LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59387.D

Acqg On : 20 Jun 2024 18:17

Operator : MD/SY

Sample : P2871-14ME

Misc : 4.76g/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\SFAMULMO52924WMA .M
Title : VOC Analysis

Signal : TIC: VU@59387.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.592 86 94 111 rBV 39302 60695 5.32% 0.565%
2 1.869 136 180 193 rBV8 74937 469945 41.16% 4.375%
3 2.541 377 389 403 rVB 97089 155453 13.61% 1.447%
4 2.631 412 417 424 rBV2 1452 1861 0.16% 0.017%
5 2.769 452 460 467 rBvV3 1236 2038 0.18% 0.019%
6 2.946 505 515 531 rBV2 15490 30507 2.67% 0.284%
7 3.030 531 541 556 rVB4 4549 10161 ©.89% 0.095%
8 3.171 579 585 596 rBV5 677 1383 0.12% 0.013%
9 3.570 705 709 718 rBV2 414 639 0.06% 0.006%
106 4.084 866 869 874 rVB2 320 289 0.03% 0.003%
11 4.621 1024 1036 1072 rBV 57064 166646 14.59% 1.551%
12 4.920 1126 1129 1133 rVB 388 276 0.02% 0.003%
13 5.052 1155 11760 1191 rBV 99523 221120 19.36% 2.058%
14 5.406 1278 1280 1283 rBV2 389 314 0.03% 0.003%
15 5.711 1356 1375 1401 rBV2 209352 564824 49.46% 5.258%
16 6.123 1498 1503 1506 rBV2 313 356 0.03% ©0.003%
17 6.238 1526 1539 1564 rBV 298873 580679 50.85% 5.406%
18 6.364 1575 1578 1584 rBV3 505 412 0.04% 0.004%
19 6.483 1610 1615 1617 rBV2 298 310 0.03% 0.003%
20 6.525 1619 1628 1640 rVB6 2884 6181 ©0.54% 0.058%
21 6.682 1662 1677 1698 rBV2 130020 258838 22.67% 2.410%
22 6.949 1755 1760 1763 rBV 368 434 0.04% 0.004%
23 7.193 1824 1836 1842 rBV6 2099 3613 0.32% 0.034%
24  7.248 1850 1853 1858 rVB3 313 316 ©0.03% 0.003%
25 7.454 1912 1917 1921 rBV 246 271 0.02% 0.003%
26 7.560 1939 1950 1974 rVWV 63627 117585 10.30%  1.095%
27 7.708 1984 1996 1999 rBV5 1040 1779 0.16% 0.017%
28 7.891 2040 2053 2071 rBV 239963 420041 36.79%  3.910%
29 8.074 2104 2110 2113 rBV3 391 429 0.04% 0.004%
30 8.177 2131 2142 2160 rBV 42618 77816 6.81% 0.724%
31 8.287 2171 2176 2180 rBvV2 233 306 0.03% 0.003%
32 8.332 2187 2190 2197 rVB2 279 352 0.03% 0.003%
33  8.460 2226 2230 2232 rBV2 540 370 0.03% 0.003%
34 8.550 2251 2258 2264 rBvV2 1337 1671 0.15% 0.016%
35 8.637 2274 2285 2320 rBV 181550 374109 32.76%  3.483%
36 9.277 2479 2484 2485 rBv2 306 291 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59387.D

