LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102523\
Data File : VU@55880.D

Acqg On : 25 Oct 2023 15:33
Operator : MD/SY

Sample : 04952-01

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\SFAMULM101023WMA.M
Title : VOC Analysis

Signal : TIC: VU@55880.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.358 15 21 37 rBV2 161144 178260 7.06% 0.851%
2 1.489 56 62 75 rBvV2 86979 111327 4.41% 0.532%
3 1.599 89 96 116 rBV2 384775 503155 19.93% 2.402%
4 1.891 180 187 206 rVB 214193 327744 12.98%  1.565%
5 2.560 380 395 414 rBV 533589 885554 35.08%  4.228%
6 3.354 630 642 656 rVB5 7941 17702 0.70% ©0.085%
7 3.483 679 682 691 rVB4 749 1063 0.04% 0.005%
8 3.550 697 703 707 rBV3 733 911 0.04% 0.004%
9 3.686 739 745 746 rBV3 2648 2018 0.08% 0.010%
106 3.962 814 831 844 rVBS8 5656 17574 0.70% ©0.084%
11  4.431 964 977 980 rBv4 2983 5524 0.22% 0.026%
12 4.528 991 1007 1011 rBV2 8312 18763 0.74% 0.090%
13 4.615 1025 1034 1064 rVB 178860 447831 17.74% 2.138%
14  4.853 1104 1108 1113 rVB6 832 698 0.03% 0.003%
15 5.058 1155 1172 1200 rBV 443298 1000691 39.64% 4.778%
16 5.284 1236 1242 1244 rBV5 843 890 0.04% 0.004%
17 5.329 1244 1256 1261 rBV3 5191 9854 0.39% 0.047%
18 5.454 1285 1295 1311 rVB6 7327 16562 0.66% 0.079%
19 5.583 1327 1335 1346 rBvVv7 2683 6133 0.24% 0.029%
20 5.628 1346 1349 1353 rVB2 1120 828 0.03% 0.004%
21 5.721 1356 1378 1409 rBV2 920262 2524561 100.00% 12.053%
22 5.978 1449 1458 1469 rVBS8 4161 8927 0.35% 0.043%
23 6.116 1495 1501 1503 rBV4 1436 1353 0.05% 0.006%
24 6.245 1527 1541 1566 rBV 663953 1293666 51.24% 6.177%
25 6.502 1609 1621 1629 rBV2 8406 19244 0.76% 0.092%
26 6.685 1664 1678 1695 rBV 555339 1103187 43.70% 5.267%
27 6.859 1729 1732 1739 rVB6 1662 1612 0.06% ©0.008%
28 6.975 1762 1768 1770 rBV4 1911 1737 0.097% 0.008%
29 7.065 1790 1796 1797 rBV4 1027 781 0.03% 0.004%
30 7.184 1816 1833 1844 rBV4 8748 26604 1.05% 0.127%
31 7.377 1881 1893 1904 rBV6 10637 21598 0.86% 0.103%
32 7.428 1904 1909 1910 rBV3 1693 1371 0.05% 0.007%
33 7.560 1937 1950 1970 rBV 312051 554661 21.97% 2.648%
34 7.692 1989 1991 1998 rVB6 1710 1613 0.06% ©0.008%
35 7.756 2003 2011 2020 rVB5 5563 9920 0.39% 0.047%

36 7.894 2033 2054 2076 rBV 1151594 2024927 80.21% 9.668%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102523\
Data File : VU@55880.D

