LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010824\
Data File : VU@57424.D

Acqg On : 09 Jan 2024 08:23
Operator : MD/SY

Sample : P1058-20

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 52 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\SFAMULMO10824WMA .M
Title : VOC Analysis

Signal : TIC: VU@57424.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.390 24 31 43 rVB 54672 57369 5.84% 0.735%
2 1.492 55 63 80 rvB 362574 432045 44.01% 5.536%
3 1.599 87 96 107 rBvV 104700 127671 13.00% 1.636%
4 1.914 186 194 208 rVB 73889 107054 10.90% 1.372%
5 2.299 309 311 316 rvB2 568 479 0.05% 0.006%
6 2.325 316 322 324 rBV3 716 708 0.07% ©.009%
7 2.560 383 395 410 rBV3 209831 371110 37.80% 4.756%
8 2.647 413 422 443 rVB 30273 78120 7.96% 1.001%
9 3.415 659 661 663 rBvV2 571 367 0.04% 0.005%
106 3.631 725 728 734 rBB2 318 261 ©0.03% 0.003%
11 3.7068 748 752 753 rBV 263 194 0.02% 0.002%
12 3.862 790 800 815 rBB2 2580 5166 0.53% 0.066%
13 4.280 927 930 936 rBB 169 216 ©0.02% ©0.003%
14  4.428 972 976 980 rBB2 344 256 0.03% 0.003%
15 4.631 1028 1039 1069 rBV 45343 149683 15.25%  1.918%
16 5.055 1156 1171 1192 rBV2 189064 426778 43.47% 5.469%
17 5.229 1222 1225 1226 rBV2 621 313 0.03% 0.004%
18 5.267 1233 1237 1238 rBV 328 218 0.02% 0.003%
19 5.309 1239 1250 1265 rVB4 11070 23912 2.44% 0.306%
20 5.717 1357 1377 1408 rBV2 355927 981739 100.00% 12.581%
21 5.930 1439 1443 1445 rVB2 396 333  0.03% 0.004%
22 5.949 1445 1449 1450 rBV 279 199 0.02% 0.003%
23 6.242 1527 1540 1564 rBV 315139 616982 62.85% 7.906%
24  6.489 1613 1617 1619 rVB2 390 279 0.03% 0.004%
25 6.531 1624 1630 1634 rBV3 949 1020 0.10% 0.013%
26 6.550 1634 1636 1639 rVB2 439 220 0.02% ©0.003%
27 6.605 1647 1653 1656 rBB2 363 395 0.04% 0.005%
28 6.682 1664 1677 1697 rBV 215652 423204 43.11%  5.423%
29 6.994 1771 1774 1777 rBB 358 220 0.02% 0.003%
30 7.190 1832 1835 1838 rBV2 472 326 0.03% 0.004%
31 7.415 1902 1905 1910 rBB 217 208 0.02% 0.003%
32 7.463 1916 1920 1924 rBB 201 200 0.02% 0.003%
33 7.512 1931 1935 1938 rBvV2 288 232 0.02% 0.003%
34 7.560 1938 1950 1973 rBV2 116048 212592 21.65% 2.724%
35 7.695 1988 1992 1994 rBV3 532 322 0.03% 0.004%
36 7.708 1994 1996 1998 rWV 398 203 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010824\
Data File : VU@57424.D

