LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU013025\
Data File : VU@63104.D

Acq On : 30 Jan 2025 17:36
Operator : MD/SY

Sample : Ql148-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF
Sampling : 1
Start Thrs: 0.2

Filtering: 5

Min Area:

Max Peaks: 100
Peak Location: TOP

@ % of largest Peak

Stop Thrs : @

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@13025WMA.M
Title : VOC Analysis

Signal : TIC: VU@63104.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 85 94 111 rVB 76082 90277 8.54% 0.557%
2 1.895 180 188 205 rVB 44096 60182 5.69% 0.371%
3 2.126 250 260 276 rBV 85569 126287 11.95% 0.779%
4 2.222 287 290 294 rW 220 181 0.02% 0.001%
5 2.322 317 321 326 rBV 227 276 0.03% 0.002%
6 2.357 326 332 336 rVv2 338 295 0.03% 0.002%
7 2.406 343 347 348 rBV 188 154 0.01% 0.001%
8 2.448 358 360 363 rBV2 179 138 0.01% 0.001%
9 2.563 381 396 405 rBV3 271249 527269 49.88% 3.252%
10 2.611 405 411 434 rVB 79980 136263 12.89% 0.840%
11 2.782 460 464 474 rVB2 2025 2708 0.26% 0.017%
12 2.936 508 512 518 rBV2 209 328 0.03% 0.002%
13 3.023 536 539 540 rBV 410 195 0.02% 0.001%
14 3.168 573 584 600 rBV2 4032 9497 0.90% 0.059%
15 3.345 622 639 676 rBV2 424645 980542 92.77% 6.048%
16 3.611 720 722 726 rVV 211 154 0.01% 0.001%
17 3.685 729 745 760 rVV4 4821 10660 1.01% 0.066%
18 3.853 783 797 817 rBV 23539 55252 5.23% 0.341%
19 4.017 842 848 854 rBV2 157 241 0.02% 0.001%
20 4.213 907 909 913 rBV 181 165 0.02% 0.001%
21 4.309 935 939 941 rBv2 175 147 0.01% 0.001%
22 4.570 1017 1020 1022 rBV 192 161 0.02% 0.001%
23 4.608 1022 1032 1034 rBV 56275 79397 7.51% 0.490%
24 4.859 1108 1110 1115 rVB3 262 191 0.02% 0.001%
25 4.901 1119 1123 1128 rVB3 340 372 0.04% 0.002%
26 4.939 1133 1135 1140 rVB2 392 315 0.03% 0.002%
27 4.975 1141 1146 1148 rBv2 393 382 0.04% 0.002%
28 5.045 1154 1168 1194 rBV 97065 214918 20.33% 1.326%
29 5.168 1202 1206 1208 rBV 182 142 0.01% 0.001%
30 5.300 1231 1247 1268 rBV2 129404 294461 27.86% 1.816%
31 5.390 1272 1275 1279 rVB2 381 248 0.02% 0.002%
32 5.509 1298 1312 1332 rBV3 37258 83716 7.92% 0.516%
33 5.711 1356 1375 1382 rBv2 208983 550212 52.05% 3.394%
34 5.759 1384 1390 1427 rVB2 356258 773565 73.18% 4.771%
35 6.235 1526 1538 1561 rBvV 173377 331244 31.34% 2.043%
36 6.476 1610 1613 1616 rVB 278 161 0.02% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU013025\
Data File : VU@63104.D

