LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46054.D

Acqg On : 02 Dec 2021 15:57
Operator : SY/MD

Sample : M4870-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46054.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 74 81 93 rVB 90470 97753 12.67% 1.264%
2 1.697 103 111 127 rBV 17573 29676 3.85% 0.384%
3 1.916 172 179 192 rVB 69097 87689 11.37% 1.134%
4 2.379 314 323 335 rBV 15005 22113 2.87% 0.286%
5 2.572 367 383 397 rBV 148215 254616 33.01%  3.292%
6 2.797 445 453 461 rBV 799 1306 0.17% 0.017%
7 3.051 522 532 543 rBV2 8011 14775 1.92% 0.191%
8 3.137 556 559 561 rBV 154 128 0.02% 0.002%
9 3.182 567 573 574 rBv2 631 631 0.08% 0.008%
106 3.311 608 613 616 rBB 165 176 0.02% 0.002%
11 3.350 617 625 628 rBB 204 291 0.04% 0.004%
12 3.430 646 650 652 rBv 163 170 0.02% 0.002%
13 3.581 685 697 711 rBv4 3766 9137 1.18% 0.118%
14 3.678 725 727 730 rBV 144 124 0.02% 0.002%
15 3.729 740 743 747 rBB 147 149 0.02% 0.002%
16 3.755 748 751 754 rBV 137 142 0.02% 0.002%
17 3.832 768 775 785 rBv4 1096 2424 0.31% 0.031%
18 3.912 797 800 803 rBB 146 119 0.02% 0.002%
19 4.006 826 829 831 rBV 128 110 0.01% 0.001%
20 4.179 881 883 888 rBB 153 127 0.02% 0.002%
21  4.398 949 951 952 rBV 219 108 ©0.01% 0.001%
22 4.453 956 968 986 rVB3 4202 10119 1.31% 0.131%
23 4.555 996 1000 1002 rBV2 249 204 0.03% 0.003%
24  4.633 1008 1024 1067 rBvV2 81609 257403 33.37%  3.328%
25 4.809 1069 1079 1102 rVB3 8831 22047 2.86% 0.285%
26 4.903 1103 1108 1112 rBB2 398 347 0.04% 0.004%
27  4.941 1117 1120 1121 rBV 217 113 0.01% 0.001%
28 4.989 1132 1135 1138 rBV 128 134 0.02% 0.002%
29 5.067 1143 1159 1182 rBV 136404 300243 38.93% 3.882%
30 5.157 1184 1187 1191 rBV2 226 182 0.02% 0.002%
31 5.215 1201 1205 1209 rVvB2 309 336 0.04% 0.004%
32 5.250 1212 1216 1220 rBB2 264 237 0.03% 0.003%
33 5.288 1224 1228 1231 rBV2 272 177 0.02% 0.002%
34 5.340 1242 1244 1247 rBV 144 121 0.02% 0.002%
35 5.588 1319 1321 1325 rBB 137 116 ©0.02% 0.001%

36 5.729 1343 1365 1392 rBV2 279976 771245 100.00%  9.973%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46054.D

