% 0.191%
40 9.663 2586 2604 2610 rBV8 9732 24512  3.22% 0.319%
41  9.714 2612 2620 2627 rVVW2 26494 46157 6.06% ©0.600%
42 9.756 2627 2633 2650 rVB3 15183 28550 3.75% 0.371%
43  9.875 2659 2670 2683 rBV9 6951 14285 1.87% 0.186%
44  9.949 2683 2693 2702 rBV6 4401 8648 1.13% 0.112%
45 10.016 2703 2714 2726 rBV6 37221 85302 11.19% 1.109%
46 10.116 2739 2745 2753 rBV2 16546 21550 2.83% 0.280%
47 10.248 2776 2786 2800 rBV3 89199 176026 23.09%  2.289%
48 10.312 2801 2806 2808 rBv4 7109 8162 1.07% 0.106%
49 10.351 2810 2818 2825 rBv3 65447 110441 14.49% 1.436%
50 10.553 2865 2881 2891 rBV8 54827 130500 17.12% 1.697%
51 10.621 2895 2902 2915 rVB 86091 135641 17.80% 1.764%
52 10.692 2917 2924 2930 rBV5 14970 25021 3.28% 0.325%
53 10.749 2932 2942 2952 rBV 234770 384182 50.40% 4.996%
54 10.904 2985 2990 2996 rBV2 11567 15664 2.06% 0.204%
55 11.058 3032 3038 3048 rVB2 56276 83998 11.02% 1.092%
56 11.412 3141 3148 3157 rVB 159791 218656 28.69% 2.844%
57 11.569 3190 3197 3202 rBV3 24407 39057 5.12% 0.508%
58 11.708 3233 3240 3248 rBV2 56205 76909 10.09% 1.000%
59 11.807 3261 3271 3285 rBV 446987 762221 100.00% 9.913%
60 12.093 3351 3360 3373 rBV5 32382 59965 7.87% 0.780%
61 12.187 3377 3389 3405 rBV 321357 587357 77.06% 7.639%
62 12.672 3531 3540 3545 rBV3 17291 30989 4.07% 0.403%
63 12.926 3612 3619 3624 rBv4 12146 20232 2.65% 0.263%
64 13.106 3669 3675 3676 rBV5 4033 4260 0.56% 0.055%
65 13.193 3695 3702 3714 rVB9 4073 6222 0.82% 0.081%
66 13.254 3716 3721 3728 rVB8 2973 3940 0.52% 0.051%
67 13.331 3742 3745 3747 rBV2 786 506 0.07% 0.007%
68 13.347 3748 3750 3755 rVB6 1588 1151 ©.15% 0.015%
69 13.405 3766 3768 3771 rBV4 941 725 0.10% 0.009%
70 13.447 3773 3781 3800 rVB3 16175 32598 4.28% 0.424%
71 13.524 3800 3805 3812 rBV6 1647 2399 0.31% 0.031%
72 13.582 3812 3823 3831 rBV8 4261 8091 1.06% 0.105%
73 13.624 3831 3836 3845 rVBS8 3770 5772 0.76% 0.075%
74 13.720 3863 3866 3867 rBV2 404 206 0.03% 0.003%
75 13.733 3867 3870 3876 rVB3 928 864 0.11% 0.011%
76 13.769 3877 3881 3883 rBV3 616 454 0.06% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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\SFAMULMO52924WMA .M
Title : VOC Analysis
77 13.817 3893 3896 3898 rBV2 731 469 0.06% 0.006%
78 13.839 3898 3903 3910 rVv8 1921 2829 0.37% 0.037%
79 13.900 3920 3922 3925 rVvV3 467 234 0.03% 0.003%
80 13.936 3929 3933 3938 rVB4 765 835 0.11% 0.011%
81 13.965 3938 3942 3943 rBV2 346 257 0.03% 0.003%
82 14.003 3951 3954 3957 rVB2 348 257 0.03% 0.003%
83 14.032 3959 3963 3965 rBV3 930 652 ©0.09% 0.008%
84 14.087 3970 3980 3997 rBV 49944 86775 11.38% 1.129%
85 14.193 4007 4013 4017 rBV5 660 704 0.09% ©0.009%
86 14.267 4033 4036 4037 rBV 384 219 0.03% 0.003%
87 14.441 4087 4090 4092 rBV3 515 357 0.05% ©0.005%
88 14.495 4102 4107 4109 rBV2 323 312 0.04% 0.004%
89 14.627 4145 4148 4150 rBV2 394 279 0.04% 0.004%
90 15.222 4321 4333 4351 rBV 73397 123709 16.23% 1.609%
91 15.408 4381 4391 4404 rVB 29853 51234 6.72% 0.666%
92 15.521 4424 4426 4429 rBV2 380 260 0.03% 0.003%
93 15.952 4552 4560 4572 rBV3 14782 22268 2.92% 0.290%
94 16.145 4616 4620 4627 rVB6 2551 2920 0.38% 0.038%
95 16.260 4647 4656 4670 rBV3 17083 31556 4.14% 0.410%
96 16.341 4678 4681 4685 rBV4 1176 1076 0.14% 0.014%
97 16.405 4693 4701 4708 rBV3 18893 29541 3.88% 0.384%
98 16.547 4738 4745 4755 rVB4 7941 12009 1.58% 0.156%
99 16.781 4814 4818 4827 rVB7 4321 5984 0.79% 0.078%
100 16.881 4840 4849 4867 rBV2 25198 44650 5.86% 0.581%
Sum of corrected areas: 7689175
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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\VUe62124\

