LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@21524\
Data File : VU®57872.D

Acqg On : 15 Feb 2024 14:19
Operator : MD/SY

Sample : P1496-02

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\SFAMULMO20724WMA .M
Title : VOC Analysis

Signal : TIC: VU@57872.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.515 67 70 75 rVB 1446 1144 0.12% 0.015%
2 1.596 86 95 109 rVB 125075 151410 15.55% 1.970%
3 1.679 113 121 133 rBV 62697 77623 7.97% 1.010%
4 1.888 178 186 207 rVB 95267 134300 13.80% 1.747%
5 2.367 332 335 342 rVB7 1075 1359 0.14% 0.018%
6 2.557 381 394 405 rBV 197656 321343 33.01% 4.180%
7 2.615 405 412 427 rVB 28882 49830 5.12% 0.648%
8 2.772 458 461 463 rBvV3 424 293 0.03% 0.004%
9 2.837 477 481 482 rBV 308 213 0.02% 0.003%
16 2.956 515 518 521 rVB2 243 180 0.02% 0.002%
11 3.039 535 544 554 rVB3 1745 3178 0.33% 0.041%
12 3.174 572 586 599 rBv2 8221 18799 1.93% 0.245%
13  3.345 633 639 643 rBv2 212 246 0.03% ©0.003%
14 3.666 733 739 741 rBV2 303 298 0.03% 0.004%
15 4.039 851 855 857 rBV2 418 365 0.04% 0.005%
16 4.052 857 859 862 rVv2 327 251 0.03% 0.003%
17 4.152 888 890 896 rVB2 221 179 0.02% 0.002%
18 4.190 896 902 904 rBV 242 176  0.02% 0.002%
19 4.261 918 924 928 rBV2 170 213 0.02% 0.003%
20 4.296 928 935 938 rw2 182 181 0.02% 0.002%
21  4.428 963 976 977 rBv4 2214 3105 0.32% 0.040%
22 4.608 1022 1032 1062 rBV 69258 183666 18.87% 2.389%
23 5.052 1154 1170 1194 rBV 170283 377649 38.79% 4.913%
24 5.181 1206 1210 1211 rBV3 265 180 ©0.02% 0.002%
25 5.200 1213 1216 1223 rVV4 500 560 0.06% 0.007%
26 5.226 1223 1224 1229 rVB2 453 376 0.04% 0.005%
27 5.248 1229 1231 1240 rVB4 244 278 0.03% 0.004%
28 5.325 1240 1255 1272 rVB4 2836 6939 0.71% 0.090%
29 5.714 1351 1376 1411 rBV2 356723 973460 100.00% 12.663%
30 6.033 1471 1475 1478 rVvv3 435 351 0.04% 0.005%
31 6.100 1494 1496 1500 rvB2 317 193 0.02% 0.003%
32 6.238 1526 1539 1567 rBV 310741 594033 61.02% 7.727%
33 6.496 1616 1619 1622 rBvV2 212 176 0.02% 0.002%
34 6.541 1622 1633 1663 rvv3 = 24283 80722 8.29% 1.050%
35 6.679 1664 1676 1704 rVB 223033 444060 45.62% 5.776%
36 6.882 1736 1739 1741 rBV4 732 565 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@21524\
Data File : VU®57872.D

