LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061824\
Data File : VU@59332.D

Acqg On : 18 Jun 2024 23:25

Operator : MD/SY

Sample : P2873-03 200X

Misc : 2.64g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 40 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@59332.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 88 95 108 rBV 49640 58418 4.02% 0.746%
2 1.908 184 192 209 rVB 47779 64586 4.45% 0.825%
3 2.560 384 395 408 rBV 80469 132622 9.13% 1.695%
4 2.721 443 445 448 rBV2 168 96 0.01% 0.001%
5 2.917 498 506 509 rBvV3 524 715 0.05% 0.009%
6 3.039 528 544 563 rBV2 28766 55103 3.79% 0.704%
7 3.171 578 585 586 rBv2 508 494 0.03% 0.006%
8 3.216 596 599 601 rBV 255 198 ©0.01% ©0.003%
9 3.383 648 651 653 rBv 203 153 0.01% 0.002%
10 3.428 660 665 668 rBv2 236 295 0.02% 0.004%
11  3.612 718 722 730 rBv2 189 276 0.02% 0.004%
12 3.663 735 738 742 rBV2 318 292 0.02% 0.004%
13 3.837 788 792 795 rBV 164 184 0.01% 0.002%
14 3.940 822 824 827 rBV2 187 119 0.01% 0.002%
15 3.988 834 839 841 rBV 149 147 0.01% 0.002%
16 4.039 851 855 857 rBV 178 174 0.01% 0.002%
17 4.290 930 933 935 rBV2 198 123  0.01% 0.002%
18 4.309 936 939 941 rBV2 230 154 0.01% 0.002%
19 4.419 968 973 975 rBV 368 287 0.02% 0.004%
20 4.525 1002 1006 1010 rBV2 236 247 0.02% ©0.003%
21  4.615 1024 1034 1062 rBV 50341 123934 8.53% 1.584%
22 4.933 1129 1133 1136 rBvV3 320 367 0.03% 0.005%
23 5.055 1156 1171 1200 rBV 83500 188187 12.96%  2.405%
24 5.239 1221 1228 1232 rBV2 238 390 0.03% 0.005%
25 5.296 1243 1246 1247 rW 208 115 ©0.01% 0.001%
26 5.325 1251 1255 1257 rBV2 165 144 0.01% 0.002%
27 5.380 1267 1272 1273 rBV 200 173 0.01% 0.002%
28 5.396 1275 1277 1279 rBV 173 89 0.01% 0.001%
29 5.412 1279 1282 1283 rBV 148 89 0.01% 0.001%
30 5.550 1321 1325 1329 rBV2 210 223  0.02% 0.003%
31 5.718 1357 1377 1409 rBV3 165147 460038 31.67% 5.878%
32 5.911 1430 1437 1439 rBv3 425 464 0.03% 0.006%
33 5.981 1457 1459 1462 rVB2 211 120 0.01% 0.002%
34 6.001 1462 1465 1466 rBV 357 181 0.01% 0.002%
35 6.091 1488 1493 1497 rvv2 163 251 0.02% ©0.003%

36 6.245 1528 1541 1564 rBV 170977 331780 22.84%  4.239%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061824\
Data File : VU@59332.D