: VU@59408.D

: 21 Jun 2024 13:10

: MD/SY

: P2962-04 100X

: 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 13

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU059408.D\data.ms
400000
300000 6.242
5.717
200000
6.68
5 5.055
100000 260 4615
1595 1907 '
0 1.766 3.039 3.502647 440091 70 3 6.531
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\f‘\\\\‘\\\\‘\\\\‘\\\\ (I}
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU059408.D\data.ms
11.807
9.412
400000
12.1
300000
7.894 10.749
200000 8.627 11.412
100000
- 5 63 3 11.70
177 .
9 7 5 12.09:
o 7193 74 7 704 | 80 8.8995EA880 %
—— ‘ S —— — —
Time--> 7.00 750 8.00 9.00 950 1000 10.50 11.00 11.50 12.00
Abundance TIC: VU059408.D\data.ms
400000
300000
200000
100000 15.222
14.087 15.408
2.67212.9 . 16.881
o ‘w ATRAMAIE627 5.521 159@2%%‘”16-78
T T ‘ T T T ‘ T T T T T T ‘ T ‘ T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
Time--> 12.50 13.00 13.50 14,00 1450 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 2 (DEL) Alkane: Cyclic9.714 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.714 3.21 ug/L 46157 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 90
2 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 87
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 86
4 Furan, 2,3-dihydro-4-(1-methylpr... 126 C8H140 034379-54-9 72
5 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 72
Abundance Scan 2620 (9.714 min): VU059408.D\data.ms (-2612) (-) m/z 97.00 100.00%
97.0
55.0
5000
40.9 126.0 T T L
69.0 | s 9.50 10.00
bbb bttt e m/z 54,95 66.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
5000 J\/\m‘/\ VAN
9.50 10.00
41.0 69.0 126.0 m/z 126.00 17.61%
70 || | s | wo |
O H‘HH‘H\‘\“\\H‘iUH\“\‘\!‘\‘H\‘H\Hﬁg\.e’\\\1‘\\]\-\]_“]\“\\0\’\\\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0 (\
b e
9.50 10.00
5000 m/z 40.90 16.61%
41.0 69.0 126.0
27.0 ‘ ‘
Ol B0, 1130
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 \
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl- ‘F?m‘ ‘h —
55.0 97.0 9.50 10.00
m/z 96.00 15.15%
5000
41.0 69.0
27.0 ‘ 83.0 ‘ 126.0 A ﬂ
P Tt (R B T I
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\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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: Cyclicle.016 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.016 5.92 ug/L 85302  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, butyl- 126 CSH18 002040-95-1 55
2 5-Nonanol, trifluoroacetate 240 C11H19F302 1000463-48-1 53
3 trans-1,2-Diethyl cyclopentane 126 CO9H18 000932-40-1 43
4 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 38
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 38
Abundance Scan 2714 (10.016 min): VU059408.D\data.ms (-2703) (- | m/z 56.95 100.00%
57.0
85.0
5000
T T
12‘5'1 10.00
0° _uu‘wh“p“w“‘w“u“ m/z 42.95 79.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13197: Cyclopentane, butyl-
410 690
5000 SRS :
10.00
97.0 126.0 m/Z 54.95 73.04%
O' \\“!‘\\\H‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #122876: 5-Nonanol, trifluoroacetate
69.0
e
10.00
5000 41.0 m/z 40.90  61.28%
97.0
126.0
50/ L |y L L 1530 1m0
m/z--> 20 40 60 80 100 120 140 160 180 200 /J\/\
Abundance #13265: trans-1,2-Diethyl cyclopentane O I
55.0 97.0 10.00
m/z 85.00 58.97%
5000
i 0 0 W M
0 \H‘\‘\‘H‘i‘\u”“\ H“HmH‘\H\‘\‘H\‘HH‘HH‘HH‘\ e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.248 12.22 ug/L 176026  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 95
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 90
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 90
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 74
Abundance Scan 2786 (10.248 min): VU059408.D\data.ms (-2776) (- | m/z 57.00 100.00%
57.0
- “r M
A= =
‘ | 85.0 11‘3'1 1100 10.00 1050
01— ‘H‘ bl “1‘1 n“”h‘“ e i S m/z 71.00 68.22%
m/z--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0
5000  — LA
10.00 10.50
113.0 m/z 42.95 47.49%
I e
0\1\5\.()‘\‘\\\“{\\“\“\\“}\‘f“\\\“\\!\‘\\\]\-?‘z\.(\)\
miz--> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
e ——
10.00 10.50
41.0 o
5000 m/z 40.90 40.68%
85.0 113.0
ol 20 w0
m/iz--> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl- M —
57.0 10.00 10.50
m/z 56.00 38.83%
5000
41.0
112.0
ob 200 o B0 ez [V
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .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 5 (DEL) Alkane: Cyclicle.351 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.351 7.67 ug/L 110441  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 81
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 80

Abundance Scan 2818 (10.351 min): VU059408.D\data.ms (-2810) (- | m/z 83.00 100.00%
55.0
5000 41.0
126.0 Ay o
H H‘ GWO “ 108.9 10.00 10.50
O Frrprrrrprrrrprrr e e kb m/z 55.00  70.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
5000 41.0 — ——
10.00 10.50
27.0 126.0 m/z 81.95 63.57%
I 60.0
0H‘HH‘\HH‘\H\‘}UH\“\‘\!‘\‘H\ﬁ}HH’\lH‘?Z\.?\H‘HH‘\H‘\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13201: Cyclohexane, propyl-
83.0
55.0 =8 e JM
10.00 10.50
5000 m/z 40.95 40.24%
41.0
126.0
27.0 69.0
P NPT N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13202: Cyclohexane, propyl- — —
3.0 10.00 10.50
m/z 66.90  26.86%
55.0
5000
41.0
126.0
27.0 69.0
S . SN G () PO, WP | LY,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50