Acqg On : 15 Feb 2024 14:19
Operator : MD/SY

Sample : P1496-02

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\SFAMULMO20724WMA .M
Title : VOC Analysis
37 6.965 1763 1765 1769 rVB3 341 206 0.02% ©0.003%
38 7.039 1783 1788 1792 rBV4 478 379 0.04% 0.005%
39 7.062 1792 1795 1801 rVB3 414 396 0.04% 0.005%
40 7.107 1806 1809 1812 rBV2 901 761 0.08% 0.010%
41  7.158 1823 1825 1830 rBV3 289 234 0.02% 0.003%
42 7.335 1877 1880 1883 rVB2 308 194 0.02% 0.003%
43  7.357 1883 1887 1890 rBV2 310 274 0.03% 0.004%
44  7.557 1937 1949 1970 rBV 126929 227042 23.32%  2.953%
45  7.891 2040 2053 2076 rBV 437992 755375 77.60%  9.826%
46 8.171 2129 2140 2159 rBV 85379 148796 15.29% 1.936%
47  8.293 2173 2178 2183 rVB2 423 468 0.05% 0.006%
48  8.328 2185 2189 2194 rVB2 340 265 0.03% 0.003%
49 8.367 2194 2201 2207 rBV2 328 272 0.03% 0.004%
50 8.460 2222 2230 2242 rBV2 2632 4859 0.50% 0.063%
51 8.582 2264 2268 2271 rBvV2 215 174 0.02% 0.002%
52 8.627 2271 2282 2312 rBV 240320 477209 49.02% 6.208%
53 8.788 2326 2332 2348 rVB5 5409 9773 1.00% 0.127%
54  9.129 2432 2438 2442 rBV 272 299 0.03% 0.004%
55  9.190 2452 2457 2464 rBV2 189 246 0.03% 0.003%
56 9.332 2497 2501 2504 rBv2 631 499 0.05% 0.006%
57 9.412 2512 2526 2555 rBV 423206 717603 73.72%  9.335%
58 9.598 2580 2584 2593 rBV2 278 462 0.05% 0.006%
59 9.698 2607 2615 2623 rBV2 832 1329 0.14% 0.017%
60 10.016 2711 2714 2720 rVB2 169 174 0.02% 0.002%
61 10.097 2730 2739 2747 rBV5S 1339 1898 ©0.19% 0.025%
62 10.135 2747 2751 2756 rBV2 614 577 0.06% 0.008%
63 10.245 2773 2785 2802 rVV3 5256 11353 1.17% 0.148%
64 10.309 2802 2805 2808 rVB2 344 258 0.03% 0.003%
65 10.351 2814 2818 2824 rVB3 673 734 0.08% 0.010%
66 10.750 2929 2942 2965 rW 292454 474484 A48.74% 6.172%
67 10.885 2976 2984 2995 rBV2 3783 5444 0.56% 0.071%
68 10.955 3001 3006 3009 rBV2 227 224 0.02% ©0.003%
69 11.055 3034 3037 3040 rBV2 399 304 0.03% 0.004%
70 11.106 3051 3053 3054 rBV 475 217 0.02% ©0.003%
71 11.261 3097 3101 3107 rBV2 315 342 0.04% 0.004%
72 11.377 3134 3137 3141 rVV2 474 399 0.04% 0.005%
73 11.396 3141 3143 3147 rVB2 335 240 0.02% 0.003%
74 11.454 3158 3161 3164 rVB2 286 182 0.02% 0.002%
75 11.473 3164 3167 3170 rBV2 256 228 0.02% 0.003%
76 11.508 3175 3178 3181 rVB2 328 179 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@21524\
Data File : VU®57872.D

Acqg On : 15 Feb 2024 14:19
Operator : MD/SY

Sample : P1496-02

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\SFAMULMO20724WMA .M
Title : VOC Analysis
77 11.717 3240 3243 3246 rVB2 321 206 0.02% ©0.003%
78 11.807 3258 3271 3294 rBV 432849 706024 72.53%  9.184%
79 12.074 3343 3354 3376 rBV4 6236 16855 1.73% 0.219%
80 12.187 3377 3389 3424 rVB 407171 682819 70.14% 8.882%
81 12.373 3444 3447 3450 rBV2 315 179 0.02% 0.002%
82 12.431 3462 3465 3471 rVB 321 281 0.03% 0.004%
83 12.608 3517 3520 3526 rBV2 233 234 0.02% 0.003%
84 12.766 3561 3569 3577 rVB 2291 3561 ©.37% 0.046%
85 12.904 3606 3612 3618 rBV3 814 1049 0.11% 0.014%
86 12.997 3638 3641 3646 rBV 225 228 0.02% 0.003%
87 13.206 3701 3706 3707 rBV 308 247 0.03% 0.003%
88 13.579 3820 3822 3829 rVB 325 241 0.02% ©0.003%
89 13.614 3829 3833 3837 rBV2 325 308 0.03% 0.004%
90 13.807 3889 3893 3894 rBV 357 257 0.03% 0.003%
91 13.978 3944 3946 3950 rBV2 289 178 0.02% 0.002%
92 14.016 3956 3958 3961 rVB2 466 234 0.02% 0.003%
93 14.126 3989 3992 3997 rVB2 367 295 0.03% 0.004%
94 14.155 3997 4001 4002 rBV3 348 250 0.03% 0.003%
95 14.251 4027 4031 4032 rBV2 258 188 0.02% 0.002%
96 14.457 4091 4095 4099 rBV3 397 323 0.03% 0.004%
97 14.717 4173 4176 4178 rBV3 330 212 0.02% ©0.003%
98 15.055 4279 4281 4286 rVB2 403 282 0.03% 0.004%
99 15.087 4286 4291 4295 rBV2 454 562 0.06% 0.007%
100 15.106 4295 4297 4302 rVB3 325 227 0.02% 0.003%
Sum of corrected areas: 7687486
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021524\

