LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59390.D

Acqg On : 20 Jun 2024 19:27

Operator : MD/SY

Sample : P2909-02ME

Misc : 4.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 28 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@59390.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.476 55 58 64 rVB2 1780 1886 ©.25% 0.033%
2 1.592 86 94 116 rBV 53149 87224 11.35% 1.514%
3 1.846 136 173 176 rBV6 56760 236826 30.83% 4.110%
4 2.537 376 388 407 rBV 131042 214475 27.92%  3.723%
5 2.631 409 417 434 rVB2 4001 7816 1.02% 0.136%
6 2.769 449 460 461 rBV2 1134 1280 0.17% 0.022%
7 2.946 505 515 530 rBV 7588 15439 2.01% 0.268%
8 3.029 531 541 554 rVW2 5837 10139 1.32% 0.176%
9 3.174 583 586 593 rVB3 503 583 0.08% 0.010%
106 3.293 619 623 631 rvv2 227 286 0.04% 0.005%
11 3.804 773 782 784 rBv2 204 288 0.04% 0.005%
12 4.081 865 868 875 rvB2 338 319 0.04% 0.006%
13  4.132 879 884 891 rBV2 293 364 0.05% ©0.006%
14 4.621 1025 1036 1062 rBV 82913 228947 29.80%  3.974%
15 5.052 1154 1170 1200 rVV 138731 308906 40.21% 5.362%
16 5.206 1216 1218 1222 rVB 379 243 0.03% 0.004%
17 5.515 1310 1314 1319 rVB 271 317 0.04% 0.006%
18 5.711 1356 1375 1401 rBvV2 282971 768262 100.00% 13.334%
19 6.045 1475 1479 1486 rVB2 235 300 0.04% 0.005%
20 6.242 1527 1540 1560 rBV 102129 195291 25.42% 3.390%
21  6.377 1580 1582 1588 rVB2 297 342 0.04% 0.006%
22 6.418 1588 1595 1597 rVB3 316 326 0.04% 0.006%
23 6.473 1606 1612 1616 rBvV2 219 304 0.04% 0.005%
24  6.524 1616 1628 1640 rBV5 4699 9414 1.23% 0.163%
25 6.614 1654 1656 1661 rVB2 443 360 0.05% 0.006%
26 6.682 1661 1677 1696 rBV 179961 352450 45.88% 6.117%
27 7.193 1829 1836 1848 rBV5 2797 4927 0.64% 0.086%
28 7.248 1850 1853 1856 rVVv3 499 315 0.04% 0.005%
29 7.560 1939 1950 1974 rVV 87123 158967 20.69% 2.759%
30 7.701 1986 1994 1996 rBV3 1322 1745 0.23% 0.030%
31 7.891 2040 2053 2071 rBV 330399 583298 75.92% 10.124%
32 8.174 2129 2141 2162 rBV 59522 106724 13.89% 1.852%
33 8.254 2162 2166 2169 rBvV2 274 254 0.03% 0.004%
34 8.460 2226 2230 2231 rBV 432 307 0.04% 0.005%
35 8.550 2250 2258 2264 rvveé 829 1070 0.14% 0.019%

36 8.637 2272 2285 2323 rBV = 242224 520210 67.71% 9.029%

SFAMULMO52924WMA.M Mon Jun 24 13:43:10 2024 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59390.D