Acq On : 30 Jan 2025 17:36
Operator : MD/SY

Sample : Ql148-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 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\SFAMULM@13025WMA.M
Title : VOC Analysis
37 6.528 1616 1629 1654 rBV 269039 504749 47.75% 3.113%
38 6.676 1663 1675 1694 rBV 124691 241844 22.88% 1.492%
39 6.779 1694 1707 1731 rVB 110545 212538 20.11% 1.311%
40 6.865 1731 1734 1737 rBV3 276 161 0.02% 0.001%
41 6.933 1752 1755 1760 rVB2 215 169 0.02% 0.001%
42 7.187 1828 1834 1837 rBv2 370 378 0.04% 0.002%
43 7.235 1847 1849 1855 rBV 209 253 0.02% 0.002%
44 7.479 1922 1925 1928 rBV2 184 175 0.02% 0.001%
45 7.553 1934 1948 1970 rBV 71850 131390 12.43% 0.810%
46 7.708 1987 1996 2007 rVwV 13353 23122 2.19% 0.143%
47  7.775 2007 2017 2038 rVV 213240 370539 35.06%  2.285%
48  7.885 2040 2051 2064 rVV 263329 455356 43.08% 2.809%
49  7.959 2064 2074 2102 rVB 319540 548689 51.91%  3.384%
50 8.119 2121 2124 2127 rVB2 390 211  0.02% 0.001%
51 8.196 2128 2148 2172 rBV2 248686 498603 47.17% 3.075%
52 8.328 2187 2189 2195 rVB 216 169 0.02% 0.001%
53  8.386 2195 2207 2232 rBV 259165 439005 41.53% 2.708%
54  8.489 2237 2239 2244 rVB2 396 210  0.02% 0.001%
55 8.541 2244 2255 2270 rBV 154580 264542 25.03% 1.632%
56 8.621 2270 2280 2311 rBV 152361 266695 25.23% 1.645%
57 8.798 2322 2335 2359 rVB 235700 402256 38.06% 2.481%
58 8.914 2369 2371 2375 rVB 438 218 0.02% 0.001%
59  8.942 2378 2380 2383 rVB 264 144 0.01% 0.001%
60 9.029 2404 2407 2412 rBV2 232 203 0.02% 0.001%
61 9.052 2412 2414 2418 rVB 184 139 0.01% 0.001%
62 9.106 2427 2431 2434 rBV2 198 194 0.02% 0.001%
63 9.405 2512 2524 2546 rBV 253191 423995 40.11% 2.615%
64 9.499 2551 2553 2560 rvv3 674 835 0.08% 0.005%
65 9.566 2569 2574 2584 rVB3 826 1184 0.11% 0.007%
66 9.634 2592 2595 2598 rBvV2 183 139 0.01% 0.001%
67 9.682 2598 2610 2641 rVvV 353004 584352 55.28% 3.604%
68 9.830 2653 2656 2659 rvB2 263 152 0.01% 0.001%
69 9.849 2659 2662 2664 rBvV2 204 166 0.02% 0.001%
70 10.036 2717 2720 2725 rBvV2 159 177 0.02% 0.001%
71 10.100 2725 2740 2778 rVV3 502489 992019 93.85% 6.119%
72 10.280 2786 2796 2808 rVB 25105 41007 3.88% 0.253%
73 10.479 2850 2858 2865 rBV3 1171 1637 0.15% ©0.010%
74 10.547 2875 2879 2882 rBv2 197 209 0.02% 0.001%
75 10.743 2926 2940 2954 rBv2 196915 480910 45.50% 2.966%
76 10.811 2955 2961 2980 rVB 153135 244109 23.09% 1.506%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU013025\
Data File : VU@63104.D

Acq On : 30 Jan 2025 17:36
Operator : MD/SY

Sample : Ql148-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 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\SFAMULM@13025WMA.M
Title : VOC Analysis
77 10.987 3012 3016 3017 rBV2 522 372 0.04% 0.002%
78 11.077 3030 3044 3070 rBV 410253 616923 58.37% 3.805%
79 11.286 3101 3109 3126 rVB2 2204 3258 0.31% 0.020%
80 11.457 3142 3162 3181 rBV 557798 850839 80.50% 5.248%
81 11.573 3196 3198 3201 rBV2 222 179 0.02% 0.001%
82 11.602 3205 3207 3211 rVB2 323 218 0.02% 0.001%
83 11.733 3237 3248 3259 rBV 230776 367891 34.80% 2.269%
84 11.823 3259 3276 3307 rVB2 408826 1057007 100.00% 6.519%
85 12.183 3376 3388 3411 rBV2 280837 560975 53.07% 3.460%
86 12.466 3467 3476 3488 rVB6 1795 2688 0.25% 0.017%
87 13.081 3664 3667 3670 rBV2 245 227 0.02% 0.001%
88 13.129 3677 3682 3685 rBV2 212 258 0.02% 0.002%
89 13.225 3704 3712 3720 rBV4 1204 1777 0.17% 0.011%
90 13.302 3730 3736 3739 rVB3 250 270 0.03% 0.002%
91 13.380 3757 3760 3766 rVB3 225 271 0.03% 0.002%
92 13.450 3779 3782 3790 rVB3 257 243 0.02% 0.001%
93 13.482 3790 3792 3795 rBV 233 167 0.02% 0.001%
94 13.830 3888 3900 3915 rBV 167807 263931 24.97% 1.628%
95 14.010 3945 3956 3966 rBV2 202919 313704 29.68% 1.935%
96 14.077 3966 3977 4010 rVB 424470 704232 66.63% 4.344%
97 14.322 4047 4053 4061 rVB5 2257 3121 0.30% 0.019%
98 14.569 4127 4130 4132 rBV2 254 174 0.02% 0.001%
99 15.206 4325 4328 4331 rBv4 309 274 0.03% 0.002%
100 15.338 4364 4369 4373 rBV4 349 516 0.05% ©0.003%
Sum of corrected areas: 16213054
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@013025\
Data File : VU@63104.D