Acqg On : 09 Jan 2024 08:23
Operator : MD/SY

Sample : P1058-20

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 52 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\SFAMULMO10824WMA .M
Title : VOC Analysis
37 7.733 2002 2004 2007 rvVB2 497 286 0.03% 0.004%
38 7.759 2008 2012 2015 rBV 292 235 0.02% 0.003%
39 7.891 2040 2053 2074 rBV 425103 756459 77.05% 9.694%
40 8.110 2118 2121 2124 rVB2 529 427 0.04% 0.005%
41  8.174 2130 2141 2166 rBvV2 81777 151282 15.41% 1.939%
42 8.267 2168 2170 2173 rVB2 377 204 0.02% 0.003%
43  8.306 2179 2182 2186 rBV 205 203 0.02% ©0.003%
44  8.357 2195 2198 2203 rBB 309 258 0.03% 0.003%
45  8.396 2206 2210 2213 rBB2 268 226 0.02% 0.003%
46 8.486 2234 2238 2242 rBB 247 214 0.02% 0.003%
47  8.563 2257 2262 2264 rBV 309 269 0.03% 0.003%
48  8.643 2273 2287 2318 rBV3 175980 390263 39.75% 5.001%
49 8.920 2369 2373 2377 rVB2 446 311 0.03% 0.004%
50 8.942 2378 2380 2383 rBV 318 219 0.02% 0.003%
51 9.151 2442 2445 2449 rBV 283 242 0.02% ©0.003%
52 9.357 2504 2509 2511 rBV 198 219 0.02% 0.003%
53 9.412 2514 2526 2559 rBV 422902 746062 75.99% 9.560%
54 9.589 2577 2581 2583 rBvV2 544 499 0.05% 0.006%
55 9.634 2591 2595 2598 rBV 229 206 0.02% 0.003%
56 9.669 2602 2606 2610 rBV 254 311 0.03% 0.004%
57 9.759 2631 2634 2635 rBv2 531 234 0.02% ©0.003%
58 9.994 2703 2707 2710 rBvV2 318 290 0.03% 0.004%
59 10.029 2715 2718 2720 rBV 347 221 0.02% 0.003%
60 10.097 2736 2739 2742 rBV2 425 295 0.03% 0.004%
61 10.396 2830 2832 2837 rVWV 367 246 0.03% 0.003%
62 10.454 2847 2850 2856 rBB 213 256 0.03% 0.003%
63 10.482 2856 2859 2862 rBV 272 238 0.02% ©0.003%
64 10.528 2866 2873 2879 rBV3 937 1495 0.15% 0.019%
65 10.595 2890 2894 2897 rBV 267 230 0.02% 0.003%
66 10.704 2925 2928 2931 rVB 334 236 0.02% 0.003%
67 10.753 2931 2943 2963 rBV 291213 474254 48.31% 6.077%
68 10.865 2974 2978 2980 rBV2 651 476 0.05% 0.006%
69 10.894 2983 2987 2991 rVB2 531 456 0.05% 0.006%
70 10.933 2991 2999 3006 rBV5 1355 1776 0.18% 0.023%
71 11.241 3091 3095 3098 rBV 314 268 0.03% 0.003%
72 11.730 3243 3247 3248 rBV 378 251 0.03% 0.003%
73 11.807 3259 3271 3293 rBV 375961 608951 62.03% 7.803%
74 12.032 3337 3341 3344 rBV 410 336 ©0.03% 0.004%
75 12.058 3344 3349 3351 rBV 378 380 0.04% 0.005%

76 12.187 3377 3389 3408 rBV 386715 636787 64.86% 8.160%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010824\
Data File : VU@57424.D

Acqg On : 09 Jan 2024 08:23
Operator : MD/SY

Sample : P1058-20

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 52 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\SFAMULMO10824WMA .M
Title : VOC Analysis
77 12.299 3422 3424 3431 rVB3 645 632 0.06% ©0.008%
78 12.331 3431 3434 3437 rBV2 388 243  0.02% 0.003%
79 12.556 3501 3504 3508 rVB2 342 219 0.02% 0.003%
80 12.682 3541 3543 3551 rVB 239 224  0.02% 0.003%
81 12.756 3564 3566 3567 rBV 613 284 0.03% 0.004%
82 12.929 3617 3620 3624 rVB 383 261 0.03% 0.003%
83 13.196 3698 3703 3712 rBV 215 315 0.03% 0.004%
84 13.515 3800 3802 3805 rVB 455 185 ©0.02% 0.002%
85 13.531 3805 3807 3809 rBV 381 193 0.02% 0.002%
86 13.640 3838 3841 3845 rVB 571 390 0.04% 0.005%
87 13.679 3849 3853 3857 rBV2 420 370 0.04% 0.005%
88 13.711 3859 3863 3867 rBV2 273 219 0.02% ©0.003%
89 13.804 3889 3892 3895 rBV 234 210 0.02% 0.003%
90 13.865 3908 3911 3916 rVB2 432 247 0.03% 0.003%
91 14.032 3960 3963 3966 rBV2 395 268 0.03% 0.003%
92 14.051 3966 3969 3970 rBV2 324 191 0.02% 0.002%
93 14.418 4078 4083 4085 rBV 603 385 0.04% 0.005%
94 14.598 4133 4139 4141 rBV3 350 330 0.03% 0.004%
95 14.720 4174 4177 4179 rBvV2 423 245 0.02% ©0.003%
96 14.814 4202 4206 4207 rBV2 323 217 0.02% 0.003%
97 14.900 4231 4233 4235 rBV2 384 186 0.02% 0.002%
98 14.942 4243 4246 4252 rVB2 436 392 0.04% 0.005%
99 14.968 4252 4254 4257 rBV 474 330 0.03% 0.004%
100 15.244 4337 4340 4341 rBV2 609 390 0.04% 0.005%
Sum of corrected areas: 7803591
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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\VvUe10824\

