LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92622\
Data File : VU@50945.D

Acqg On : 26 Sep 2022 14:32
Operator : JC/MD

Sample : N4747-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 12 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@92022WMA .M
Title : VOC Analysis

Signal : TIC: VU@50945.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 16 rVB2 16449 17358 1.27% 0.158%
2 1.488 43 46 52 rVB2 14788 12918 0.94% 0.118%
3 1.600 73 81 94 rVB 172096 203548 14.88% 1.857%
4 1.845 150 157 165 rBV 56988 71796  5.25% ©.655%
5 1.912 171 178 193 rVB 144930 193367 14.14% 1.764%
6 2.356 313 316 320 rBV5S 1347 1134 0.08% 0.010%
7 2.568 367 382 397 rBV 254084 427241 31.24%  3.897%
8 2.793 446 452 454 rBV2 1471 1520 0.11% 0.014%
9 3.044 522 530 538 rBv4 3234 5509 0.40% 0.050%
106 3.124 550 555 556 rBV3 704 525 0.04% 0.005%
11 3.186 568 574 575 rBV 577 519 0.04% 0.005%
12 3.227 581 587 593 rVB4 637 892 0.07% 0.008%
13  3.356 621 627 636 rVB6 3420 5527 ©.40% 0.050%
14 3.430 647 650 655 rVB2 427 321 0.02% 0.003%
15 3.584 689 698 702 rBVS 1100 1747 0.13% 0.016%
16 3.694 725 732 742 rVW4 1400 2192 0.16% 0.020%
17 3.874 768 788 804 rBV 19247 47537  3.48% 0.434%
18 4.231 893 899 900 rBv2 358 379 0.03% 0.003%
19 4.459 964 970 973 rBV3 517 493 0.04% 0.004%
20 4.536 982 994 998 rBv6 1268 2476 0.18% 0.023%
21  4.629 1010 1023 1031 rBV 171796 430409 31.47%  3.926%
22 4.896 1102 1106 1108 rBv2 480 410 0.03% 0.004%
23 5.063 1139 1158 1187 rVV2 251406 560513 40.98% 5.113%
24  5.378 1243 1256 1258 rBV5 2261 3199 0.23% 0.029%
25 5.584 1318 1320 1326 rBV2 342 3106 0.02% 0.003%
26 5.726 1340 1364 1397 rBV2 494660 1367730 100.00% 12.476%
27 5.944 1428 1432 1434 rBV3 514 409 0.03% 0.004%
28 5.986 1441 1445 1447 rVW4 446 379 0.03% 0.003%
29 6.121 1483 1487 1489 rBV2 530 448 0.03% 0.004%
30 6.163 1496 1500 1506 rvB2 674 816 0.06% ©0.007%
31 6.250 1513 1527 1547 rBV 349510 661109 48.34% 6.031%
32 6.346 1555 1557 1561 rVB3 560 339 0.02% 0.003%
33  6.542 1598 1618 1635 rBV 249559 486090 35.54%  4.434%
34 6.690 1649 1664 1681 rBV 327094 639596 46.76% 5.834%
35 6.867 1716 1719 1721 rBV4 840 596 0.04% 0.005%
36 6.890 1721 1726 1733 rVB5 1987 2581 0.19% 0.024%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92622\
Data File : VU@50945.D

