LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51206.D

Acqg On : 07 Oct 2022 05:11
Operator : JC/MD

Sample : N4853-22

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 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@92922WMA .M
Title : VOC Analysis

Signal : TIC: VU@51206.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 21 rVB2 68984 64388 4.08% 0.519%
2 1.472 36 41 53 rVB 56901 60792 3.85% 0.490%
3 1.597 71 80 96 rBV 244840 286721 18.18% 2.310%
4 1.681 101 106 115 rVB 20806 24655 1.56% 0.199%
5 1.903 167 175 194 rVB 185568 250659 15.89% 2.020%
6 2.562 366 380 393 rBV 286965 470309 29.82% 3.789%
7 2.626 393 400 416 rVB 18361 31672 2.01% 0.255%
8 2.973 503 508 510 rBv4 493 336 0.02% 0.003%
9 3.041 520 529 537 rBv2 5359 9425 0.60% 0.076%
10 3.182 559 573 592 rVB2 17964 39540 2.51% 0.319%
11  3.260 592 597 599 rBV 348 297 0.02% 0.002%
12 3.279 600 603 608 rVB 373 290 0.02% 0.002%
13 3.578 690 696 706 rVV5 1858 3313 0.21% 0.027%
14 3.7063 721 735 744 rBVS 761 1869 0.12% 0.015%
15 3.851 777 781 789 rVB3 727 819 0.05% 0.007%
16 4.147 870 873 876 rBV2 461 306 0.02% 0.002%
17 4.395 948 950 957 rVB2 298 303 0.02% 0.002%
18 4.453 957 968 969 rBv4 1731 2283 0.14% 0.018%
19 4.620 1008 1020 1045 rBV 149846 380809 24.14% 3.068%
20 5.060 1141 1157 1183 rBV 294690 649965 41.21% 5.237%
21 5.237 1209 1212 1214 rBV2 501 284 0.02% 0.002%
22 5.292 1219 1229 1240 rVB4 1230 2477 0.16% 0.020%
23 5.359 1247 1250 1252 rBV 602 357 0.02% 0.003%
24  5.452 1273 1279 1282 rBV 254 319 0.02% 0.003%
25 5.723 1341 1363 1400 rBV2 572036 1577257 100.00% 12.708%
26 5.880 1409 1412 1416 rBV2 514 345 0.02% 0.003%
27 5.967 1434 1439 1445 rBV4 933 1097 0.07% 0.009%
28 5.989 1445 1446 1452 rVB4 623 327 0.02% 0.003%
29 6.128 1482 1489 1491 rBV4 526 497 0.03% 0.004%
30 6.247 1512 1526 1552 rBV 445700 849206 53.84% 6.842%
31 6.452 1584 1590 1594 rBV4 348 445 0.03% 0.004%
32 6.536 1605 1616 1627 rBV4 4852 11029 0.70% 0.089%
33  6.690 1648 1664 1682 rBV 382132 750922 47.61% 6.050%
34 6.883 1718 1724 1731 rBV6 2539 3969 0.25% 0.032%
35 6.967 1748 1750 1756 rvVB2 487 282 0.02% 0.002%
36 7.134 1796 1802 1806 rBV2 358 379 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51206.D

Acqg On : 07 Oct 2022 05:11
Operator : JC/MD

Sample : N4853-22

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 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@92922WMA .M
Title : VOC Analysis
37 7.186 1812 1818 1823 rBV4 1128 1365 ©0.09% 0.011%
38 7.243 1832 1836 1841 rBV 277 356 0.02% 0.003%
39 7.311 1854 1857 1862 rVB2 652 497 0.03% 0.004%
40 7.565 1924 1936 1962 rBV 168863 294043 18.64% 2.369%
41  7.684 1965 1973 1979 rBV7 968 1605 ©0.10% 0.013%
42 7.800 2003 2009 2012 rBV3 759 782 0.05% 0.006%
43  7.896 2025 2039 2055 rBV 567944 983107 62.33% 7.921%
44  8.179 2115 2127 2147 rVWW 114964 196959 12.49% 1.587%
45  8.308 2162 2167 2169 rBv4 664 649 0.04% 0.005%
46 8.372 2184 2187 2190 rBV 357 327 0.02% 0.003%
47  8.436 2205 2207 2211 rVB2 564 358 0.02% 0.003%
48  8.459 2211 2214 2216 rBV3 505 338 0.02% 0.003%
49 8.475 2216 2219 2228 rVB4 720 846 0.05% 0.007%
50 8.552 2228 2243 2257 rBV 695109 1193602 75.68% 9.617%
51 8.636 2258 2269 2303 rvB4 321293 792658 50.26% 6.386%
52 8.864 2339 2340 2346 rVB3 842 498 0.03% 0.004%
53 8.935 2356 2362 2365 rBV5 688 820 0.05% 0.007%
54 9.038 2391 2394 2397 rBV3 350 288 0.02% 0.002%
55 9.079 2404 2407 2410 rBvV2 358 282 0.02% 0.002%
56 9.250 2457 2460 2464 rBV 325 306 0.02% 0.002%
57 9.417 2498 2512 2536 rBV 642534 1052357 66.72% 8.479%
58 9.610 2569 2572 2577 rVvB3 734 605 0.04% 0.005%
59 9.693 2590 2598 2608 rVV5 2922 4090 0.26% 0.033%
60 9.822 2635 2638 2642 rVB3 438 339  0.02% 0.003%
61 9.912 2663 2666 2670 rVV3 364 321 0.02% 0.003%
62 9.999 2688 2693 2701 rBV2 510 592 0.04% 0.005%
63 10.105 2716 2726 2730 rBV6 1079 1698 0.11% 0.014%
64 10.144 2734 2738 2745 rVB3 1173 1278 ©0.08% 0.010%
65 10.349 2796 2802 2811 rVV5 946 1573 0.10% 0.013%
66 10.594 2873 2878 2882 rBV3 310 303 0.02% 0.002%
67 10.619 2882 2886 2888 rBV2 441 336 0.02% 0.003%
68 10.652 2893 2896 2902 rVB3 716 550 0.03% 0.004%
69 10.755 2914 2928 2948 rBV 546251 884294 56.07% 7.125%
70 11.005 3003 3006 3010 rBV2 687 543 0.03% 0.004%
71 11.028 3010 3013 3016 rBV2 497 397 0.03% 0.003%
72 11.263 3082 3086 3090 rBV2 551 446 0.03% 0.004%
73 11.304 3092 3099 3105 rBV4 693 824 0.05% 0.007%
74 11.468 3143 3150 3161 rBV5S 1803 2901 0.18% 0.023%
75 11.542 3170 3173 3176 rBV2 351 311 0.02% 0.003%
76 11.697 3214 3221 3225 rBV6 734 916 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51206.D