Acqg On : 20 Jun 2024 18:17

Operator : MD/SY

Sample : P2871-14ME

Misc : 4.76g/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\SFAMULMO52924WMA .M
Title : VOC Analysis
37 9.412 2513 2526 2552 rBV 435610 742943 65.06% 6.916%
38 9.573 2567 2576 2597 rBV4 5759 12510 1.10% 0.116%
39 9.698 2606 2615 2626 rBV2 3520 6026 0.53% 0.056%
40 10.103 2733 2741 2750 rVB6 1358 2120 0.19% 0.020%
41 10.251 2784 2787 2791 rBV3 378 322  0.03% 0.003%
42 10.450 2844 2849 2852 rBv2 281 293 0.03% 0.003%
43 10.486 2852 2860 2864 rVV3 729 975 ©.09% 0.009%
44 10.544 2870 2878 2882 rBV 309 441 0.04% 0.004%
45 10.753 2926 2943 2965 rBV 235106 385202 33.73% 3.586%
46 11.000 3009 3020 3025 rBV3 4995 7954 0.70% 0.074%
47 11.093 3045 3049 3057 rVB3 708 996 0.08% 0.008%
48 11.296 3109 3112 3116 rBV3 396 281 ©0.02% 0.003%
49 11.415 3140 3149 3154 rBv4 1148 1613 0.14% 0.015%
50 11.470 3158 3166 3175 rBV 4307 6341 0.56% 0.059%
51 11.544 3183 3189 3196 rBV4 1066 1498 0.13% 0.014%
52 11.746 3248 3252 3259 rVB3 961 1021 0.09% 0.010%
53 11.811 3259 3272 3296 rBV 492475 795231 69.64% 7.403%
54 11.955 3312 3317 3320 rBV3 836 718 0.06% 0.007%
55 12.097 3354 3361 3367 rvv3 2261 2767 0.24% 0.026%
56 12.190 3376 3390 3419 rBV 283025 473197 41.44% 4.405%
57 12.315 3419 3429 3442 rBV2 13372 21909 1.92% 0.204%
58 12.579 3502 3511 3515 rBV3 1579 1908 0.17% ©0.018%
59 12.753 3559 3565 3576 rVB4 1815 2920 0.26% 0.027%
60 12.920 3609 3617 3622 rBV3 1377 1974 0.17% 0.018%
61 12.974 3631 3634 3639 rVB2 598 642 0.06% 0.006%
62 13.003 3639 3643 3645 rBV 398 341 0.03% 0.003%
63 13.026 3645 3650 3652 rBV3 539 597 0.05% 0.006%
64 13.174 3691 3696 3698 rVB3 538 475 0.04% 0.004%
65 13.193 3698 3702 3706 rBV3 350 355 0.03% 0.003%
66 13.428 3769 3775 3781 rBV4 3327 4186 ©0.37% 0.039%
67 13.521 3796 3804 3814 rBV4 5902 8538 0.75% 0.079%
68 13.579 3819 3822 3824 rVV3 693 473 0.04% 0.004%
69 13.627 3828 3837 3850 rVB7 6303 12965 1.14% 0.121%
70 13.695 3854 3858 3862 rBV3 423 442 0.04% 0.004%
71 13.727 3862 3868 3873 rBV3 1113 1338 0.12% 0.012%
72 13.843 3898 3904 3913 rVB7 1163 1585 0.14% 0.015%
73 13.974 3943 3945 3947 rBV2 488 270 0.02% 0.003%
74 13.987 3947 3949 3955 rVB4 776 608 0.05% 0.006%
75 14.016 3955 3958 3963 rVB3 514 397 0.03% 0.004%

76 14.084 3963 3979 3997 rBV 432474 705136 61.75% 6.564%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59387.D

Acqg On : 20 Jun 2024 18:17

Operator : MD/SY

Sample : P2871-14ME

Misc : 4.76g/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\SFAMULMO52924WMA .M
Title : VOC Analysis
77 14.206 4012 4017 4031 rVB2 8096 13298 1.16% 0.124%
78 14.283 4038 4041 4045 rBV2 498 345 0.03% 0.003%
79 14.396 4074 4076 4080 rBV4 360 302 0.03% 0.003%
80 14.447 4084 4092 4100 rVB4 5091 6836 0.60% 0.064%
81 14.511 4109 4112 4116 rBV3 614 565 0.05% 0.005%
82 14.601 4137 4140 4143 rBV2 350 285 0.02% 0.003%
83 14.672 4155 4162 4171 rBV6 2042 3211 0.28% 0.030%
84 15.068 4280 4285 4294 rVB5 3078 4611 0.40% 0.043%
85 15.167 4310 4316 4320 rBV4 3345 4123 0.36% 0.038%
86 15.219 4320 4332 4354 rVV 733349 1141878 100.00% 10.630%
87 15.334 4363 4368 4376 rVB3 6800 9315 ©0.82% 0.087%
88 15.405 4378 4390 4408 rVB 351956 578928 50.70% 5.389%
89 15.704 4482 4483 4486 rBV2 655 438 0.04% 0.004%
90 15.949 4548 4559 4572 rBV 100683 164119 14.37% 1.528%
91 16.142 4609 4619 4628 rBV 154602 243374 21.31%  2.266%
92 16.257 4644 4655 4676 rBV 187940 352723 30.89% 3.284%
93 16.351 4677 4684 4690 rVv4 12462 22650 1.98% 0.211%
94 16.405 4691 4701 4707 rVV 245182 402789 35.27%  3.750%
95 16.441 4708 4712 4727 rVB 141642 206739 18.11% 1.925%
96 16.633 4755 4772 4794 rVB2 76200 196769 17.23% 1.832%
97 16.781 4808 4818 4833 rBV 50415 83386 7.30% 0.776%
98 16.878 4838 4848 4860 rBV2 69807 118077 10.34% 1.099%
99 16.977 4873 4879 4888 rVB4 20308 30866 2.70% 0.287%
100 17.090 4904 4914 4935 rBV 239681 414852 36.33% 3.862%