SFAMULMO52924WMA.M Tue Jun 25 15:47:49 2024

Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.553 9.06 ug/L 130500 Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 59
2 Carbonic acid, butyl octyl ester 230 C13H2603 1010314-63-5 43
3 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 38
4 Carbonic acid, butyl 2-ethylhexy... 230 C13H2603 1000357-84-4 38
5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 38
Abundance Scan 2881 (10.553 min): VU059408.D\data.ms (-2865) (- | m/z 57.00 100.00%
57.0
5000
98.0
T \
[ e
ou_m‘,‘m“‘_u”“m“ bt e e ey M/Z 42,98 63.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
5000 Sava :
10.50
29.0 84.0 m/z 40.90 40.66%
0 \‘ ‘ H ‘1130 155.0 184.0
\\‘\\\\’\\\ ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111475: Carbonic acid, butyl octyl ester
57.0
T \
10.50
5000 m/z 97.95 28.75%
29.0 ‘ H 830 1190
ob bk b L [ asme s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 M
Abundance #22117: Heptane, 2,3,6-trimethyl- e +
57.0 10.50
m/z 55.95  28.29%
) M
29.0
o L %80 aaa0 W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.621 8.90 ug/L 135641 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 64
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 53
3 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 50
4 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 50
5 Nonane, 4-methyl- 142 C1eH22 017301-94-9 47
Abundance Scan 2902 (10.621 min): VU059408.D\data.ms (-2895) (- | m/z 57.00 100.00%
57.0
5000
40)9
98.0 SV L
I “ | 829 | 1250 1421 10.50 11.00
O I TR e I m/z 71.e0 47.11%
m/z--> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
57.0
=000 PR
41,0 : ’
98.0 m/z 42.95 46.70%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #14599: Pentane, 2,2,3,3-tetramethyl-
57.0
—Y— e
10.50 11.00
5000 m/z 70.00 43.85%
41,0
99.0
0 26‘1 L, ‘M\ 7\"0 L ‘ 114'0
1t
m/iz--> 20 40 60 80 100 120 140
Abundance #22105: Octane, 3,5-dimethyl- ‘ R
57.0 10.50 11.00
m/z 40.90 31.89%
- 1 MM
85.0
113.0
XN L I O Wbl LT
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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: Cyclic11.058 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.058 5.51 ug/L 83998 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 90
2 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 76
3 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C1loOH20 062338-08-3 74
4 Cyclohexane, 1-ethyl-2-methyl-, 126 C9H18 004923-77-7 72
5 Sulfurous acid, cyclohexylmethyl 360 C20H4003S 1000309-22-1 64
Abundance Scan 3038 (11.058 min): VU059408.D\data.ms (-3032) (- | m/z 97.00 100.00%
97.0
55.0
5000
40.9
69.0 830 140.0 1100 ‘
‘ ‘ 111.1 11.00
oHWHWHUWM_H“}m“\‘H_Hl_W‘mwwww m/z 55.00 76.36%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20744: Cyclohexane, 1-methyl-2-propyl-
55.0 97.0
5000 - :
11.00