Acqg On : 20 Jun 2024 19:27

Operator : MD/SY

Sample : P2909-02ME

Misc : 4.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 28 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 9.277 2477 2484 2488 rBV 255 329 0.04% 0.006%
38 9.335 2499 2502 2506 rVB 369 263 0.03% 0.005%
39 9.357 2506 2509 2511 rBV 334 270 0.04% 0.005%
40 9.415 2516 2527 2546 rBV 146337 253335 32.98% 4.397%
41  9.573 2568 2576 2579 rBv4 764 1116 0.14% 0.019%
42 9.692 2609 2613 2615 rVV 570 507 0.07% 0.009%
43  9.708 2615 2618 2626 rVV2 1008 988 ©0.13% 0.017%
44 10.074 2727 2732 2736 rBvV2 303 291 0.04% ©0.005%
45 10.142 2750 2753 2758 rVB2 273 294 0.04% 0.005%
46 10.171 2758 2762 2767 rBV2 342 393 0.05% 0.007%
47 10.203 2767 2772 2776 rW 311 305 0.04% 0.005%
48 10.257 2787 2789 2793 rVV2 241 232  0.03% 0.004%
49 10.290 2797 2799 2807 rVB2 253 262 0.03% 0.005%
50 10.666 2912 2916 2925 rVB4 749 1028 0.13% 0.018%
51 10.753 2931 2943 2967 rBV 315483 525895 68.45% 9.128%
52 10.884 2978 2984 2986 rBvV3 400 387 0.05% 0.007%
53 11.100 3047 3051 3055 rvB3 324 249 0.03% 0.004%
54 11.341 3120 3126 3131 rBvV2 176 244 0.03% 0.004%
55 11.447 3156 3159 3161 rBV 448 232  0.03% 0.004%
56 11.473 3164 3167 3168 rBvV2 444 233  0.03% 0.004%
57 11.695 3224 3236 3245 rBV6 4601 7117 0.93% 0.124%
58 11.810 3260 3272 3292 rBV 160812 266207 34.65% 4.620%
59 11.939 3304 3312 3317 rBV6 3634 6010 0.78% 0.104%
60 12.058 3345 3349 3351 rBV3 406 302 0.04% 0.005%
61 12.074 3351 3354 3357 rVB2 355 248 0.03% 0.004%
62 12.100 3359 3362 3366 rBV3 368 311 0.04% 0.005%
63 12.122 3366 3369 3372 rBV3 873 535 0.07% 0.009%
64 12.190 3373 3390 3408 rBV 378530 629201 81.90% 10.921%
65 12.380 3444 3449 3457 rBV6 1309 2170 ©0.28% ©0.038%
66 12.508 3485 3489 3491 rBV2 353 316 ©0.04% 0.005%
67 12.527 3491 3495 3500 rVV5 894 889 0.12% 0.015%
68 12.556 3500 3504 3507 rVB3 1015 697 0.09% 0.012%
69 12.582 3509 3512 3514 rBV2 584 371 0.05% 0.006%
70 12.720 3552 3555 3557 rBV2 397 237 0.03% 0.004%
71 12.810 3570 3583 3584 rBV4 1447 1874 0.24% 0.033%
72 12.878 3599 3604 3606 rBV3 322 249 0.03% 0.004%
73 12.926 3612 3619 3622 rBV3 661 675 0.09% 0.012%
74 12.942 3622 3624 3625 rBV2 724 307 0.04% 0.005%
75 12.961 3626 3630 3635 rVB5 861 927 0.12% 0.016%
76 13.016 3644 3647 3650 rBV2 335 248 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59390.D