Acqg On : 18 Jun 2024 23:25

Operator : MD/SY

Sample : P2873-03 200X

Misc : 2.64g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 40 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 6.534 1620 1631 1642 rVB6 3938 8185 0.56% 0.105%
38 6.579 1642 1645 1648 rBV 281 190 0.01% 0.002%
39 6.618 1654 1657 1660 rBV2 194 148 0.01% 0.002%
40 6.685 1665 1678 1703 rVV 108260 212951 14.66% 2.721%
41 6.898 1737 1744 1747 rBV2 319 405 0.03% 0.005%
42 6.959 1760 1763 1765 rBV 185 158 0.01% 0.002%
43 7.068 1794 1797 1800 rBV 244 170 0.01% 0.002%
44 7.100 1805 1807 1810 rBV 161 114 0.01% 0.001%
45  7.132 1814 1817 1819 rBvV2 231 177 0.01% 0.002%
46  7.190 1830 1835 1843 rBV3 1355 1709 0.12% 0.022%
47  7.341 1878 1882 1883 rBV 224 154 0.01% 0.002%
48 7.380 1891 1894 1895 rBV 188 107 ©0.01% 0.001%
49 7.515 1933 1936 1939 rBV 188 176 0.01% 0.002%
50 7.563 1939 1951 1974 rVV2 46888 85905 5.91% 1.098%
51 7.753 2005 2010 2013 rBV 332 297 0.02% 0.004%
52 7.779 2015 2018 2021 rVV 224 163 0.01% 0.002%
53 7.798 2022 2024 2027 rVB2 299 146 0.01% 0.002%
54 7.894 2041 2054 2068 rBV 179504 311478 21.44%  3.980%
55  8.177 2132 2142 2163 rBV 32239 56294 3.88% 0.719%
56 8.367 2196 2201 2205 rBV 461 398 0.03% 0.005%
57 8.396 2205 2210 2213 rBvV2 213 243  0.02% ©0.003%
58 8.547 2243 2257 2273 rBV 742599 1256092 86.47% 16.050%
59 8.628 2274 2282 2317 rVB 125268 249463 17.17% 3.188%
60 9.078 2419 2422 2427 rBv2 274 304 0.02% 0.004%
61 9.226 2462 2468 2473 rBV 303 352 0.02% 0.004%
62 9.255 2474 2477 2480 rBV2 226 189 0.01% 0.002%
63 9.412 2514 2526 2554 rBvV 248980 424906 29.25% 5.429%
64 9.566 2564 2574 2590 rBV 77327 122433  8.43% 1.564%
65 9.689 2601 2612 2634 rVB 75501 131076 9.02% 1.675%
66 9.824 2648 2654 2657 rBV2 420 434 0.03% 0.006%
67 9.920 2681 2684 2687 rBV2 297 236 0.02% 0.003%
68 10.033 2715 2719 2721 rBV2 257 196 ©0.01% ©0.003%
69 10.100 2729 2740 2766 rVB4 35660 74146 5.10% 0.947%
70 10.193 2767 2769 2772 rVB2 256 107 0.01% 0.001%
71 10.277 2792 2795 2796 rBV 302 156 ©0.01% 0.002%
72 10.328 2809 2811 2815 rBV 230 182 0.01% 0.002%
73 10.422 2837 2840 2841 rBV 174 93 0.01% 0.001%
74 10.750 2930 2942 2961 rBV 165858 266852 18.37%  3.410%
75 10.907 2982 2991 3000 rBV3 2508 4230 0.29% 0.054%
76 10.997 3010 3019 3023 rBV2 10934 17154 1.18% 0.219%

SFAMULM@52924WMA.M Thu Jun 20 17:03:45 2024 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061824\
Data File : VU@59332.D