Sum of corrected areas: 10742207
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62024\

: VU@59387.D

: 20 Jun 2024 18:17

: MD/SY

. P2871-14ME

: 4.76g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 25

Sample Multiplier: 1

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

: VOC Analysis

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

Abundance
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400000

300000
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o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59387.D

Acqg On : 20 Jun 2024 18:17

Operator : MD/SY

Sample : P2871-14ME

Misc : 4.76g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 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 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.084 44.34 ug/L 705136  1,4-Dichlorobenzene-d4 11.810
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 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 90
Abundance Scan 3979 (14.084 min): VU059387.D\data.ms (-3963) (- | m/z 128.00 100.00%
128.0
5000 A
14.00 |
50.9 73.9 102.0 .
o‘Hw‘Hw‘uhw‘mwwHMm‘_‘H‘WH_WWZ‘Q?:Q m/z 127.00  13.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 — :
14.00
m/z 129.00 10.92%
51.0 750 102.0 H
O\\\\‘\\\\‘\\“\\‘W\\w“\\\\“‘\\\\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
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 8.32%
51.0 102.0
o o SO T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: Azulene — ‘
128.0 14.00
m/z 126.00 7.49%
5000
51.0 102.0
N O I _
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\VU062024\
Data File : VU@59387.D

Acqg On : 20 Jun 2024 18:17

Operator : MD/SY

Sample : P2871-14ME

Misc : 4.76g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 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 Naphthalene, 2-ethenyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.949 10.32 ug/L 164119 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 94
2 Biphenyl 154 C12H10 000092-52-4 93
3 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 83
4 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 80
5 Biphenyl 154 C12H10 000092-52-4 76

Abundance Scan 4559 (15.949 min): VU059387.D\data.ms (-4548) (- | m/z 153.95 100.00%

158.9
5000
L N A A

75.9
16.00
38.9 1149
ol S8l 2079 2810 153,00 42.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31485: Biphenyl
154.0 M
5000
16 00
m/z 152.00  29.37%
‘ 115.0
O ’HH‘HH‘W\H“HH‘HH‘\H}H‘H \‘\\H‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31482: Biphenyl
154.0
16 00
5000 ITI/Z 75.90 15.10%
39.0 ‘ 115.0
O et ettt el e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance

#31492: Naphthalene, 2-ethenyl-
154.0 16 OO

m/z 155.00  13.13%

5000 /\JM
Lo 0 a0 | I

m/z--> 20 40 60 80 100120 140 160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59387.D

Acqg On : 20 Jun 2024 18:17

Operator : MD/SY

Sample : P2871-14ME

Misc : 4.76g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 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, 1-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.142  15.30 ug/L 243374  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 97
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 97
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 94
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
Abundance Scan 4619 (16.142 min): VU059387.D\data.ms (-4609) (- | m/z 141.00 100.00%
141.0
—— —
g9 760 J | ‘ 16.00 16.50
ob iy 11080 2069 2804 ;155,95  46.83%
miz-> 50 100 150 200 250
Abundance #33122: Naphthalene, 1-ethyl-
141.0
5000
16.00 16.50
m/z 114.95 20.87%
270 630 1024 l
0y “\ ‘\ w \“‘\”h\ L .r‘\ ‘h\ ‘i ‘M\ L B s s B e
m/z--> 50 100 150 200 250
Abundance #33127: Naphthalene, 1-ethyl-
141.0
s —
16.00 16.50
5000 m/z 141.95 13.04%
ol o 80 a20
m/z-> 50 100 150 200 250 /
Abundance #33125: Naphthalene, 2-ethyl- s ey ek
141.0 16.00 16.50
m/z 127.95 9.50%
- ML/
76.0
0 : ?gw‘oi\ \‘\‘\ Hh‘ | ]‘-‘lpr(‘)\\‘\‘ \“ “\H‘ — — ‘/\‘ J\(\ "
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59387.D

Acqg On : 20 Jun 2024 18:17

Operator : MD/SY

Sample : P2871-14ME

Misc : 4.76g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 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 6
R.T. EstConc Area Relative to ISTD R.T.