Acqg On : 02 Dec 2021 15:57
Operator : SY/MD

Sample : M4870-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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\SFAMULM112921WMA.M
Title : VOC Analysis
37 5.932 1426 1428 1431 rBV 151 122  0.02% 0.002%
38 5.954 1431 1435 1436 rBvV2 364 227 0.03% 0.003%
39 6.112 1481 1484 1488 rBV2 357 361 0.05% 0.005%
40 6.153 1488 1497 1508 rVB 1782 3267 0.42% 0.042%
41 6.250 1513 1527 1550 rBV 264231 497216 64.47% 6.429%
42 6.443 1584 1587 1594 rVB 179 196 0.03% 0.003%
43  6.533 1605 1615 1633 rBV3 6487 14050 1.82% 0.182%
44 6.694 1650 1665 1683 rBV 176137 341318 44.26% 4.414%
45 6.803 1697 1699 1705 rVB3 714 648 ©0.08% 0.008%
46 6.883 1714 1724 1738 rBvV2 6144 10728 1.39% 0.139%
47 7.015 1762 1765 1767 rBV 162 138 0.02% 0.002%
48 7.034 1768 1771 1775 rVV2 216 221 0.03% 0.003%
49 7.124 1795 1799 1804 rBV2 426 460 0.06% 0.006%
50 7.179 1809 1816 1817 rBvV2 1716 1483 0.19% 0.019%
51 7.266 1840 1843 1846 rBB 151 124 0.02% 0.002%
52 7.337 1861 1865 1868 rBB 153 127 0.02% 0.002%
53 7.372 1873 1876 1879 rBV 165 158 0.02% 0.002%
54 7.427 1889 1893 1895 rBV 176 168 ©0.02% 0.002%
55  7.568 1924 1937 1954 rVwV 97330 170435 22.10% 2.204%
56 7.684 1967 1973 1981 rBvV2 1360 2048 0.27% 0.026%
57 7.793 1998 2007 2020 rBvV2 7255 11870 1.54% 0.153%
58 7.899 2026 2040 2054 rBV 360327 625827 81.15% 8.093%
59 8.118 2103 2108 2111 rBB 151 173 0.02% 0.002%
60 8.182 2115 2128 2141 rBV 68034 112115 14.54% 1.450%
61 8.259 2150 2152 2157 rVB 190 125 0.02% 0.002%
62 8.288 2158 2161 2166 rVB2 269 245 0.03% 0.003%
63 8.314 2167 2169 2172 rBB 223 111 0.01% 0.001%
64 8.366 2179 2185 2188 rBV 164 223  0.03% 0.003%
65 8.430 2202 2205 2207 rBV 143 122 0.02% 0.002%
66  8.632 2255 2268 2300 rBV 251708 451189 58.50% 5.834%
67 8.787 2307 2316 2328 rVB3 11008 18187 2.36% 0.235%
68 8.915 2352 2356 2357 rBV2 191 135 0.02% 0.002%
69 9.420 2500 2513 2545 rVB 371851 631079 81.83% 8.160%
70 9.571 2548 2560 2580 rBvV 104054 168469 21.84% 2.178%
71  9.693 2585 2598 2615 rVV 253829 420736 54.55%  5.441%
72 9.777 2618 2624 2635 rVB3 6742 10397 1.35% 0.134%
73 9.902 2657 2663 2671 rBvV3 903 1076 0.14% 0.014%
74 10.102 2713 2725 2745 rBV 114576 185424 24.04%  2.398%
75 10.240 2762 2768 2776 rVB3 500 554 0.07% 0.007%
76 10.343 2792 2800 2811 rVV2 10650 15727 2.04% 0.203%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46054.D

