LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51023\
Data File : VU@54144.D

Acqg On : 10 May 2023 14:50
Operator : JC/MD

Sample : 02694-18

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 11 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@42923WMA.M
Title : VOC Analysis

Signal : TIC: VU@54144.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 98 rVB 95537 116708 10.96% 1.429%
2 1.684 99 107 131 rBV 305731 404734 38.02% 4.955%
3 1.909 169 177 200 rVB 74453 105506 9.91% 1.292%
4 2.372 290 321 361 rBV2 191505 1064555 100.00% 13.032%
5 2.945 497 499 501 rBvV2 628 361 ©0.03% 0.004%
6 3.128 551 556 557 rBV 178 138 0.01% ©0.002%
7 3.138 557 559 561 rBV 229 88 0.01% 0.001%
8 3.311 608 613 615 rBv3 464 466 0.04% 0.006%
9 3.440 651 653 656 rBv 322 176 0.02% 0.002%
106 3.475 660 664 669 rVB 229 176 0.02% 0.002%
11 3.494 669 670 671 rBV 119 24 0.00% 0.000%
12 3.575 689 695 697 rBV3 998 1101 0.10% 0.013%
13  3.694 730 732 733 rBV 279 96 0.01% 0.001%
14 3.745 747 748 753 rVB 173 94 0.01% 0.001%
15 3.781 756 759 763 rBV 210 143 0.01% 0.002%
16 3.874 786 788 789 rVB 231 76 0.01% 0.001%
17 3.896 792 795 801 rVwv2 372 321 0.03% 0.004%
18 3.983 817 822 823 rBV 305 230 0.02% 0.003%
19 4.134 835 869 895 rBV6 20635 117943 11.08% 1.444%
20 4.620 1009 1020 1042 rBV2 62590 157595 14.80% 1.929%
21 5.057 1138 1156 1176 rBV 159007 351041 32.98% 4.297%
22 5.285 1223 1227 1229 rBV 176 159 0.01% 0.002%
23 5.408 1262 1265 1270 rBV 374 445 0.04% 0.005%
24  5.453 1276 1279 1282 rVB2 129 95 0.01% 0.001%
25 5.504 1293 1295 1300 rVB 175 63 0.01% 0.001%
26 5.626 1331 1333 1334 rBV 226 98 0.01% 0.001%
27 5.645 1338 1339 1340 rBB 102 20 0.00% 0.000%
28 5.719 1340 1362 1390 rBvV2 307341 861753 80.95% 10.549%
29 5.912 1420 1422 1429 rVB3 675 623 0.06% 0.008%
30 5.961 1431 1437 1449 rVWV5 1575 2909 0.27% 0.036%
31 6.031 1458 1459 1463 rvVB2 338 180 ©0.02% 0.002%
32 6.054 1463 1466 1468 rBV2 277 180 0.02% 0.002%
33 6.112 1481 1484 1486 rBvV2 201 152 0.01% 0.002%
34 6.128 1486 1489 1490 rBV 593 376 0.04% 0.005%
35 6.243 1512 1525 1544 rBV 307078 587530 55.19% 7.192%
36 6.465 1591 1594 1598 rBV 191 119 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51023\
Data File : VU@54144.D