Acqg On : 20 Jun 2024 19:27

Operator : MD/SY

Sample : P2909-02ME

Misc : 4.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 28 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 13.080 3658 3667 3674 rBV1e 1267 2054 0.27% 0.036%
78 13.142 3679 3686 3697 rVB3 8941 15481 2.02% 0.269%
79 13.225 3707 3712 3714 rBV3 974 901 0.12% 0.016%
80 13.273 3723 3727 3736 rVB6 1983 2723 0.35% 0.047%
81 13.341 3736 3748 3754 rBV1e 1302 2644 0.34% 0.046%
82 13.370 3754 3757 3763 rVV5 641 551 0.07% 0.010%
83 13.437 3772 3778 3780 rBV5 1206 1195 0.16% 0.021%
84 13.521 3802 3804 3807 rBV4 474 321 0.04% 0.006%
85 13.543 3807 3811 3813 rBV4 985 735 0.10% 0.013%
86 13.749 3872 3875 3878 rBV3 798 621 ©0.08% 0.011%
87 13.849 3898 3906 3908 rBV6 1424 1763 0.23% 0.031%
88 13.952 3934 3938 3939 rBV 694 482 0.06% ©0.008%
89 13.994 3946 3951 3959 rVB7 3137 3711 0.48% 0.064%
990 14.090 3972 3981 3995 rBV 22176 44147 5.75% 0.766%
91 14.193 4006 4013 4024 rVBS8 5991 10011 1.30% 0.174%
92 14.932 4241 4243 4244 rBV2 1345 523 0.07% 0.009%
93 15.222 4324 4333 4347 rBV 29214 51696 6.73% 0.897%
94 15.408 4385 4391 4404 rVB3 12208 20539 2.67% 0.356%
95 15.955 4556 4561 4575 rVB3 8731 14562 1.90% 0.253%
96 16.122 4611 4613 4614 rBV2 1169 459 0.06% 0.008%
97 16.148 4614 4621 4627 rVV3 7878 11529 1.50% 0.200%
98 16.260 4650 4656 4663 rBV3 8640 14207 1.85% 0.247%
99 16.412 4695 4703 4709 rBV4 9932 14657 1.91% 0.254%
100 17.096 4908 4916 4930 rBV5 10842 20037 2.61% 0.348%
Sum of corrected areas: 5761491
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59390.D

Acqg On : 20 Jun 2024 19:27

Operator : MD/SY

Sample : P2909-02ME

Misc : 4.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 28 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

Abundance TIC: VU059390.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59390.D

Acqg On : 20 Jun 2024 19:27

Operator : MD/SY

Sample : P2909-02ME

Misc : 4.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 28 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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.142 2.91 ug/L 15481 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 72
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 64
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 59
Abundance Scan 3686 (13.142 min): VU059390.D\data.ms (-3679) (- | m/z 56.90 100.00%
56.9
5000
NIVANINWLA A
“ ‘ ‘ 85.0 113.0 13.00 13.50
b i L w/z 71.00  46.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22080: Nonane, 3-methyl-
57.0
w1t ) gl
5000 20.0 R S
13.00 13.50
m/z 55.95 25.25%
113.0
O\\\‘\‘\l\\“";\\““\\“}\8‘?.\0\\‘\\\‘\‘\\\]-\4‘2\.\0\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59066: Undecane, 2,5-dimethyl-
57.0 "
Lo Wk fy
13.00 13.50
5000 m/z 43.00 21.68%
29.0 112.0
oo b B30 1410 1690
m/iz--> 20 40 60 80 100 120 140 160 180 ﬂ m ﬂ ”/\M i m
Abundance #22091: Octane, 2,6-dimethyl- l‘ ‘"M L A ‘
57.0 13.00 13.50
m/z 40.85 21.24%
5000
29.0
gso 1130
S N i T U A T 1
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59390.D

Acqg On : 20 Jun 2024 19:27

Operator : MD/SY

Sample : P2909-02ME

Misc : 4.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 28 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 Azulene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.090 8.29 ug/L 44147  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 Azulene 128 C10H8 000275-51-4 91
4 Naphthalene 128 C10H8 000091-20-3 91
5 Azulene 128 C10H8 000275-51-4 90
Abundance Scan 3981 (14.090 min): VU059390.D\data.ms (-3972) (- | m/z 128.00 100.00%
128.0
5000
T \
50.9 73.9 101.9 14.00
O breprrrrprrerprrrprrrder g ety m/z 128.96 0 12.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13686: Naphthalene
128.0
5000 — :
14.00
m/z 126.90  12.64%
51.0 75.0 102.0
OH\‘HH‘HH‘HH‘\\Hi‘\\\\‘\w\\‘\“M‘\\H‘HH“HH‘HH‘HE‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13681: Azulene
128.0
L ‘
14.00
5000 m/z 101.90 8.61%
51.0 102.0
75.0
H“1‘4"9“‘23"9”0“HHHMHMH"‘Wl‘mwm“uwuwm‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13679: Azulene 7
128.0 14.00
m/z 50.90 6.66%
5000
51.0 4.0 102.0
P N vl S R AL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59390.D