: VUe57872.D

: 15 Feb 2024 14:19

: MD/SY

: P1496-02

: 5.0mL/MSVOA_U/WATER

: 12 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@20724WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

400000

350000

300000

250000

200000

150000

100000

50000

o

TIC: VU057872.D\data.ms

5.714
6.238

6.67
2.557
5.052

1.596
1.888
679 4.608

615 6.54
1.5 2.367 | \ 2282785830174.345 3.666 40EREIEAA28 5

Time-->

m\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘r\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

400000

350000

300000

250000

200000

150000

100000

50000

TIC: VU057872.D\data.ms
7.891 9.412 11.807 124

10.750

8.627

7.557

8.171

0
Time-->

\ j\@me 828.788 gazsma Lsnaga 1011301@@51 QLB%E&BB JIING e T 12.07

8. 50 9 00 9. 50 10 00 10 50 11 OO 11.50 12.00

Abundance

400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VU057872.D\data.ms

@m.6M-m9913.206 18363 8 BAZAER 514 45714 717 m

Time-->

‘ 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
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\VU021524\
Data File : VU@57872.D

Acqg On : 15 Feb 2024 14:19
Operator : MD/SY

Sample : P1496-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO20724WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.679 6.53 ug/L 77623  1,4-Difluorobenzene 6.238

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 Propane 44 C3H8 000074-98-6 5

4 Ethylene oxide 44 C2H40 000075-21-8 5

5 Ethylene oxide 44 C2H40 000075-21-8 5
Abundance Scan 121 (1.679 min): VU057872.D\data.ms (-113) (-) m/z 43.90 100.00%

43.9
5000

1.40 1.60 1.80 2.00

] EEEE————————— - R E— m/z 42.85 57.37%
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #81: Acetaldehyde
29.0
44.0
5000 L L B B

m/z 41.90 19.68%

\\‘\\\\‘\\}L‘l\\\‘\\z\e-iq\}}‘\\\\‘\\\\‘1 \i\\\\‘\\\\
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #80: Acetaldehyde
29.0
44.0

1.40 1.60 1.80 2.00

15.0 1.40 1.60 1.80 2.00
|

5000 ITI/Z 40.90 7.67%
15.0
“_“W“‘Ml‘u“%4“u ‘H“_“‘M!‘q“‘W“H
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane A“ﬂ“‘u““““mfw
29.0 1.40 1.60 1.80 2.00

m/z 44.90 2.24%

5000

150 |
H‘H“_‘H‘H“_‘H“ AR

m/z--> 5 10 15 20 25 30 35

e B A PRI MBS

5 50 1.40 1.60 1.80 2.00

L
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021524\
Data File : VU@57872.D

Acqg On : 15 Feb 2024 14:19
Operator : MD/SY

Sample : P1496-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO20724WMA.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 1-Butanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.541 6.79 ug/L 80722  1,4-Difluorobenzene 6.238

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4Hl1le0 000071-36-3 83
2 1-Butanol 74 C4H100 000071-36-3 78
3 1-Butanol 74 C4H1e0 000071-36-3 64
4 1-Butanol 74 C4H1e0 000071-36-3 50
5 Cyanic acid, propyl ester 85 C4H7NO 001768-36-1 50

Abundance Scan 1633 (6.541 min): VU057872.D\data.ms (-1622) (-) m/z 56.00 100.00%

56.0
40.9
5000

‘ | 130 6.20 6.40 6.60 6.80
el RS 98T m/z 40.90  69.85%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #966: 1-Butanol
56.0
31.0
3.0

5000 T R
6.20 6.40 6.60 6.80

m/z 42.90 57.27%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #959: 1-Butanol
31.0
56.0 it

30 6‘206‘406606430
5000 m/z 41.90  31.06%
730 i
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #968: 1-Butanol AR R R e A
31.0 56.0 6.20 6.40 6.60 6.80
m/z 38.90  21.09%
3.0
5000
eamenl VIR MBSO S VNSNS RARARS
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021524\
Data File : VU@57872.D

Acqg On : 15 Feb 2024 14:19
Operator : MD/SY

Sample : P1496-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@20724WMA .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 1.679 6.5 ug/L 77623 1 6.238 594033 50.0
1-Butanol 6.541 6.8 ug/L 80722 1 6.238 594033 50.0
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