Acqg On : 26 Sep 2022 14:32
Operator : JC/MD

Sample : N4747-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 12 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@92022WMA .M
Title : VOC Analysis
37 6.957 1742 1747 1750 rVB3 514 491 0.04% 0.004%
38 6.999 1750 1760 1761 rBV5 1414 1721  0.13% 0.016%
39 7.121 1795 1798 1806 rVB2 359 411 0.03% 0.004%
40 7.182 1812 1817 1830 rBV6 1853 3130  0.23% 0.029%
41  7.234 1830 1833 1838 rBv4 583 597 0.04% 0.005%
42 7.565 1924 1936 1956 rBV 156202 286336 20.94% 2.612%
43 7.690 1968 1975 1982 rBV5 1276 1843 0.13% 0.017%
44  7.787 2003 2005 2010 rBvV2 373 360 0.03% 0.003%
45 7.809 2010 2012 2017 rVB3 582 343 0.03% 0.003%
46 7.848 2018 2024 2026 rBV3 417 453 0.03% 0.004%
47  7.896 2026 2039 2055 rBV 547131 958673 70.09%  8.745%
48 8.176 2112 2126 2151 rBV2 127340 260156 19.02%  2.373%
49 8.365 2181 2185 2188 rVB3 752 570 0.04% 0.005%
50 8.475 2210 2219 2222 rBV3 1237 1761 0.13% 0.016%
51 8.549 2236 2242 2246 rVB2 370 422 0.03% 0.004%
52 8.574 2246 2250 2252 rBV2 382 358 0.03% 0.003%
53 8.635 2256 2269 2299 rBV3 449562 954412 69.78% 8.706%
54  8.787 2307 2316 2333 rVB2 37052 63168 4.62% 0©.576%
55 8.922 2351 2358 2361 rBV5 718 835 0.06% 0.008%
56 9.037 2391 2394 2398 rBV 481 315 0.02% 0.003%
57 9.105 2409 2415 2418 rVB2 565 442 0.03% 0.004%
58 9.144 2424 2427 2431 rBV 508 468 0.03% 0.004%
59 9.240 2453 2457 2461 rVB2 369 341 0.02% 0.003%
60 9.417 2498 2512 2531 rBV 514255 848478 62.04% 7.740%
61 9.568 2555 2559 2562 rBv4 855 726 0.05% 0.007%
62 9.635 2577 2580 2581 rBV 465 321 0.02% 0.003%
63 9.693 2590 2598 2609 rVVv4 1811 3350  0.24% 0.031%
64 9.806 2630 2633 2637 rVB 416 329 0.02% 0.003%
65 10.343 2795 2800 2808 rVB6 1438 1732  0.13% 0.016%
66 10.414 2816 2822 2826 rBV2 355 376 0.03% 0.003%
67 10.571 2867 2871 2880 rVB2 430 491 0.04% 0.004%
68 10.671 2895 2902 2910 rBV6 1616 2280 0.17% 0.021%
69 10.754 2914 2928 2948 rBV 510449 811715 59.35% 7.404%
70 10.851 2955 2958 2961 rBV3 409 359 0.03% 0.003%
71 10.999 2998 3004 3008 rBV3 568 673 0.05% 0.006%
72 11.057 3018 3022 3027 rBV2 358 390 0.03% 0.004%
73 11.086 3027 3031 3035 rBV2 622 577 ©0.04% 0.005%
74 11.118 3038 3041 3045 rBV3 536 486 0.04% 0.004%
75 11.182 3058 3061 3071 rVB 465 563 0.04% 0.005%
76 11.304 3094 3099 3105 rVB4 689 750 0.05% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92622\
Data File : VU@50945.D

Acqg On : 26 Sep 2022 14:32
Operator : JC/MD

Sample : N4747-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 12 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@92022WMA .M
Title : VOC Analysis
77 11.471 3140 3151 3159 rVB8 2070 3846 0.28% 0.035%
78 11.693 3214 3220 3226 rVB5 1322 1667 ©0.12% 0.015%
79 11.751 3235 3238 3244 rVB3 474 386 0.03% 0.004%
80 11.809 3244 3256 3279 rBV 425064 683685 49.99% 6.237%
81 11.973 3303 3307 3311 rBV3 460 388 ©0.03% 0.004%
82 12.063 3325 3335 3350 rBV4 18134 34281 2.51% 0.313%
83 12.192 3362 3375 3392 rBV 531099 864679 63.22% 7.888%
84 12.481 3462 3465 3469 rBV2 443 330 0.02% 0.003%
85 12.594 3495 3500 3501 rBV3 598 539 0.04% 0.005%
86 12.770 3551 3555 3562 rVB3 818 904 0.07% 0.008%
87 12.893 3586 3593 3600 rBV4 1556 2136 0.16% ©0.019%
88 13.098 3653 3657 3658 rVwV 522 369 0.03% 0.003%
89 13.124 3662 3665 3669 rVB2 482 339 0.02% 0.003%
90 13.147 3669 3672 3674 rBV2 549 366 0.03% ©0.003%
91 13.285 3711 3715 3717 rBV2 607 421 0.03% 0.004%
92 13.420 3754 3757 3760 rBV 550 311 0.02% 0.003%
93 13.851 3887 3891 3899 rBV4 907 913 0.07% 0.008%
94 14.375 4050 4054 4058 rBV2 717 724 0.05% ©0.007%
95 14.561 4109 4112 4113 rBV 686 416 0.03% 0.004%
96 14.822 4189 4193 4196 rBV2 779 746 0.05% 0.007%
97 14.954 4231 4234 4237 rBV3 537 344 0.03% 0.003%
98 14.995 4245 4247 4251 rBV3 731 393 0.03% 0.004%
99 15.494 4400 4402 4404 rBV2 754 420 0.03% 0.004%
100 15.568 4421 4425 4427 rBV4 874 821 0.06% 0.007%
Sum of corrected areas: 10962559

SFAMULMO92022WMA.M Tue Sep 27 16:55:17 2022 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

: N4747-10
: 5.0mL/MSVOA_U/WATER
12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92622\

: VU@50945.D
: 26 Sep 2022 14:32

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92022WMA .M
: VOC Analysis

: C:\Database\NIST11.L
ion Parameters: LSCINT.P

Abundance TIC: VU050945.D\data.ms
500000 5.726
400000
6.250
6.69(
300000
2.568 5.063 6.542
200000 1.600 4.629
1.912 '
100000 18
B5Us8 874
2.356 2.793 3@4@458735@3.584592 4.2314.45886 \_ 4.896 5.3785.58 5DEH6H1L24H. 346
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\J\\r\‘ﬁ‘\m\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\7‘7\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VU050945.D\data.ms
7.896 9.417 10.754 12.4
500000
8.635
11.809
400000
300000
200000
7.565
8.176
100000
8.787 6
0&9&1@34 7 . G 8.38. 8.99DAWH240 | \9.66589.B06 1Q.643aB7.67D. BR2B04.471 1%7
T o P L e e e e ey e T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.50 12.00
Abundance TIC: VU050945.D\data.ms
500000
400000
300000
200000
100000
Oplz.msa&..lzmg BRI 20 13.851 14.3751.56114.42209485 1518%68 .
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 ‘ 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\VU092622\
Data File : VU@50945.D