Acqg On : 25 Oct 2023 15:33
Operator : MD/SY

Sample : 04952-01

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\SFAMULM101023WMA.M
Title : VOC Analysis
37 8.174 2130 2141 2156 rBV 215265 373856 14.81% 1.785%
38 8.357 2190 2198 2203 rBvV8 2532 3865 ©0.15% 0.018%
39 8.406 2206 2213 2224 rVB4 7639 13795 0.55% 0.066%
40 8.486 2224 2238 2247 rBV2 31603 60821 2.41% 0.290%
41  8.550 2247 2258 2272 rVB 161014 270943 10.73%  1.294%
42 8.631 2272 2283 2314 rBV 679526 1317408 52.18% 6.290%
43  8.856 2347 2353 2359 rBvV8 2305 3556 ©0.14% 0.017%
44  8.920 2364 2373 2376 rBV9 1751 2825 0.11% 0.013%
45  9.058 2409 2416 2417 rBV3 2836 2591 0.10% 0.012%
46 9.068 2417 2419 2430 rVBS8 4323 5712 0.23% 0.027%
47  9.168 2446 2450 2451 rBV4 1289 807 0.03% 0.004%
48 9.338 2490 2503 2512 rVv4 10626 20359 0.81% 0.097%
49 9.412 2514 2526 2569 rVWV 974548 1864256 73.84% 8.901%
50 9.563 2570 2573 2578 rBV6 1626 1452 0.06% 0.007%
51 9.692 2600 2613 2625 rVB3 25230 47730 1.89% 0.228%
52 9.865 2662 2667 2669 rBV3 1652 1483 0.06% 0.007%
53 10.013 2706 2713 2716 rBV6 3923 3991 0.16% 0.019%
54 10.100 2735 2740 2752 rVB4 7578 11978 ©0.47% 0.057%
55 10.232 2778 2781 2783 rvv3 1358 907 0.04% 0.004%
56 10.364 2811 2822 2825 rBVS8 4423 7924 0.31% 0.038%
57 10.483 2850 2859 2867 rBV4 7644 12901 0.51% 0.062%
58 10.521 2867 2871 2872 rBvV2 1027 746 0.03% 0.004%
59 10.692 2921 2924 2930 rVBS8 3296 3309 0.13% 0.016%
60 10.753 2930 2943 2973 rVB 850273 1402763 55.56% 6.697%
61 10.901 2976 2989 3009 rBV5 11600 28012 1.11% 0.134%
62 10.997 3009 3019 3035 rBV4 19446 42771 1.69% 0.204%
63 11.090 3041 3048 3066 rVB4 10957 20818 0.82% 0.099%
64 11.229 3087 3091 3094 rBV4 803 719 0.03% 0.003%
65 11.290 3101 3110 3118 rBV3 12935 21883 0.87% 0.104%
66 11.373 3134 3136 3140 rVVv4 1144 821 0.03% 0.004%
67 11.412 3140 3148 3156 rVVv4 6067 9084 0.36% 0.043%
68 11.467 3156 3165 3176 rVB 29412 46824 1.85% 0.224%
69 11.608 3200 3209 3214 rBV3 8783 13504 0.53% 0.064%
70 11.743 3245 3251 3259 rVB9 5996 7950 0.31% 0.038%
71 11.807 3259 3271 3290 rBV 1101771 1787918 70.82% 8.536%
72 11.994 3326 3329 3335 rVB6 1689 1643 0.07% 0.008%
73 12.090 3352 3359 3369 rBV2 15876 26589 1.05% 0.127%
74 12.190 3377 3390 3414 rBV 1220026 2042164 80.89% 9.750%
75 12.370 3442 3446 3448 rBV4 2851 2608 0.10% 0.012%
76 12.460 3468 3474 3480 rBV5 5479 7808 0.31% 0.037%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102523\
Data File : VU@55880.D

Acqg On : 25 Oct 2023 15:33
Operator : MD/SY

Sample : 04952-01

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\SFAMULM101023WMA.M
Title : VOC Analysis
77 12.569 3502 3508 3516 rVB4 9730 12862 ©0.51% 0.061%
78 12.679 3536 3542 3547 rBV5 8212 11997 0.48% 0.057%
79 12.820 3577 3586 3589 rBV7 3840 5309 0.21% 0.025%
80 12.939 3615 3623 3628 rBV1e 5293 8433 0.33% 0.040%
81 13.029 3644 3651 3661 rVB4 7142 12157 0.48% 0.058%
82 13.113 3667 3677 3682 rBV9 4346 8271 0.33% 0.039%
83 13.251 3712 3720 3727 rBV3 10775 14342 0.57% 0.068%
84 13.296 3728 3734 3742 rVB6 5679 8095 0.32% 0.039%
85 13.383 3758 3761 3762 rBV3 1181 738 0.03% 0.004%
86 13.454 3774 3783 3794 rBV3 20390 34637 1.37% 0.165%
87 13.560 3813 3816 3820 rBV4 1863 1460 0.06% 0.007%
88 13.621 3830 3835 3845 rVB9 6321 9112 0.36% 0.044%
89 13.733 3863 3870 3877 rVV9 2597 4249 0.17% 0.020%
90 13.785 3878 3886 3894 rVB8 4849 8121 0.32% 0.039%
91 13.836 3894 3902 3912 rBVS8 7179 16141 0.64% 0.977%
92 14.184 4003 4010 4023 rVB7 16698 28329 1.12% 0.135%
93 14.280 4028 4040 4052 rBV7 26074 46381 1.84% 0.221%
94 14.486 4096 4104 4112 rBV1e 3801 5708 ©.23% 0.027%
95 14.679 4153 4164 4178 rVB1eO 8760 20816 0.82% 0.099%
96 14.772 4191 4193 4196 rBV3 1430 860 0.03% 0.004%
97 14.807 4197 4204 4207 rBV7 3578 4607 0.18% 0.022%
98 14.875 4219 4225 4237 rVB8 7832 12548 0.50% 0.060%
99 15.013 4264 4268 4281 rVB8 5864 10379 0.41% 0.050%
100 15.418 4389 4394 4404 rVBO 8131 13177 0.52% 0.063%
Sum of corrected areas: 20944667
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102523\

