LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50487.D

Acqg On : 29 Aug 2022 16:12
Operator : SY/MD

Sample : N4399-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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@82422WMA .M
Title : VOC Analysis

Signal : TIC: VU@50487.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.482 37 44 52 rBV 37838 44278 2.61% ©0.233%
2 1.597 71 80 115 rBV2 277730 402082 23.66% 2.113%
3 1.867 160 164 168 rBV 28521 29539 1.74%  0.155%
4 1.896 168 173 197 rVB 138259 192972 11.35% 1.014%
5 2.559 366 379 392 rBV 317627 512661 30.16% 2.694%
6 2.639 392 404 431 rVWW 771255 1307465 76.93% 6.870%
7 2.919 488 491 495 rBV2 638 516 0.03% 0.003%
8 3.041 515 529 555 rVB 192216 365374 21.50%  1.920%
9 3.166 564 568 570 rBv2 665 504 0.03% 0.003%
106 3.182 570 573 578 rVv2 573 586 ©0.03% 0.003%
11  3.346 610 624 649 rBV 262763 517041 30.42% 2.717%
12 3.433 649 651 654 rvVB2 432 266 0.02% 0.001%
13 3.636 711 714 717 rBV 377 239 0.01% 0.001%
14 3.665 717 723 726 rVVv2 233 252 0.01% 0.001%
15 3.729 739 743 748 rBV 294 350 0.02% 0.002%
16 3.793 757 763 766 rBV2 264 238 0.01% ©0.001%
17 3.883 787 791 795 rBV 346 287 0.02% 0.002%
18 4.131 864 868 873 rBv2 270 279 0.02% 0.001%
19 4.334 925 931 934 rBV 187 261 0.02% 0.001%
20 4.629 1010 1023 1074 rBV 162310 471903 27.77% 2.480%
21 4.858 1091 1094 1096 rBV4 520 381 0.02% 0.002%
22 4.883 1100 1102 1105 rVB2 441 262 0.02% 0.001%
23 4.973 1128 1130 1141 rVB5 795 847 0.05% 0.004%
24 5.060 1141 1157 1179 rBV 308158 676639 39.81%  3.555%
25 5.240 1210 1213 1215 rBV3 389 294 0.02% 0.002%
26 5.314 1218 1236 1262 rVB2 121899 279607 16.45% 1.469%
27 5.414 1262 1267 1271 rBV 259 239 0.01% 0.001%
28 5.723 1338 1363 1400 rBV2 631081 1699565 100.00%  8.930%
29 5.973 1436 1441 1443 rBvV3 287 264 0.02% 0.001%
30 6.079 1470 1474 1479 rVV3 837 806 0.05% 0.004%
31 6.166 1494 1501 1504 rBV3 491 592 0.03% 0.003%
32 6.247 1512 1526 1544 rBV 432906 818719 48.17% 4.302%
33  6.526 1607 1613 1615 rBV4 1655 1775 0.10% 0.009%
34 6.690 1650 1664 1686 rBV 400444 783308 46.09% 4.116%
35 6.903 1726 1730 1736 rBvV2 206 263 0.02% 0.001%
36 6.944 1736 1743 1749 rVB2 488 720 0.04% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50487.D

Acqg On : 29 Aug 2022 16:12
Operator : SY/MD

Sample : N4399-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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@82422WMA .M
Title : VOC Analysis
37 7.073 1780 1783 1789 rBvV2 321 302 0.02% 0.002%
38 7.112 1793 1795 1803 rVB2 288 282 0.02% 0.001%
39 7.218 1810 1828 1847 rBV 32636 66383 3.91% 0.349%
40 7.327 1860 1862 1867 rVB 533 291 0.02% 0.002%
41  7.507 1916 1918 1923 rBV 269 234 0.01% 0.001%
42 7.565 1923 1936 1944 rBV 195760 347657 20.46% 1.827%
43 7.716 1972 1983 1995 rBV 34838 61100 3.60% 0.321%
44  7.796 1996 2008 2027 rVV 262926 496788 29.23% 2.610%
45  7.899 2027 2040 2052 rVV 748932 1302575 76.64% 6.844%
46  7.970 2052 2062 2088 rVB 360409 629589 37.04%  3.308%
47  8.179 2116 2127 2133 rBV 139756 239322 14.08% 1.257%
48 8.356 2179 2182 2185 rBV3 467 280 0.02% 0.001%
49 8.404 2195 2197 2203 rVB2 760 534 0.03% 0.003%
50  8.433 2203 2206 2210 rBV3 328 227 0.01% 0.001%
51 8.552 2229 2243 2258 rBV 474523 796634 46.87% 4.186%
52 8.639 2258 2270 2304 rBV3 447330 965036 56.78% 5.071%
53 8.809 2312 2323 2342 rVB 186262 322691 18.99% 1.696%
54  8.944 2363 2365 2368 rvB2 478 269 0.02% 0.001%
55  8.967 2369 2372 2376 rBvV3 401 301 0.02% 0.002%
56 9.105 2412 2415 2418 rVB 438 304 0.02% 0.002%
57 9.147 2422 2428 2432 rBV2 273 318 0.02% 0.002%
58 9.195 2439 2443 2445 rBV3 295 275 0.02% 0.001%
59 9.205 2445 2446 2453 rVB2 384 275 0.02% 0.001%
60 9.324 2482 2483 2488 rVB2 355 249 0.01% 0.001%
61 9.362 2488 2495 2496 rBV2 204 234 0.01% 0.001%
62 9.417 2496 2512 2519 rBV 620587 1114706 65.59% 5.857%
63 9.571 2547 2560 2590 rVB 455210 737156 43.37%  3.873%
64 9.697 2593 2599 2611 rVB3 2729 4565 0.27% 0.024%
65 9.774 2619 2623 2625 rVB3 385 290 0.02% 0.002%
66 9.822 2635 2638 2642 rVB2 390 282 0.02% 0.001%
67 9.928 2669 2671 2676 rVB2 608 383 0.02% 0.002%
68 9.980 2681 2687 2691 rVVv2 315 372 0.02% 0.002%
69 10.108 2720 2727 2728 rBV4 764 821 0.05% 0.004%
70 10.121 2729 2731 2739 rVB3 1432 1700 0.10% 0.009%
71 10.362 2802 2806 2810 rVV2 259 274 0.02% 0.001%
72 10.433 2824 2828 2832 rBV2 291 235 0.01% 0.001%
73 10.462 2832 2837 2842 rBV2 413 454 0.03% 0.002%
74 10.591 2872 2877 2882 rVB2 383 367 0.02% 0.002%
75 10.616 2882 2885 2891 rBV3 314 322 0.02% 0.002%
76 10.645 2891 2894 2897 rBV3 306 242 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50487.D