1 VUe57424.D

: 09 Jan 2024 08:23

: MD/SY

: P1058-20

: 5.0mL/MSVOA_U/WATER

: 52 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10824WMA.M
Quant Title : VOC Analysis

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

Abundance
400000

350000
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250000
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150000

100000
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o

TIC: VU057424.D\data.ms
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1914
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3.4153.63108862  4.280428 9 HIBD

Time-->
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Time-->

TIC: VU057424.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010824\
Data File : VU@57424.D

Acqg On : 09 Jan 2024 08:23
Operator : MD/SY

Sample : P1058-20

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10824WMA.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.
1.390 4.65 ug/L 57369 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Difluorochloromethane 86 CHC1F2 000075-45-6 90
2 Difluorochloromethane 86 CHC1F2 000075-45-6 90
3 Propiolonitrile 51 C3HN 001070-71-9 4
4 2-p-Nitrobenzoyl-1,3,5-tribenzyl... 569 C33H31NO8 1000129-85-6 4
5 1-Buten-3-yne, 1-chloro-, (Z)- 86 C4H3C1 020374-90-7 2
Abundance  Scan 31 (1.390 min): VU057424.D\data.ms (-24) (-) m/z 50.85 100.00%
50.9
5000
66.9 T ‘ L L ‘ LI L ‘ T T
1.40 1.60 1.80
36.9 85.0
Ob et e et e M/Z 66.98 25.94%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2062: Difluorochloromethane
51.0
5000 LA L B B B L
1.40 1.60 1.80
31.0 670 m/z 68.90 9.01%
0 H\:‘Lﬁ\.(\)\“HH‘M\‘\‘\‘H\‘\}HH‘HM“HH‘\S?\.(\)‘\H
miz-> 10 20 30 40 50 60 70 80 90
Abundance #2063: Difluorochloromethane
51.0
T ‘ T \h\ T ‘ L L ‘ T T
1.40 1.60 1.80
5000 m/z 50.00 6.22%
67.0
0 13.0 ‘SJHO\ 43.0 | I 8570
R i e e T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #135: Propiolonitrile TR N o T A >
51.0 1.40 1.60 1.80
m/z 66.00 3.23%
5000
25.0 38.0
12.0
ot /\‘ A
m/z--> 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010824\
Data File : VU@57424.D

Acqg On : 09 Jan 2024 08:23
Operator : MD/SY

Sample : P1058-20

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10824WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
1.492 35.01 ug/L 432045  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1-chloro-1,1-difluoro- 100 C2H3C1F2 000075-68-3 43
2 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 43
3 Ethane, 1-chloro-1,1-difluoro- 100 C2H3C1lF2 000075-68-3 38
4 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 2
5 2,2-Difluoropropionic acid 110 C3H4F202 000373-96-6 2

Abundance  Scan 63 (1.492 min): VU057424.D\data.ms (-55) (-) m/z 64.95 100.00%

65.0
}LL
44.9 e
84.9 1.40 1.60 1.80
Ol 989 7 4a8s 19.72%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4011: Ethane, 1-chloro-1,1-difluoro-
63.0
5000 L L B L I B
45.0 }40 1.60 1.80
m/z 84.90 12.16%
31.0 85.0
0‘H\\9‘.(\)\‘1\“\‘\‘H‘\li\iuu“\‘h\‘HH“H\‘\‘\\Q\S\-‘OHH‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1204: Propane, 2,2-difluoro-
65.0
e
140 160 1.80
5000 m/z 63.90 7.89%
45.0
P B PSRN A 1
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4012: Ethane, 1-chloro-1,1-difluoro- e
65.0 140 160 1.80
m/z 80.90 4.85%
5000
45.0
31.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 140 160 1.80

SFAMULMO10824WMA.M Tue Jan @9 13:20:47 2024 Page: 6



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010824\
Data File : VU@57424.D

Acqg On : 09 Jan 2024 08:23
Operator : MD/SY

Sample : P1e58-20

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@10824WMA .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 1.390 4.7 ug/L 57369 1 6.242 616982 50.0
unknown-02 1.492 35.0 ug/L 432045 1 6.242 616982 50.0
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