16.257 22.18 ug/L 352723 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 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 4655 (16.257 min): VU059387.D\data.ms (-4644) (- | m/z 156.00 100.00%
1

56.0
5000
115.0

76.0 16.00 16.50
38.9 ‘H\H\‘ - “‘\‘\‘ Il ‘M

oL ‘ 2825 m/z 140.95  64.75%

miz--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0

5000 —— —
16.00 16.50
770 1150 m/z 154.95 35.06%
ALY R Y
miz--> 50 100 150 200 250
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0 /\
16.00 16.50
5000 m/z 153.00 13.99%
115.0
o390 10 T m o
miz--> 50 100 150 200 250
Abundance #33137: Naphthalene, 1,6-dimethyl- cOT b
156.0 16.00 16.50

m/z 114.95 13.67%

77.0 115.0
0 39'0\ Ly I ‘ L1l M /L

—
miz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59387.D

Acqg On : 20 Jun 2024 18:17

Operator : MD/SY

Sample : P2871-14ME

Misc : 4.76g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 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 5
R.T. EstConc Area Relative to ISTD R.T.
16.405 25.33 ug/L 402789 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
Abundance Scan 4701 (16.405 min): VU059387.D\data.ms (-4691) (- | m/z 156.00 100.00%
156.0
5000 | ﬂ
115.0
390 76.9 ‘ ‘ 16.50
Obrrrrrmreprrbebod s A AL 2090 2810 140,95 82.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 T
16.50
m/z 154.95  27.62%
76.0
O\H‘H3H9“\0\“H"‘h\‘\“!“‘H‘H‘H\\‘\“!‘H“\\M’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0 A
ViVAWRBvAY
16.50
5000 m/z 114.95  18.14%
77.0 115.0
0 39.0
N ’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280 N
Abundance #33148: Naphthalene, 2,3-dimethyl- /\“
156.0 16 50
m/z 153.00 14.52%
5000
a0 Y MM
I R RN I Y O
m/z--> 20 40 60 80 100120140160180200220240260280 16. 50

SFAMULM@52924WMA.M Mon Jun 24 13:41:42 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59387.D

Acqg On : 20 Jun 2024 18:17

Operator : MD/SY

Sample : P2871-14ME

Misc : 4.76g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 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 Naphthalene, 1,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.441 13.00 ug/L 206739 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
Abundance Scan 4712 (16.441 min): VU059387.D\data.ms (-4708) (- | m/z 156.00 100.00%
156.0
5000
1149
76.9 16.50
509 e b A 209.0
0 bbb A Ml 9T m/z 141,00 73.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000
16.50
115.0 ITI/Z 155.00 34.76%
51.0
27.0
O\\\‘\\\\“\\\\‘\\\HU"\\\\‘\\\‘\‘\“!‘\\“\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0 \
SISAWE VAW
16.50
5000 m/z 114.90 16.92%
115.0
51.0 ‘
AR T S—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl- \ ; —F=
156.0 16.50
m/z 153.00 15.17%
5000
7.0 128.0
40 "0 400070 )
O bt bty e et ey e 2
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59387.D

Acqg On : 20 Jun 2024 18:17

Operator : MD/SY

Sample : P2871-14ME

Misc : 4.76g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 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 Naphthalene, 1,7-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.634  12.37 ug/L 196769 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 4772 (16.633 min): VU059387.D\data.ms (-4755) (- | m/z 156.00 100.00%
156.0
5000
115.0 o A —
75.9 ‘ 16.50 17.00
50.9
0 "w‘w‘m“\w\‘umw‘H‘,n‘!“W‘HMW‘W%Q?:Q m/z 140.95  85.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
16.50 17.00
115.0 m/z 155.00 28.24%
51.0 ‘
O \\\‘2\7\\0\“\\“\ \“‘h\‘\”!h‘\1‘\\‘\\\\’\“!‘\\“\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
IS VAL Wiy
16.50 17.00
5000 m/z 114.95  20.61%
115.0
27.0 510 |
0 "wH‘m"H“‘1un‘Hu‘mw‘H‘,u‘!h‘UHMWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl- —F =
156.0 16.50 17.00
m/z 128.00 14.56%
5000
770 115.0
51.0 :
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59387.D