Acqg On : 29 Aug 2022 16:12
Operator : SY/MD

Sample : N4399-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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@82422WMA .M
Title : VOC Analysis
77 10.758 2915 2929 2946 rBV 578166 933721 54.94%  4.906%
78 10.906 2963 2975 2990 rBV 681258 1062089 62.49% 5.580%
79 10.976 2991 2997 3010 rVB2 21475 36322 2.14% 0.191%
80 11.047 3017 3019 3022 rBV3 410 222 0.01% 0.001%
81 11.211 3066 3070 3074 rBV3 697 668 0.04% 0.004%
82 11.336 3099 3109 3126 rVB2 13042 20588 1.21% 0.108%
83 11.610 3189 3194 3198 rBV3 354 350 0.02% 0.002%
84 11.645 3202 3205 3214 rVB3 863 934 0.05% 0.005%
85 11.690 3215 3219 3221 rBV4 371 261 0.02% 0.001%
86 11.812 3245 3257 3279 rBV 503472 792719 46.64% 4.165%
87 11.941 3294 3297 3302 rVB4 527 418 0.02% 0.002%
88 11.992 3311 3313 3316 rVB2 434 226 0.01% 0.001%
89 12.028 3316 3324 3333 rBV7 1776 3222 0.19% 0.017%
90 12.092 3341 3344 3347 rBV3 612 466 0.03% 0.002%
91 12.195 3359 3376 3399 rBV 588414 970949 57.13% 5.102%
92 12.513 3471 3475 3478 rBV 406 292 0.02% 0.002%
93 12.709 3533 3536 3540 rBV3 282 273 0.02% 0.001%
94 12.861 3579 3583 3590 rVB2 501 617 ©0.04% 0.003%
95 13.188 3680 3685 3688 rBV3 453 474 0.03% 0.002%
96 13.208 3688 3691 3693 rBV2 447 334  0.02% 0.002%
97 13.645 3825 3827 3831 rBV 312 240  0.01% ©0.001%
98 13.777 3863 3868 3870 rBV2 317 321 0.02% 0.002%
99 13.960 3922 3925 3929 rBV2 531 401 0.02% 0.002%
100 15.430 4380 4382 4385 rVB3 632 355  0.02% 0.002%
Sum of corrected areas: 19032155

SFAMULM@82422WMA.M Thu Sep 08 17:55:52 2022 3



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082922\
Data File : VU@50487.D

Acqg On : 29 Aug 2022 16:12
Operator : SY/MD

Sample : N4399-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU050487.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082922\
Data File : VU@50487.D

Acqg On : 29 Aug 2022 16:12
Operator : SY/MD

Sample : N4399-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.482 2.70 ug/L 44278 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl ether 46 C2H60 000115-10-6 9
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Ethanol 46 C2H60 000064-17-5 9
4 Ethanol 46 C2H60 000064-17-5 7
5 Dimethyl ether 46 C2H60 000115-10-6 7
Abundance  Scan 44 (1.482 min): VU050487.D\data.ms (-37) (-) m/z 45.00 100.00%
45.0
5000
e
140 160 1.80
Ol e S e M/Z 46,00 48.34%
mlz--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #109: Dimethyl ether
45.0
5000 L L
29.0 140 1.60 1.80
15.0 m/z 42.90 3.94%
O\HHH‘HH‘HH‘\HH\H\‘HH‘HHMH\‘HH‘HH HH‘HH‘H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #110: Dimethyl ether
45.0
290 [
15.0 140 160 1.80
5000 m/z 41.90 1.57%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 ﬂ m
Abundance #107: Ethanol I —h “m “ﬂﬁ R
31.0 140 160 1.80
m/z 46.90 1.48%
45.0
5000
0 2.0 150 250 A ‘
e e e e e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082922\
Data File : VU@50487.D