Acqg On : 02 Dec 2021 15:57
Operator : SY/MD

Sample : M4870-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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\SFAMULM112921WMA.M
Title : VOC Analysis
77 10.488 2836 2845 2855 rVB2 5514 8121 1.05% 0.105%
78 10.758 2916 2929 2946 rVB 249690 398341 51.65% 5.151%
79 10.867 2960 2963 2966 rBV 353 242 0.03% 0.003%
80 10.909 2966 2976 2989 rVB2 3431 5431 0.70% 0.070%
81 10.999 2995 3004 3023 rVv2 14393 29065 3.77% 0.376%
82 11.089 3024 3032 3048 rVB 10330 16365 2.12% 0.212%
83 11.295 3086 3096 3106 rVB2 9303 13550 1.76% ©.175%
84 11.468 3138 3150 3165 rVB 40885 61968 8.03% 0.801%
85 11.571 3178 3182 3192 rVB4 1103 1463 0.19% 0.019%
86 11.687 3211 3218 3226 rBVS 11281 16800 2.18% 0.217%
87 11.812 3245 3257 3272 rBV 430950 672107 87.15% 8.691%
88 11.896 3275 3283 3292 rVB 15181 21966 2.85% 0.284%
89 12.060 3324 3334 3339 rBV3 6090 10029 1.30% 0.130%
90 12.195 3364 3376 3395 rVB 382049 616628 79.95% 7.974%
91 12.369 3427 3430 3432 rBV 776 480 0.06% 0.006%
92 12.471 3452 3462 3463 rBV2 1793 2091 0.27% 0.027%
93 12.642 3511 3515 3520 rVB4 688 555 0.07% 0.007%
94 12.777 3550 3557 3561 rBV5 2049 2789 0.36% 0.036%
95 12.886 3581 3591 3605 rBv4 11580 18190 2.36% 0.235%
96 12.944 3606 3609 3611 rBV2 335 220 0.03% 0.003%
97 14.086 3954 3964 3980 rVB 128492 198339 25.72%  2.565%
98 15.057 4264 4266 4269 rBV2 373 191 0.02% 0.002%
99 15.224 4309 4318 4330 rVB 24140 37033 4.80% 0.479%
100 15.410 4368 4376 4387 rVB 11811 19352 2.51% 0.250%
Sum of corrected areas: 7733383
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46054.D

Acqg On : 02 Dec 2021 15:57
Operator : SY/MD

Sample : M4870-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046054.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46054.D

Acqg On : 02 Dec 2021 15:57

Operator : SY/MD

Sample : M4870-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
: 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 1 unknown-01 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
1.697 2.98 ug/L 29676 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 9
2 Acetaldehyde 44 C2H40 000075-07-0 9
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Ethylene oxide 44 C2H40 000075-21-8 5
5 Ethylene oxide 44 C2H40 000075-21-8 5
Abundance Scan 111 (1.697 min): VU046054.D\data.ms (-103) (-) 44.00 100.00%
44.0
5000 JL
A
65.1 1.60 180 2.00
O b e e e, m/z 42,95 55.61%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #81: Acetaldehyde
29.0
44.0
5000 LML L L L
15.0 1.60 180 2.00
m/z 42.0 17.45%
O H‘HH‘H}!MHZ\‘]T.\HHH ‘HH‘HHM!H \H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #80: Acetaldehyde
29.0
44.0
W m E
1.60 1.80 2.00
5000 m/z 41.00 7.43%
15.0
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 ﬂ
Abundance #84: Ethylene oxide ““““ﬁﬂ“j““‘
29.0 1.60 1.80 2.00
44.0 o
m/z 44.90 2.39%
15.0
5000
b 20 e L ST
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46054.D

Acqg On : 02 Dec 2021 15:57
Operator : SY/MD

Sample : M4870-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
14.086 14.76 ug/L 198339 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 94
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 3964 (14.086 min): VU046054.D\data.ms (-3954) (-  m/z 128.05 100.00%
128.1
5000
T \
379 51.0 64.0 77.0 102.1 H 14.00
bt B et e m/z 127,100 12.97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
5000 — :
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m/z 129.05 11.43%
0640770 AP0 |
O \‘\H\‘HH‘HHi\\\\‘\\H‘\“M‘\H\‘\H\“\\H‘HH‘H\ ‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13683: Naphthalene
128.0
T \
14.00
5000 m/z 102.10 9.14%
. 380 5}.0 64.0 77,0 102.0 Il
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13678: Azulene 7 ‘
128.0 14.00
m/z 126.10 7.51%
5000
102.0
0 51.0 64.0 77.0 |
Ot e e e e 1
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46054.D

Acqg On : 02 Dec 2021 15:57
Operator : SY/MD

Sample : M4870-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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|
unknown-01 1.697 3.0 ug/L 29676 1 6.253 497216 50.0
Azulene 14.086 14.8 ug/L 198339 3 11.812 672107 50.0
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