41.0 69.0 m/z 40.90  25.12%
0 ‘\‘ h“ m \ 111.0125.0 140.0
H\‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
=
55.0 97.0
T I
11.00
5000 m/z 69.00 21.25%
27.0 9 %90 830 140.0
0ol 11102250
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20738: 3-Hexene, 3-ethyl-2,5-dimethyl- — ‘
55.0 69.0 11.00
97.0 m/z 96.00  17.07%
5000
41.0
27.0 83.0 140.0
1110
oWMUW‘_MH!u_wwu‘u‘[w"11‘ww_wwww ThL A«uﬂ\
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.412  14.34 ug/L 218656 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 91
2 Decane, 4-methyl- 156 C11H24 002847-72-5 86
3 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 86
4 Decane, 4-methyl- 156 C11H24 002847-72-5 86
5 Octane, 3-ethyl- 142 C1eH22 005881-17-4 78
Abundance Scan 3148 (11.412 min): VU059408.D\data.ms (-3141) (- | m/z 71.00 100.00%
71.0
43.0
5000
—
H 1.0 11\3.1 141.0 1150
bl L Pro 1410 s, 4360 75.12%
miz--> 20 40 60 80 100 120 140 160
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
71.0
5000 T
11.50
m/z 57.00 74.16%
113.0
O T \2‘4\..@\ T \H“ T \“} T ‘ 19\1\‘0\‘ T H\ ‘ T \1\4‘1\.(\)\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0 AM
71.0 Vi V% e
11.50
5000 m/z 69.95 36.74%
b ‘ 112.0
o‘H‘quJ“m‘!‘_umw‘w‘,HJ“HH_‘l?‘?',Q
m/z--> 20 40 60 80 100 120 140 160
Abundance #22091: Octane, 2,6-dimethyl- —
57.0 11.50
m/z 40.95 33.69%
5000
29.0
‘ ‘ gso 1130
ol et A 1420 —
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\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.569 2.56 ug/L 39057 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 59
2 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 53
3 Heptadecane 240 C17H36 000629-78-7 53
4 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 50
5 Hexadecane 226 C16H34 000544-76-3 50
Abundance Scan 3197 (11.569 min): VU059408.D\data.ms (-3190) (- | m/z 57.00 100.00%
57.0
85.0
5000 M
— =
“ 11.50
I J“‘MJ‘WH_‘H,w‘w_m,www m/z 70.95 80.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107220: Hexadecane
57.0
5000 85.0 110
11.50
290 m/z 42.95 75.81%
O H‘ ‘\ i HH\ ‘11 14101690197022\60
\\\‘\\\\‘\\\‘\\\\‘\\\\‘HH‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45503: Decane, 2,9-dimethyl-
43.0
T \
11.50
5000 71.0 m/z 40.90 58.68%
99.0 127.0
SR e e AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane T
57.0 11.50
m/z 85.00 54.58%
5000 85.0
29.
0 h L \\‘1130\141016901960 240( A
Hw‘H‘_H‘_H‘_‘HM‘HM‘H,HH‘HH‘H‘WH‘WH‘W“ : e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 11 (DEL) Alkane: Cyclic11.708 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.708 5.05 ug/L 76909  1,4-Dichlorobenzene-d4 11.807
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 87
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 87
4 Cyclohexane, undecyl- 238 C17H34 054105-66-7 72
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 72