Acqg On : 18 Jun 2024 23:25

Operator : MD/SY

Sample : P2873-03 200X

Misc : 2.64g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 40 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 11.087 3039 3047 3063 rVB2 12008 19580 1.35% 0.250%
78 11.319 3104 3119 3128 rBV6 6308 13273 0.91% 0.170%
79 11.463 3151 3164 3176 rBV3 38360 62175 4.28% 0.794%
80 11.534 3176 3186 3196 rBV2 48504 76454  5.26% ©.977%
81 11.737 3242 3249 3259 rBV5S 992 1538 0.11% 0.020%
82 11.807 3259 3271 3289 rBV 257684 418391 28.80% 5.346%
83 11.949 3308 3315 3330 rVB3 6026 9425 0.65% 0.120%
84 12.090 3350 3359 3368 rBV4 8505 13263 0.91% 0.169%
85 12.190 3378 3390 3409 rBV 193907 320689 22.08%  4.098%
86 12.309 3416 3427 3446 rBV 116907 193854 13.35% 2.477%
87 12.750 3556 3564 3576 rVB3 10127 15237 1.05% 0.195%
88 13.026 3641 3650 3653 rBvV4 4501 5951 0.41% 0.976%
89 13.155 3683 3690 3701 rVB7 5862 8883 0.61% 0.114%
90 13.296 3727 3734 3738 rBV5 1781 2050 0.14% 0.026%
91 13.518 3794 3803 3818 rVB2 18405 28981 2.00% 0.370%
92 13.624 3827 3836 3850 rVB3 20455 35506 2.44% 0.454%
93 13.814 3892 3895 3896 rBV 391 269 0.02% 0.003%
94 14.081 3966 3978 4007 rBV 919976 1452598 100.00% 18.561%
95 14.203 4009 4016 4029 rVB 12078 21842 1.50% 0.279%
96 14.479 4099 4102 4104 rBV2 618 491 0.03% 0.006%
97 14.676 4156 4163 4172 rBV6 2823 4338 ©0.30% 0.055%
98 15.219 4321 4332 4352 rBV 166719 278990 19.21%  3.565%
99 15.405 4380 4390 4406 rBV 108982 181394 12.49% 2.318%
100 15.955 4554 4561 4574 rVB2 6817 11369 ©.78% 0.145%
Sum of corrected areas: 7825938
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061824\
Data File : VU@59332.D

Acqg On : 18 Jun 2024 23:25

Operator : MD/SY

Sample : P2873-03 200X

Misc : 2.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 40 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: VU059332.D\data.ms
800000
600000
400000
200000 5.718 6.245
6.68
. 5.055
1.596 1.908 2.560 4.615
| 2.7212. 9%?%%121638383:51583 maesg 43 525, 4. 934\ 5 AR 550/ \ 5. 6091 m
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘Y_‘—Y_F\T‘\\TT Y_Y_Y_Y—‘W_Y_Y—r ‘Y_Y_Y—TY_YY_Y—[TT\T‘\\ \\\W\‘T\‘T‘W\T"\\\‘ﬁﬁrﬁ\m\\ T
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 3.80 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 660
Abundance TIC: VU059332.D\data.ms
800000
8.547
600000
400000
9.412 11.807
200000 7.894 10.750 .
.628
9.566589
. , /\ 1ages
oL oB=adid 3 9 0RB2ZE5 /\9 82&2@;5@11@1!&2322 ‘101@359% ‘ ?8711§1 ‘ 11.73 1.94B09C
Time--> 9 00 9 50 10 00 10 50 11.00 11.50 12.00
Abundance TIC: VU059332.D\data.ms
14.p81
800000
600000
400000
200000 15.219
12.309 15.405
12.750 13.0236166208 33823 514 |14.203 14.4714.676 15.955
0 1 W—Y_"mr/\ﬁ\ T ‘ T T T T ‘ T 1 T T T—Y‘ T T T ‘ T T T T ‘ T T T ‘ T T ‘ T T ‘ T T T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061824\
Data File : VU@59332.D

Acqg On : 18 Jun 2024 23:25

Operator : MD/SY

Sample : P2873-03 200X

Misc : 2.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 40 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 Benzene, 1l-ethenyl-3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.534 9.14 ug/L 76454  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 96
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 94
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 94
4 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 94
5 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 94
Abundance Scan 3186 (11.534 min): VU059332.D\data.ms (-3176) (- | m/z 116.95 100.00%
11v.0
5000
91.0
NINAAWSL LS
38.9 62.9 76.9 11.50
oH_m,w,m“‘,mw“uu“‘m‘:‘”_m_Hu‘uw\“”w!‘_m‘ m/z 118.00  88.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10207: Benzene, 1-ethenyl-3-methyl-
117.0
5000 A L ‘/H
91.0 11.50
39.0 63.0 77 m/z 115.00  43.94%
OH‘\\\\’\Z\G\r\o’\\\}“’\H\H}Hl“1‘}‘\\‘\MM‘\\\\‘H\\\l‘q\ﬁ.\o‘\\!“H\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
SR
11.50
5000 m/z 91.00 32.08%
91.0
39.0
58.0 77.0
Obryrrrr 280 e Myl 2040 ML
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 Jl
Abundance #10205: Benzene, 1-ethenyl-2-methyl- i AR A AAﬂ
117.0 11.50
m/z 103.00  13.03%
5000
91.0
39.0 580 770 ‘ /\ (\
.- SN VA S £ 0 11O 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061824\
Data File : VU@59332.D