: VUe55880.D

: 25 Oct 2023 15:33
: MD/SY

: 04952-01

: 5.0mL/MSVOA_U/WATER
. 16

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
: VOC Analysis

: C:\Database\NIST20.L
LSCINT.P
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1200000

1000000

800000

600000

400000

200000

0

TIC: VU055880.D\data.ms

5.721

6.245

2.560

1.599 5.058

1.891
358 4 615

1.48
3.3%3E50686 3.962 44@5 8\ 4.853 53288154638\ 5.94811 6.502
T!’T‘Y_Y—TY_Y’

Time-->

(L L B L I L I R N R I R B R R TTT L L B B R IR R L L \ H'!_\‘T\H‘ i T T

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
1200000

1000000

800000

600000

400000

200000

TIC: VU055880.D\data.ms

7.894
11.807
9.412

10.753

8.631

7.560

8.174
8.5

0
Time-->

6.86977685.54 128 (7.895 8%@?3 8 85OSR6S gls 0 56598, 86610 300282362/530.69 01931&9@9!12@@@7&087 1113@JC
‘ AL\ BBFNT
8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance
1200000

1000000

800000

600000

400000

200000

7.00 7. 50 8.00
TIC: VU055880.D\data.ms

15 418

o 12@@3@%@32@1@3@@@@5&%356 1411%2894 4831@93@55013

Time-->

T ‘ T
12. 50 13. OO 13. 50 14 00 14 50 15 00 15 50 16.00

T ‘ T
16.50

T ‘ T T ‘
17.00 17.50

SFAMULM101023WMA.M Fri Oct 27 16:40:58 2023

Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102523\
Data File : VU@55880.D

Acqg On : 25 Oct 2023 15:33

Operator : MD/SY

Sample : 04952-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
1.358 6.89 ug/L 178260 1,4-Difluorobenzene 6.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propane 44 C3H8 000074-98-6 83
3 2-Butenal, (E)- 70 C4H60 000123-73-9 40
4 2-Hexynoic acid 112 C6H802 000764-33-0 39

5 Imidazol-5(2H)-one, 4-amino-2-(2... 196 C7H8N403 318259-17-5 38

Abundance  Scan 21 (1.358 min): VU055880.D\data.ms (-15) (-) m/z 43.95 100.00%

44.0
5000

1.401.501.601.701.80

0t Al e 208 m/z 42,95 91.79%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #88: Propane
29.0
5000 AR RN R R R N
1.401.501.601.701.80
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O
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #89: Propane
29.0

1.401.501.601.701.80
5000 m/z 41.00 54.14%

m/z-->

olL0

miz--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #606: 2-Butenal, (E)- R ERRaTEE A RN
a0 oo 1.401.501.601.701.80
' m/z 42.00 21.15%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102523\
Data File : VU@55880.D

Acqg On : 25 Oct 2023 15:33
Operator : MD/SY

Sample : 04952-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.489 4.30 ug/L 111327 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 53
2 Isobutane 58 C4H1e 000075-28-5 50
3 Isobutane 58 C4H1e 000075-28-5 50
4 Isobutane 58 C4H1e 000075-28-5 38
5 Isobutane 58 C4H1e 000075-28-5 9
Abundance  Scan 62 (1.489 min): VU055880.D\data.ms (-56) (-) m/z 43.00 100.00%
43.0
5000 j\
\‘\\\\‘\\\\/_‘/_\\7’7—/\\
‘ | 1.40 160 1.80
0 rerlebetc b e 288 Mgz 40,95 48.12%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
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5000 LA L AL L L B B B B
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0, |
O\‘\\\‘\‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #268: Isobutane
43.0
140 1.60 1.80
5000 m/z 38.95 21.45%
15.0 ‘
0 W‘HL_WH;M‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #266: Isobutane - ““ ““‘ P
43.0 140 1.60 1.80
m/z 63.90 13.25%
5000
15.0‘ ‘
0L e el bt e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 140 1.60 1.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102523\
Data File : VU@55880.D

Acqg On : 25 Oct 2023 15:33
Operator : MD/SY

Sample : 04952-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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|
(DEL) Alkane: S... 1.358 6.9 ug/L 178260 1 6.245 1293670 50.0
(DEL) Alkane: S... 1.489 4.3 ug/L 111327 1 6.245 1293670 50.0
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