Acqg On : 26 Sep 2022 14:32
Operator : JC/MD

Sample : N4747-10

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST11l.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.845 5.43 ug/L 71796  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene oxide 44 C2H40 000075-21-8 9
2 Ethylene oxide 44 C2H40 000075-21-8 9
3 Acetaldehyde 44 C2H40 000075-07-0 5
4 Acetaldehyde 44 C2H40 000075-07-0 5
5 Ethylene oxide 44 C2H40 000075-21-8 5
Abundance Scan 157 (1.845 min): VU050945.D\data.ms (-150) (-) m/z 43.95 100.00%
44.0
T RRREEE
1.60 1.80 2.00 2.20
Ot B9 200 myz 42,95 22.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75: Ethylene oxide
29.0
5000
1.60 1.80 2.00 2.20
‘ m/z 41.95 16.81%
O\\i“l‘\M‘\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74: Ethylene oxide
29.0 }\
LA L
1.60 1.80 2.00 2.20
5000 m/z 44.95 2.62%
0 ‘n‘wm‘H‘HWHwHH_H“w_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71: Acetaldehyde SR e (N T
29.0 1.60 1.80 2.00 2.20
m/z 40.90 1.98%
5000
0‘m‘l‘w‘wH“‘mWHwHH_Hwmwmwm‘mwuu HMM
m/z--> 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092622\
Data File : VU@50945.D

Acqg On : 26 Sep 2022 14:32
Operator : JC/MD

Sample : N4747-10

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Hexanal Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.787 3.72 ug/L 63168 Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 59
2 Hexanal 100 C6H120 000066-25-1 59
3 Hexanal 100 C6H120 000066-25-1 59
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 35
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 32
Abundance Scan 2316 (8.787 min): VU050945.D\data.ms (-2307) (-) m/z 55.95 100.00%
43.9 56.0
5000
72.0
Ramas e A RRA
8.40 8.60 8.80 9.00 9.20
\‘\ ‘\ 880 979 P
0Frrrrrr e e e e o e M/ 43,90 97.52%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3771: Hexana
44.0
56.0
5000 I L L R
29.0 8.40 8.60 8.80 9.00 9.20
72.0 m/z 40.95 88.77%
O\\‘\\\\‘\\‘\1“\\\\“’!‘\\‘\w‘\1‘\\\‘\“!\\\8‘?\.(\)\‘\\]\-\0‘0\.\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3772: Hexanal
44.0
56.0 ‘\\\\‘\\\\‘\\V\‘\\\\‘\\
8.40 8.60 8.80 9.00 9.20
5000 270 m/z 57.00  66.95%
72.0
TS O T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3767: Hexanal R
44.0 56.0 8.40 8.60 8.80 9.00 9.20
' m/z 42.95 62.08%
5000
27.0
72.0
oH‘%Tr""?_u‘!_u“‘,l“Ww“!;H“‘“1‘”??:9“”1‘9?;9”‘ PGS AT VN
m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092622\
Data File : VU@50945.D

Acqg On : 26 Sep 2022 14:32
Operator : JC/MD

Sample : N4747-10

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST11l.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 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.063 2.51 ug/L 34281 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
4 2-Octene 112 C8H16 000111-67-1 52
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50

Abundance Scan 3335 (12.063 min): VU050945.D\data.ms (-3325) (- | m/z 57.00 100.00%
57.0
5000 J\ /U
70.0
83.0 i LU A
| ‘ ‘ 97.9 1120 12.00
oH‘_‘H‘H‘w‘H‘_\uwm1"H1M‘Hw\\wawluw m/z 41.00 57.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
/\h i hirwy 1
5000 L T T T T T T T T I
41.0 12.00
70.0 83.0 m/z 55.00 50.28%
\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
12.00
5000 ITI z 43.00 36.50%
43.0
29.0 70.0 830
980
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13669: 1-Hexanol, 2-ethyl- ‘
57.0 1200
m/z 56.00 34.89%
5000
70.0 83.0
\\ @0 A
0“w‘H‘_‘H"H‘_‘H‘m“_‘m‘u‘w“u‘u‘w“u‘m‘w‘ et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092622\
Data File : VU@50945.D

Acqg On : 26 Sep 2022 14:32
Operator : JC/MD

Sample : N4747-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92022WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 1.845 5.4 ug/L 71796 1 6.250 661109 50.0
Hexanal 8.787 3.7 ug/L 63168 2 9.417 848478 150.0
1-Hexanol, 2-et... 12.063 2.5 ug/L 34281 3 11.809 683685 50.0
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