Acqg On : 18 Jun 2024 23:25

Operator : MD/SY

Sample : P2873-03 200X

Misc : 2.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 40 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 Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.309  23.17 ug/L 193854 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 1-Propyne, 3-phenyl- 116 CO9H8 010147-11-2 91
5 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
Abundance Scan 3427 (12.309 min): VU059332.D\data.ms (-3416) (- | m/z 114.95 100.00%
115.0
5000 \vy\ /\
At
62.9 89.0 12.00 12.50
38.9 | 758 ] |
Ob v v ey b SR el m/z 115.95 91.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9543: Indene
116.0
5000 — ——
12.00 12.50
63.0 m/z 62.90 12.61%
39.0 : 0
O‘\\H‘\2\61"8\\\1"\\\\i‘\\\‘1“1‘\‘\\‘\71‘6\‘\0‘\\i‘\“\u:\LR:;\.\q‘\‘} ‘\’HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9547: Benzene, 1-propynyl-
115.0 \
Y U
12.00 12.50
5000 m/z 89.00 10.55%
89.0
ol 260390 989 760 "I 1090 |
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 \ A
Abundance #9544: Benzene, 1-propynyl- i Tt
115.0 12.00 12.50
m/z 117.00 8.82%
5000
63.0 89.0
0 200 B0 T80 MA el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061824\
Data File : VU@59332.D

Acqg On : 18 Jun 2024 23:25

Operator : MD/SY

Sample : P2873-03 200X

Misc : 2.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 40 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 Benzene, (1-methyl-2-cyclop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.518 3.46 ug/L 28981 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 95
2 Cycloprop[alindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 95
3 2-Methylindene 130 C1eH1e 002177-47-1 94
4 Naphthalene, 1,2-dihydro- 130 CleH1ie 000447-53-0 93
5 1,4-Dihydronaphthalene 130 C1oH1e 000612-17-9 92
Abundance Scan 3803 (13.518 min): VU059332.D\data.ms (-3794) (- | m/z 130.00 100.00%
114.9130.0
5000
63.9 [\ [ \‘/\‘\ T
oa ) L ogme |
O brreprrrrprrreprrrrrrederr e et b el m/z 129.00  91.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
115.0
5000 ‘ A
13.50
m/z 114.90  91.94%
O\H’H\\‘%\7\8\H“HH}‘HH‘\‘!‘H‘H\’\\H‘\H\‘(\p\\\‘\\l\‘\\\‘\‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #15061: Cycloprop[alindene, 1,1a,6,6a-tetrahydro-
130.0
115.0 13.50
5000 m/z 128.00 51.86%
51.0
27.0 ‘ ‘ 770 ‘
S . T T O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15022: 2-Methylindene ‘ ‘ ‘
130.0 13.50
115.0 m/z 127.00  23.13%
5000 A
51.0
77.0
o220 T sse L L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061824\
Data File : VU@59332.D