Acqg On : 30 Jan 2025 17:36
Operator : MD/SY

Sample : Ql148-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@13025WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VU063104.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@013025\
Data File : VU@63104.D

Acqg On : 30 Jan 2025 17:36
Operator : MD/SY

Sample : Ql148-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@13025WMA .M
Quant Title : VOC Analysis

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 1,3-Butadiene, 1,1,2,3,4,4-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.010 14.84 ug/L 313704 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Butadiene, 1,1,2,3,4,4-hexac... 258 C4Cl6 000087-68-3 99
2 1,3-Butadiene, 1,1,2,3,4,4-hexac... 258 C4Cl6 000087-68-3 99
3 1,3-Butadiene, 1,1,2,3,4,4-hexac... 258 C4Cl6 000087-68-3 99
4 1,3-Butadiene, 1,1,2,3,4,4-hexac... 258 C4Cl6 000087-68-3 98
5 Tin(IV) chloride 260 Cl4Sn 007646-78-8 37
Abundance Scan 3956 (14.010 min): VU063104.D\data.ms (-3945) (- m/z 224.80 100.00%
224.8
5000 117.9 189.8
259.8
469 82.9 52.9 U !
b L
oHHm‘_U‘nwm‘\“Mmm_HJWwHmwmmwlm m/z 226.80  66.54%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #146197: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro-
225.0
5000 118.0 190.0 T !
47.0 83.0 m/z 222.80  62.37%
omr
m/z--> 20 40 60 80 100120140160180200220240260
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225.0
T T \
14.00
5000 m/z 189.80 46.54%
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m/z-->
Abundance #146199: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro- ‘ I
m/z 117.90 42.75%
| \ " M H H h‘\

m/z-->

SFAMULM@13025WMA.M Fri Jan 31 14:12:42 2025 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@013025\
Data File : VU@63104.D

Acqg On : 30 Jan 2025 17:36
Operator : MD/SY

Sample : Ql148-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@13025WMA .M
Quant Title : VOC Analysis

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.077  33.31 ug/L 704232  1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 93
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3977 (14.077 min): VU063104.D\data.ms (-3966) (- = m/z 128.00 100.00%
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5000
LN \
o 510 640 770 102.0 I 14.00
O bl et st b | m/z 127,000 12.95%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
5000 1 ‘
14.00
m/z 129.00 10.77%
510 640 770 1929 |
Ot T e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
128.0
T \
14.00
5000 m/z 102.00 8.13%

\‘HHHH\H\‘HH‘HH‘HH‘HH‘HH‘HHHHHHHH
m/z-->
Abundance #13684: Naphthalene

m/z 126.00 7.33%

m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@13025\
Data File : VU@63104.D

Acq On : 30 Jan 2025 17:36
Operator : MD/SY

Sample : Ql148-10

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@13025WMA .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|
1,3-Butadiene, ... 14.010 14.8 wug/L 313704 3 11.801 1057010 50.0
Azulene 14.077 33.3 ug/L 704232 3 11.801 1057010 50.0
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