Abundance Scan 3240 (11.708 min): VU059408.D\data.ms (-3233) (- | m/z 83.00 100.00%

83.0
55.0
5000

140.0 T T
389 M 98.0 11.50 12.00
(R A JN"Nt‘ﬁwh‘w‘l‘wﬁ}““““‘”p“ m/z 82.00 64.88%
m/z--> 20 40 60 80 100 120 140
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 M A
11.50 12.00
29.0 140.0 m/Z 54.95 61.58%
0 \1\4\0’ T M T \‘i”\ T \“ !‘ T ‘1“\ T “ 1 it T \:L:\L:I\-\o‘ T “\ T
m/z--> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl-
83.0
— —
55.0 11.50 12.00
5000 m/z 40.90 32.03%

20.0 140.0

SV R (- T, B

m/z--> 20 40 60 80 100 120 140
Abundance

0

#20678: Cyclohexane, butyl- T —

83.0 11.50 12.00

55.0 m/z 67.00 26.71%
5000
29.0 140.0
S A OV M T VY
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 Indane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.093 3.93 ug/L 59965 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 1,3-Methanopentalene, 1,2,3,5-te... 118 C9H10 128600-88-4 55
3 Deltacyclene 118 C9H1e 007785-10-6 55
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 55
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 55
Abundance Scan 3360 (12.093 min): VU059408.D\data.ms (-3351) (- | m/z 117.00 100.00%
117.0
5000
91.0 134.0 /\
T ‘ T T ‘ /\
9 029 1520 12.00
) WN Al L ““1“”“ b 222 m/z 119.00  69.08%
m/z--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 i f‘\ /‘\ /\/\A \
12.00
910 m/z 105.00  65.83%
39.0 63.0 ‘
O\\\.‘\‘\\\“\\”\\““\‘\\\”‘\\‘\\“‘\\\!“\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance  #10213: 1,3-Methanopentalene, 1,2,3,5-tetrahydro-
117.0 /\
L AN
12.00
5000 m/z 118.00 45.42%
91.0
39.0
‘ 65.0
0“““‘ui‘ﬂM“M‘ M“J\‘N“ww“““‘w
miz—-> 20 40 60 80 100 120 140 /\ /\ !
Abundance #10182: Deltacyclene A4 e —
117.0 12.00
m/z 115.00  38.86%
5000
91.0
39.0
65.0 ‘
) PP NS B N NN S— -
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 Azulene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.087 5.69 ug/L 86775 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10H8 000091-20-3 93
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3980 (14.087 min): VU059408.D\data.ms (-3970) (- | m/z 127.95 100.00%
128.0
5000
14.00 |
0 ‘Hm_mh‘ﬂ!HmH"MH‘wJ“H_W,HHWHZ“??:Q m/z 127.00  13.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 .
14.00
m/z 129.00 10.25%