Acqg On : 10 May 2023 14:50
Operator : JC/MD

Sample : 02694-18

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 11 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@42923WMA.M
Title : VOC Analysis
37 6.488 1598 1601 1605 rBvV3 324 275 0.03% 0.003%
38 6.523 1606 1612 1618 rBV5 2081 3157 0.30% 0.039%
39 6.684 1649 1662 1684 rBV 196892 387484 36.40% 4.743%
40 7.044 1771 1774 1777 rVB 456 319 0.03% 0.004%
41 7.089 1785 1788 1789 rBV 183 83 0.01% 0.001%
42 7.163 1808 1811 1814 rBV 348 310 0.03% 0.004%
43 7.182 1814 1817 1822 rVV3 483 520 0.05% 0.006%
44  7.324 1859 1861 1864 rBV 175 115 ©0.01% 0.001%
45  7.562 1923 1935 1954 rBV 111269 198672 18.66% 2.432%
46 7.690 1973 1975 1977 rBvV2 281 91 0.01% 0.001%
47  7.790 1998 2006 2020 rVB4 5682 9917 0.93% 0.121%
48 7.893 2025 2038 2052 rBV 393812 685817 64.42%  8.396%
49 8.083 2093 2097 2100 rBV2 370 256 0.02% 0.003%
50 8.173 2111 2125 2147 rBV 81595 140587 13.21% 1.721%
51 8.407 2195 2198 2202 rVB3 316 217 0.02% 0.003%
52 8.430 2202 2205 2207 rBV2 181 107 0.01% 0.001%
53 8.465 2209 2216 2222 rBV5 1602 2629 0.25% 0.032%
54  8.629 2256 2267 2297 rBV2 190611 373366 35.07% 4.571%
55 8.780 2311 2314 2316 rBV4 1024 716 0.07% ©0.009%
56 8.877 2342 2344 2345 rBV 176 75 0.01% 0.001%
57 8.941 2361 2364 2366 rBvV2 213 127 0.01% 0.002%
58 8.951 2366 2367 2369 rBV 188 990 0.01% 0.001%
59 9.018 2386 2388 2389 rBV 172 56 0.01% 0.001%
60 9.063 2400 2402 2403 rBV 128 33  0.00% 0.000%
61 9.263 2461 2464 2467 rBV2 320 198 ©0.02% 0.002%
62 9.295 2471 2474 2477 rBV 241 194 0.02% 0.002%
63 9.411 2497 2510 2529 rBV 432849 717040 67.36% 8.778%
64 9.616 2571 2574 2577 rBV 329 245 0.02% ©0.003%
65 9.661 2586 2588 2590 rBV 201 129 0.01% 0.002%
66 9.919 2665 2668 2671 rBV 327 299 0.03% 0.004%
67 9.960 2679 2681 2684 rVB2 371 136 0.01% 0.002%
68 9.980 2685 2687 2692 rVB 222 112 0.01% 0.001%
69 9.999 2692 2693 2696 rBV 132 51 0.00% 0.001%
70 10.060 2711 2712 2714 rBV 122 68 0.01% 0.001%
71 10.105 2722 2726 2742 rVB8 1823 3538 ©0.33% 0.043%
72 10.240 2764 2768 2773 rBV2 558 624 0.06% 0.008%
73 10.475 2837 2841 2843 rBV2 237 148 0.01% 0.002%
74 10.748 2915 2926 2941 rBV 268777 439058 41.24% 5.375%
75 10.880 2964 2967 2968 rBV 293 1706 0.02% 0.002%
76 11.115 3038 3040 3042 rBV2 406 183 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51023\
Data File : VU@54144.D

Acqg On : 10 May 2023 14:50
Operator : JC/MD

Sample : 02694-18

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 11 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@42923WMA.M
Title : VOC Analysis

77 11.292 3091 3095 3099 rBV 345 340 0.03% 0.004%
78 11.542 3169 3173 3176 rBV2 423 331 0.03% 0.004%
79 11.591 3185 3188 3191 rBV 365 213 0.02% 0.003%
80 11.806 3243 3255 3273 rBV 459585 728301 68.41% 8.916%
81 11.915 3286 3289 3293 rVB3 762 582 0.05% 0.007%
82 12.063 3331 3335 3336 rBV 399 229 0.02% 0.003%
83 12.189 3360 3374 3398 rBV 424206 694280 65.22% 8.499%
84 12.558 3487 3489 3490 rBV 333 153 0.901% 0.002%
85 13.735 3853 3855 3858 rBV3 379 190 0.02% 0.002%
86 13.793 3869 3873 3878 rBV3 413 443 0.04% ©.005%
87 14.449 4074 4077 4079 rBV 506 299 0.03% 0.004%

Sum of corrected areas: 8168847
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051023\
Data File : VU@54144.D

Acqg On : 10 May 2023 14:50
Operator : JC/MD

Sample : 02694-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42923WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU054144.D\data.ms
400000
1.684 5.719 6.243
300000
200000 2.372 6.68<
5.057
1.59]1
100000
1.909 4.620
4.134
2.9473.128. 3 BR4EBETIABERSS3 5.285@ 538 EAER3
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\WW\’\‘FTTWTFTTWT\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \mTTV_Y—rT\\\‘ \'\F\T\ (I ()
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 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU054144.D\data.ms
9.411 11.806 12.1
400000 7.893
300000
10.748
200000 8.629
7.562
100000 8.173
0 7.66@9 8.05& BAES .msmeﬂg 96661 OMBERBUL24010.475 0.88011.118.292115891 [11.91506
- ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU054144.D\data.ms
400000
300000
200000
100000
0 12.558 133393 14.449
T ‘ T T T ‘ T T T T 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\VU051023\
Data File : VU@54144.D

Acqg On : 10 May 2023 14:50
Operator : JC/MD

Sample : 02694-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42923WMA.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 1 Acetaldehyde Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.684 34.44 ug/L 404734  1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Acetaldehyde 44 C2H40 000075-07-0 74
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 107 (1.684 min): VU054144.D\data.ms (-99) (-) m/z 44.00 100.00%