Acqg On : 29 Aug 2022 16:12
Operator : SY/MD

Sample : N4399-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.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 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.218 4.05 ug/L 66383 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hydroperoxytetrahydrofuran, TM... 176 C7H1603Si 1000368-50-8 38
2 3-Penten-2-o0l 86 C5H100 001569-50-2 10
3 Borinic acid, diethyl-, methyl e... 100 C5H13BO 007397-46-8 9
4 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 9
5 Butanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 9

Abundance Scan 1828 (7.218 min): VU050487.D\data.ms (-1810) (-) m/z 71.00 100.00%
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| ‘ Lo4s 6.80 7.00 7.20 7.40 7.60
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Abundance #51268: 2-Hydroperoxytetrahydrofuran, TMS derivative
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5000 T\H\‘\\H‘\\H‘H\/\\f\\
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0 AL L L] 91011101310 176.0
\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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430 710 /
R R A RAR BN
6.80 7.00 7.20 7.40 7.60
5000 m/z 74.90 22.85%
=0 )il
owm‘w,“l‘h‘ mwu“wu‘m“uWm_m_m_m_
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #4115: Borinic acid, diethyl-, methyl ester Ramas e RRRL
71.0 6.80 7.00 7.20 7.40 7.60
m/z 45.00 15.90%
43.0
5000
15.0
S I 1SS I 4 S
m/z--> 0 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082922\
Data File : VU@50487.D

Acqg On : 29 Aug 2022 16:12
Operator : SY/MD

Sample : N4399-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.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 unknown-@3 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.716 3.73 ug/L 61100 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hydroperoxytetrahydrofuran, TM... 176 C7H1603Si 1000368-50-8 45
2 3-Penten-2-0l 86 C5H100 001569-50-2 40
3 Butanoic acid, anhydride 158 C8H1403 000106-31-0 33
4 Sulfurous acid, 2-pentyl pentyl ... 222 C10H2203S 1000309-15-4 33
5 Isobutyric acid, 2,2,2-trichloro... 218 C6H9C1302 1000354-63-4 28

Abundance Scan 1983 (7.716 min): VU050487.D\data.ms (-1972) (-) m/z 71.00 100.00%

71.0
5000
41.0
e
‘ 104.8 7.40 7.60 7.80 8.00
0l iy bl PR e m/z 41,00 31.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51268: 2-Hydroperoxytetrahydrofuran, TMS derivative
71.0
5000 X\\‘\\\\‘\\\\‘\\\\‘\\\\’
7.40 7.60 7.80 8.00
43.0 m/z 38.90  30.02%
0 UL L Ll 91091101310 176.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1933: 3-Penten-2-ol
43.0 71.0 k
R
7.40 7.60 7.80 8.00
5000 m/z 74.90 28.56%
|
0 bl L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35084: Butanoic acid, anhydride A
71.0 7.40 7.60 7.80 8.00
m/z 44.90 13.77%
43.
5000 30
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082922\
Data File : VU@50487.D

Acqg On : 29 Aug 2022 16:12
Operator : SY/MD

Sample : N4399-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.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, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.906 66.99 ug/L 1062090 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 83
5 N-Butylbenzylamine 163 C11H17N 002403-22-7 72
Abundance Scan 2975 (10.906 min): VU050487.D\data.ms (-2963) (- | m/z 90.95 100.00%
91.0
5000
120.0 -
379 509 30780 | 1050 11.00
Oy v P A e e el e m/z 120.00  21.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10702: Benzene, propyl-
91.0
5000 1
11.00
120.0 m/z 92.00  10.60%
65.0
OH‘\\H‘H\‘\‘\\3\?“‘\0\\\5&.\0\\‘\‘\‘\\‘\?ﬁ.‘()\\\\“!\H]‘-\()\“L-\).\?HH“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10700: Benzene, propyl-
91.0
——r—
11.00
5000 m/z 65.00 10.19%
39.0 62.0 78.0 20
0 26r0 .‘ 5\ "O | ‘ \“ I ‘ 10‘\5'0
R R A RAARas s Ra e o R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #10701: Benzene, propyl- !
91.0 11.00
m/z 78.00 6.47%
5000
120.0
65.0
T T e e e e e ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50487.D

Acqg On : 29 Aug 2022 16:12
Operator : SY/MD

Sample : N4399-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA .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 1.482 2.7 ug/L 44278 1 6.247 818719 50.0
unknown-02 7.218 4.0 ug/L 66383 1 6.247 818719 50.0
unknown-03 7.716 3.7 ug/L 61100 1 6.247 818719 50.0
Benzene, propyl- 10.906 67.0 ug/L 1062090 3 11.812 792719 50.0
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