O ‘\\\\‘\5\1“-\-\0‘”\7?}‘.‘?\\\]-\()“‘2\.\0\\‘\“\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13684: Naphthalene
128.0
(\\ \,‘ \‘ ‘ T ‘
14.00
5000 m/z 102.00 8.29%
51.0 102.0
0289
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13683: Naphthalene e ‘
128.0 14.00
m/z 125.90 7.00%
5000
o270 S0 770 1020
e  Em s —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 Biphenylene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.881 2.93 ug/L 44650 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthylene 152 C12H8 000208-96-8 93
2 Biphenylene 152 C12H8 000259-79-0 76
3 Biphenylene 152 C12H8 000259-79-0 76
4 Acenaphthylene 152 C12H8 000208-96-8 62
5 Acenaphthylene 152 C12H8 000208-96-8 53
Abundance Scan 4849 (16.881 min): VU059408.D\data.ms (-4840) (- | m/z 151.95 100.00%
151.9
5000
A L.
477 [ | “ J0o.1 16.50 17.00
o 3T SR L2090 281016 60 22.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29524: Acenaphthylene
152.0
5000 e A —
16.50 17.00
6.0 H m/z 150.90  22.01%
O’HH‘HH‘\H“!‘HH‘HH‘HH‘H‘\‘\\H‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #29517: Biphenylene
152.0
M‘A‘m‘ L ‘f‘\
16.50 17.00
5000 m/z 153.00 14 .60%
76.0
0,390 | | 1110
pre b S e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 ﬂﬂ A
Abundance #29520: Biphenylene T ﬁ ‘"M‘ ‘ ‘hm/
152.0 16.50 17.00
m/z 149.90  14.36%
5000
76.0
0, 80 Lo | ]
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59408.D

Acqg On : 21 Jun 2024 13:10

Operator : MD/SY

Sample : P2962-04 100X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: C.. 9.714 3.2 ug/L 46157 2 9.412 720073 50.0
(DEL) Alkane: C.. 10.016 5.9 ug/L 85302 2 9.412 720073 50.0
(DEL) Alkane: S.. 10.248 12.2 ug/L 176026 2 9.412 720073 50.0
(DEL) Alkane: C.. 10.351 7.7 ug/L 110441 2 9.412 720073 50.0
(DEL) Alkane: S.. 10.553 9.1 ug/L 130500 2 9.412 720073 50.0
(DEL) Alkane: S.. 10.621 8.9 ug/L 135641 3 11.807 762221 50.0
(DEL) Alkane: C.. 11.058 5.5 ug/L 83998 3 11.807 762221 50.0
(DEL) Alkane: S.. 11.412 14.3 ug/L 218656 3 11.807 762221 50.0
(DEL) Alkane: S.. 11.569 2.6 ug/L 39057 3 11.807 762221 50.0
(DEL) Alkane: C... 11.708 5.0 ug/L 76909 3 11.807 762221 50.0
Indane 12.093 3.9 ug/L 59965 3 11.807 762221 50.0
Azulene 14.087 5.7 ug/L 86775 3 11.807 762221 50.0
Biphenylene 16.881 2.9 ug/L 44650 3 11.807 762221 50.0
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