Acqg On : 20 Jun 2024 18:17

Operator : MD/SY

Sample : P2871-14ME

Misc : 4.76g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 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 Naphthalene, 1,3-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.781 5.24 ug/L 83386 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 4818 (16.781 min): VU059387.D\data.ms (-4808) (- | m/z 141.00 100.00%

141.0
5000

389 759 ‘ ‘ \M Jess 16.50 17.00
ol dde e Ll 1909 2889 /s 156,00 81.02%
miz-> 50 100 150 200 250
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000 ﬁk T
1650 17.00

m/z 114.95  22.56%

T T \39‘\ Oi‘ T h T ‘H‘\ ‘\ ‘ T “‘ ‘ ‘ “m T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0

o

1650 1700
5000 m/z 155.05 17.02%
115.0
90 80 1|
ob— i L il
miz--> 50 100 150 200 250
Abundance #33160: Naphthalene, 1,4-dimethyl- L

156.0 1650 1700

m/z 127.95 16.18%

5000

115.0
77.0
0 39"Q\ L ‘ I \H\‘ : ‘AW

miz--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59387.D

Acqg On : 20 Jun 2024 18:17

Operator : MD/SY

Sample : P2871-14ME

Misc : 4.76g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 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 1,1'-Biphenyl, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.878 7.42 ug/L 118077 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 90
2 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 55
3 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 55
4 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 55
5 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 50

Abundance Scan 4848 (16.878 min): VU059387.D\data.ms (-4838) (- | m/z 152.00 100.00%

152.0
5000

38.9 114.8 ‘ ‘ 16.50 17.00
Obpror e m”l‘ s u‘um_w‘w‘m“ww“hﬁz‘:qwwwﬁ??a?u m/z 168.00  93.61%
m/z--> 20 40 60 80 100120140160 180200220 240260280
Abundance #43642: 1,1'-Biphenyl, 2-methyl-
168.0
5000 A

1650 1700
m/z 167.10 61.91%

c10 830 1150
O H‘HH‘\H\‘HH‘HH‘HH‘H
miz-> 20 40 60 80 100120140160 180200220 240260280

Abundance #43638: 1,1'-Biphenyl, 4-methyl-
168.0
1650 1700
5000 ITI/Z 165.00 24.91%
510 830 1150 h ‘
0‘V‘H_‘HMH‘MW\W‘H‘_H‘m‘m“H‘H‘WH‘W‘H‘_H‘_‘H‘H
m/z--> 20 40 60 80 100120140160180200220240260280 \
Abundance #43641: 1,1-Biphenyl 2-methy- Ay
168. 16.50 17.00
m/z 153.00 24.81%
5000
0 51.0 \H\ 115.0 | ‘ /\’M
P e e e e e e ey
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\VU062024\
Data File : VU@59387.D

Acqg On : 20 Jun 2024 18:17

Operator : MD/SY

Sample : P2871-14ME

Misc : 4.76g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 25 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|
Azulene 14.084 44.3 ug/L 705136 3 11.810 795231 50.0
Naphthalene, 2-... 15.949 10.3 ug/L 164119 3 11.810 795231 50.0
Naphthalene, 1-... 16.142 15.3 wug/L 243374 3 11.810 795231 50.0
Naphthalene, 2,... 16.257 22.2 ug/L 352723 3 11.810 795231 50.0
Naphthalene, 2,... 16.405 25.3 ug/L 402789 3 11.810 795231 50.0
Naphthalene, 1,... 16.441 13.0 ug/L 206739 3 11.810 795231 50.0
Naphthalene, 1,... 16.634 12.4 ug/L 196769 3 11.810 795231 50.0
Naphthalene, 1,... 16.781 5.2 ug/L 83386 3 11.810 795231 50.0
1,1'-Biphenyl, ... 16.878 7.4 ug/L 118077 3 11.810 795231 50.0
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