44.0
5000 JL
e
‘ 1.60 1.80 2.00
Obererrrere et e OR8 m/z 43.08 55.94%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #81: Acetaldehyde
29.0
44.0
5000 L L L L B
15.0 1.60 1.80 2.00
m/z 41.95 18.29%
OH‘HH‘H}!MHZ\‘]T.\HHH ‘HH‘\H\‘}!Hi\\\\‘HH‘HH‘\\H‘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
R Ea R REEE T
1.60 1.80 2.00
5000 m/z 41.00 7.38%
15.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #84: Ethylene oxide A R AL
29.0 1.60 1.80 2.00
44.0 m/z 45.00  2.60%
15.0
5000
) SN 114 24 T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.60 1.80 2.00

SFAMULM@42923WMA.M Thu May 11 12:51:12 2023 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051023\
Data File : VU@54144.D

Acqg On : 10 May 2023 14:50
Operator : JC/MD

Sample : 02694-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42923WMA.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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.372  90.60 ug/L 1064560 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 74
2 Ethanol 46 C2H60 000064-17-5 74
3 Ethanol 46 C2H60 000064-17-5 64
4 Dimethyl ether 46 C2H60 000115-10-6 9
5 Ethanol 46 C2H60 000064-17-5 9

Abundance Scan 321 (2.372 min): VU054144.D\data.ms (-290) (-) m/z 45.00 100.00%

45.0
5000 A
R RAmEE A RREE o
2.00 2.20 2.40 2.60
0L e e e e M/Z 46,08 41.72%
mlz--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #106: Ethano
31.0
5000 45.0 L LA L B L O B
2.00 2.20 2.40 2.60
m/z 43.00 21.75%
15.0 CL ‘
O\H\H\‘HH‘HH‘HH}\\\}‘\\\2\5”\}\} H\‘HH‘\}!\‘HH‘HH‘H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #107: Ethano
31.0
R ARARNNENEREE o
45.0 2.00 2.20 2.40 2.60
5000 m/z 42.00 8.52%
oL 20 180 50 ]
e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #105: Ethanol e
31.0 2.00 2.20 2.40 2.60
m/z 43.95 3.78%
150
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051023\
Data File : VU@54144.D

Acqg On : 10 May 2023 14:50
Operator : JC/MD

Sample : 02694-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42923WMA.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 1-Propanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.134 10.04 ug/L 117943  1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol 60 C3H80 000071-23-8 64
2 Allyl fluoride 60 C3H5F 000818-92-8 64
3 1-Propanol 60 C3H80 000071-23-8 64
4 2-Fluoropropene 60 C3H5F 001184-60-7 58
5 1-Propanol 60 C3H80 000071-23-8 56
Abundance Scan 869 (4.134 min): VU054144.D\data.ms (-835) (-) m/z 59.00 100.00%
59.0
42.0
5000
o RRRRET ISl
| “ 527 | 3.80 4.00 4.20 4.40
Obrprrer et i e m/z 42,00 71.52%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #337: 1-Propano
31.0
5000 u‘uu,uu‘uu‘u”ﬁ,/
3.80 4.00 4.20 4.40
420 50.0 m/z 60.00 57.13%
O\‘\\\\‘\\]\-?.\O\H’H\zﬁ.{q\)w‘ {H‘\\\}‘1!{\"\\\\’\5%.\(‘)\\\HHH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #330: Allyl fluoride
59.0
R RBL
3.80 4.00 4.20 4.40
5000 m/z 41.00 46.88%
39.0
210330 ‘ 5o
0Wm‘\\\15'\9”,\”\‘1!u‘u!WH\Hm,‘.\m,\m‘ml P
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 /
Abundance #336: 1-Propanol ”H“MH,“H“‘HﬂﬁﬁA,
31.0 3.80 4.00 4.20 4.40
m/z 39.00  32.23%
5000
18.0 42.0 59.0
oWMwwl‘,w‘:!:l‘ ‘H_Hl‘11:‘,””,‘”WHHW‘W‘ SN S T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 3.80 4.00 4.20 4.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051023\
Data File : VU@54144.D

Acqg On : 10 May 2023 14:50
Operator : JC/MD

Sample : 02694-18

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42923WMA.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|
Acetaldehyde 1.684 34.4 ug/L 404734 1 6.243 587530 50.0
Ethanol 2.372 90.6 ug/L 1064560 1 6.243 587530 50.0
1-Propanol 4.134 10.0 ug/L 117943 1 6.243 587530 50.0
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