Acqg On : 20 Jun 2024 19:27

Operator : MD/SY

Sample : P2909-02ME

Misc : 4.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 28 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 5 Benzocycloheptatriene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.408 3.86 ug/L 20539 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
2 1H-Indene, 1l-ethylidene- 142 C11H10 002471-83-2 87
3 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 87
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 86
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 86
Abundance Scan 4391 (15.408 min): VU059390.D\data.ms (-4385) (- | m/z 142.00 100.00%
142.0
5000
115.0
=
3gg 631 88.9 ‘ | 15.50
bbbt b the b WL m/z 141,00 89.42%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22140: Benzocycloheptatriene
141.0
5000 ﬂh
115.0 15.50
m/z 115.00  31.80%
39.0 630 g9
0 \‘\H‘\‘\HHHHNHHM‘\‘H‘“HW\‘\\i‘\“‘uu‘\u\‘\‘\}\‘HH“HHH ‘M\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22152: 1H-Indene, 1-ethylidene-
141.0
L {
15.50
5000 115.0 m/z 138.90 20.06%
39.0 63‘-0‘ 89.0
0“HH‘HHHHHMHm‘hhﬂmm‘HMMHH‘HH‘MM‘HH‘HH;MH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22147: Naphthalene, 1-methyl- 7
142.0 15.50
m/z 143.00 15.47%
5000 115.0
Qrvprteprrm e b e e e e o
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59390.D

Acqg On : 20 Jun 2024 19:27

Operator : MD/SY

Sample : P2909-02ME

Misc : 4.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 28 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 Naphthalene, 2-ethenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.955 2.74 ug/L 14562  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 72
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 64
3 Biphenyl 154 C12H10 000092-52-4 64
4 Biphenyl 154 C12H10 000092-52-4 59
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 59
Abundance Scan 4561 (15.955 min): VU059390.D\data.ms (-4556) (- | m/z 154.00 100.00%
154.0
5000
75.9
“ - S 1 ‘N\
438 050 1150 “ 16.00
0 M " ‘MJ“““M e Tmyz 152,95 52.66%
miz--> 20 40 60 80 100 120 140 160
Abundance #31481: Bipheny
154.0
LA nN
5000 UV
16.00
76.0 m/z 152.00  29.69%
51.0
128.0
O ‘2\7\.()\\“ T \“} T “M T \H\“ \‘\‘\J\-(‘)‘z\.c\)\‘\ ‘ \Hl T \“ T \“ ‘\ ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #31492: Naphthalene, 2-ethenyl-
154.0 A f\ {\L
JENIIN
16.00
5000 m/z 75.90 29.43%
128.0
o270 510 10 1020 T ]
At
miz--> 20 40 60 80 100 120 140 160 F
Abundance #31485: Biphenyl ‘ T
154.0 16.00
m/z 154.90  21.72%
5000
76.0
51.0 “ 102.0 12§.0 ‘ /\ /\
O S . IR
m/z--> 20 40 60 80 100 120 140 160 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59390.D

Acqg On : 20 Jun 2024 19:27

Operator : MD/SY

Sample : P2909-02ME

Misc : 4.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 28 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 Naphthalene, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.260 2.67 ug/L 14207 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94

Abundance Scan 4656 (16.260 min): VU059390.D\data.ms (-4650) (- | m/z 156.00 100.00%
156.0
5000 /\ /\
127.9 e L L
500 08 ‘ M 207.0 16.00 16.50
o"w‘mmJuw‘lw“‘w”H_H“_ULM e m/z 141.00  70.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0 J\/\
5000 T T T \‘ T T /\\
16.00 16.50
m/z 155.00  41.81%
51.0 77.0 115.0
O \\\‘2\7\.\0\“ T \“\.\‘u\\‘H“\\‘\\‘\\\‘\‘\‘l‘\ \‘i‘\ \‘M’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 A
e S
16.00 16.50
5000 ITI/Z 127.90 21.00%
77.0 115.0
51.
22 Misred 0 MR N N S
m/z--> 20 40 60 80 100 120 140 160 180 200 " . . l
Abundance #33162: Naphthalene, 1,6-dimethyl- i — L
156.0 16.00 16.50
m/z 153.00 16.68%
5000
770 1150 N
51.0
SIS T P e P O N O | B LY
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59390.D