Acqg On : 18 Jun 2024 23:25

Operator : MD/SY

Sample : P2873-03 200X

Misc : 2.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 40 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, 1,2-dihydro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.624 4.24 ug/L 35506 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dihydro- 130 C1oH1e 000447-53-0 90
2 2a,4a,6a,6b-Tetrahydrocyclopenta... 130 C10OH10 006053-74-3 90
3 Benzene, 1-butynyl- 130 C1eH1e 000622-76-4 81
4 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0H10 015677-15-3 76
5 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C1leH10 034324-40-8 76
Abundance Scan 3836 (13.624 min): VU059332.D\data.ms (-3827) (- | m/z 115.00 100.00%
115.0129.9
5000
630 /\“*/} A VAR —
‘ 9 9 13.50 14.00
oHwwWHwawl\m“M‘LWWWHW‘lwl"m m/z 129.95  97.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15043: Naphthalene, 1,2-dihydro-
130.0
5000 ”“\\‘\‘/\M\‘\
115.0 13.50 14.00
m/z 129.00 96.66%
\\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘H\ HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15062: 2a,4a,6a,6b-Tetrahydrocyclopenta[cd]pentalene
129.0
115.0 - s
13.50 14.00
5000 m/z 127.95 51.10%
51.0
20 | | 1 a0
o‘WHwHmHH_‘HMHW‘!mmwwwa!‘mwlwm -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15027: Benzene, 1-butynyl- T T
115.0
5 130.0 13.50 14.00
m/z 127.00  24.50%
5000
63.0 89.0
P T Y Y Y I US|
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061824\
Data File : VU@59332.D

Acqg On : 18 Jun 2024 23:25

Operator : MD/SY

Sample : P2873-03 200X

Misc : 2.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 40 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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.081 173.59 ug/L 1452600 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 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 3978 (14.081 min): VU059332.D\data.ms (-3966) (- | m/z 127.95 100.00%
128.0
5000 A
14.00 |
509 739 102.0 .
Ol oo et 829 4 ML m/z 127.00 13.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13686: Naphthalene
128.0
5000 —r :
14.00
m/z 128.95 10.94%
5]1.0 75.0 102.0 |
0H\‘HH‘HH‘HH‘\\Hi\\\\‘\w‘\‘\“M‘HH‘HH“HH‘HH‘\H ‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13684: Naphthalene
128.0
T
14.00
5000 m/z 102.00 8.16%
51.0 740 102.0
NN N S | N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13681: Azulene — ‘
128.0 14.00
m/z 126.00 7.58%
5000
51.0 102.0
75.0
0H‘:‘I'ﬁ"q‘uzﬁ"(‘)m“HHHMHNH""W‘l"H‘“H;“!H“HHW}M‘M“ —
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\VU061824\
Data File : VU@59332.D

Acqg On : 18 Jun 2024 23:25

Operator : MD/SY

Sample : P2873-03 200X

Misc : 2.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 40 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 Benzo[c]thiophene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.203 2.61 ug/L 21842 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 94
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 87
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 86
5 3-Deazaadenine 134 C6H6N4 006811-77-4 59
Abundance Scan 4016 (14.203 min): VU059332.D\data.ms (-4009) (- | m/z 134.00 100.00%
134.0
5000
88.9 —— ——
44.9 G:TO\ M 107.8 | 14.00 14.50 .
Ottt e e e e e e m/z 88.90 12.17%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17519: Benzo[c]thiophene
134.0
5000 .. /\ —
14.00 14.50
m/z 134.90 9.87%
89.0
480 O30 L. 80
0 \‘\H\‘HH‘HHi‘\H\‘M\\‘HHHH\|\‘H\H\H|HH‘HH|\ ARRAR
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17518: Benzo[b]thiophene
134.0
—— —
14.00 14.50
5000 m/z 89.90 8.83%
89.0
oL 270 480 OTO T 1080
R R A a B A e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17522: Cyclopenta[c]thiapyran T T
134.0 14.00 14.50
m/z 63.00 8.32%
5000
89.0
S A T It S |
O Frprr e e e T T T
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061824\
Data File : VU@59332.D

Acqg On : 18 Jun 2024 23:25

Operator : MD/SY

Sample : P2873-03 200X

Misc : 2.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 40 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|
Benzene, 1l-ethe... 11.534 9.1 ug/L 76454 3 11.807 418391 50.0
Indene 12.309 23.2 ug/L 193854 3 11.807 418391 50.0
Benzene, (1-met... 13.518 3.5 ug/L 28981 3 11.807 418391 50.0
Naphthalene, 1,... 13.624 4.2 ug/L 35506 3 11.807 418391 50.0
Azulene 14.081 173.6 ug/L 1452600 3 11.807 418391 50.0
Benzo[c]thiophene 14.203 2.6 ug/L 21842 3 11.807 418391 50.0
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