Acqg On : 20 Jun 2024 19:27

Operator : MD/SY

Sample : P2909-02ME

Misc : 4.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 28 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 Naphthalene, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.412 2.75 ug/L 14657 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 93
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 93
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 92
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 90

Abundance Scan 4703 (16.412 min): VU059390.D\data.ms (-4695) (- | m/z 155.95 100.00%
155.9
5000 ﬁ\ /\
768 1149 . . ‘/\‘ ‘A‘ ‘/\‘A‘
a29 | ‘ | M 206.9 282.( 16.50
ol L Ll T m/z 141,08 93.51%
m/z--> 50 100 150 200 250
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0
5000 1650/\ /\ "
m/z 155.00 33.76%
77.0 115.0
Ot ?%()i‘ \H\‘H‘\ T \‘\ ‘h\ ‘i‘ “M\ L B B B B B B
miz--> 50 100 150 200 250
Abundance #33150: Naphthalene, 2,3-dimethyl- /\
156.0 ﬂ
16.50
5000 m/z 114.90  24.65%
76.0 115.0 m
PN N w1 I —
m/z--> 50 100 150 200 250 ﬁ m
Abundance #33151: Naphthalene, 1,2-dimethyl- —h H —H
156.0 16.50
m/z 152.90 20.89%
5000
76.0 115.0 N
o2 L A )
miz--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59390.D

Acqg On : 20 Jun 2024 19:27

Operator : MD/SY

Sample : P2909-02ME

Misc : 4.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 28 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 Hexa-2,4-diyn-1-ylbenzene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.096 3.76 ug/L 20037 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 53
2 Hexa-2,4-diyn-1-ylbenzene 154 C12H1e 000520-74-1 53
3 Acenaphthene 154 C12H10 000083-32-9 50
4 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 50
5 Acenaphthene 154 C12H1e 000083-32-9 49
Abundance Scan 4916 (17.096 min): VU059390.D\data.ms (-4908) (- | m/z 152.90 100.00%
152.9
5000
8.9 NS N B U SV
206.9
9 | | 280. 17.00 )
0 ‘Mu “‘ Ll i T m/z 154.00  85.80%
miz-> 50 100 150 200 250
Abundance #31488: Acenaphthene
154.0
5000 : N S A
76.0 17.00
m/z 151.90  63.04%
O T T \ ‘\ “ \“‘ \M\ T ‘1%5\ Q\ T M\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #31494: Hexa-2,4-diyn-1-ylbenzene
153.0
TEENATE AT
17.00
5000 m/z 75.90 28.47%
76.0 115.0
oL 29 | Lo \ | M o
miz—-> 50 100 150 200 250 | m
Abundance #31489: Acenaphthene ik ‘
154.0 17.00
m/z 150.90  21.53%
5000
76.0 (\
39.0
L R I - 1
m/z--> 50 100 150 200 250 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59390.D

Acqg On : 20 Jun 2024 19:27

Operator : MD/SY

Sample : P2909-02ME

Misc : 4.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 28 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: S... 13.142 2.9 ug/L 15481 3 11.810 266207 50.0
Azulene 14.090 8.3 ug/L 44147 3 11.810 266207 50.0
Benzocyclohepta... 15.408 3.9 ug/L 20539 3 11.810 266207 50.0
Naphthalene, 2-... 15.955 2.7 ug/L 14562 3 11.810 266207 50.0
Naphthalene, 2,... 16.260 2.7 ug/L 14207 3 11.810 266207 50.0
Naphthalene, 2,... 16.412 2.8 ug/L 14657 3 11.810 266207 50.0
Hexa-2,4-diyn-1... 17.096 3.8 ug/L 20037 3 11.810 266207 50.0

SFAMULMO52924WMA.M Mon Jun 24 13:43:22 2024 12