Acqg On : 07 Oct 2022 05:11
Operator : JC/MD

Sample : N4853-22

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 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@92922WMA .M
Title : VOC Analysis
77 11.735 3229 3233 3235 rBV 412 330 0.02% 0.003%
78 11.812 3244 3257 3279 rBV 429781 694905 44.06% 5.599%
79 12.063 3326 3335 3355 rBV3 15899 30531 1.94% 0.246%
80 12.192 3362 3375 3396 rBV 465143 773790 49.06% 6.234%
81 12.504 3469 3472 3475 rBV2 534 371 0.02% 0.003%
82 12.584 3494 3497 3501 rBV3 668 397 0.03% 0.003%
83 12.658 3517 3520 3525 rVB2 333 306 0.02% 0.002%
84 12.713 3535 3537 3545 rVB2 466 296 0.02% 0.002%
85 12.848 3576 3579 3584 rVB2 457 482 0.03% 0.004%
86 12.886 3588 3591 3595 rVB4 511 408 ©0.03% 0.003%
87 13.156 3671 3675 3680 rBV2 363 429 0.03% 0.003%
88 13.262 3704 3708 3710 rBV 495 376 0.02% 0.003%
89 13.314 3722 3724 3728 rVV3 624 342 0.02% 0.003%
90 13.452 3764 3767 3771 rBV 362 303 0.02% 0.002%
91 13.504 3781 3783 3785 rBV2 455 302 0.02% 0.002%
92 13.787 3865 3871 3872 rBV2 618 525 0.03% 0.004%
93 13.848 3887 3890 3895 rBV3 623 565 0.04% 0.005%
94 14.105 3962 3970 3971 rBV 942 1114 0.097% 0.009%
95 14.166 3985 3989 3991 rBV2 382 293 0.02% 0.002%
96 14.343 4039 4044 4048 rBV4 1027 987 0.06% 0.008%
97 14.430 4069 4071 4074 rBV 586 336 0.02% 0.003%
98 14.896 4212 4216 4222 rBV3 724 908 0.06% 0.007%
99 15.253 4325 4327 4331 rBV3 557 314 0.02% 0.003%
100 15.828 4504 4506 4510 rBV2 786 637 0.04% 0.005%
Sum of corrected areas: 12411550
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\

: VUe51206.D
: @7 Oct 2022 05:11

JC/MD

: N4853-22
: 5.0mL/MSVOA_U/WATER
. 45

Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51206.D

Acqg On : @7 Oct 2022 05:11
Operator : JC/MD

Sample : N4853-22

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.359 3.79 ug/L 64388 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropene 40 C3H4 002781-85-3 10
4 Cyclopropane 42 C3He 000075-19-4 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 6 (1.359 min): VU051206.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000 A
Rmmaa e S
35‘4‘ ‘ 1.40 1.50 1.60 1.70 1.80
o e e e m/z 38.90 83.26%
mlz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
5000 ‘\\H‘\\’\/\\T‘\ﬁ‘uu‘u
27.0 1.40 1.50 1.60 1.70 1.80
m/z 42.00 62.16%
10 120210 |
0\\HHH‘\H\‘HH‘\H\‘HHi\\\\i\\\\‘\\\\“\\\‘\M‘HH‘HH
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #62: Propene
41.0 M
R S R
1.401.501.601.70 1.80
5000 270 m/z 43.90 29.64%
O e e A e
m/iz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #54: Cyclopropene e A RERERRE R
39.0 1.401.50 1.60 1.70 1.80
m/z 40.00 28.03%
5000
26.0
Y IS4 11— Sttt
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.401.501.601.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51206.D

Acqg On : @7 Oct 2022 05:11
Operator : JC/MD

Sample : N4853-22

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.472 3.58 ug/L 60792 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroguanidine 113 CH2F3N3 037950-72-4 9
2 1,4,7-Oxadithionane 164 C6H120S2 040474-73-5 9
3 Methyl nitrite 61 CH3NO2 000624-91-9 5
4 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
5 Ethyne, chloro- 60 C2HC1 000593-63-5 4
Abundance  Scan 41 (1.472 min): VU051206.D\data.ms (-36) (-) m/z 61.00 100.00%
61.0
5000 /\
- “‘ e
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m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7947: Trifluoroguanidine
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5000 T T T T T
1.40 160 180
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0 113.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39978: 1,4,7-Oxadithionane
61.0
164.0 R e e i
140 160 1.80
5000 m/z 61.90 1.83%
27.0 105.0
0 L
m/z--> 20 40 60 80 lOO 120 140 160 180 200 ﬂ
Abundance #367: Methyl nitrite "
30.0 1.40 160 180
m/z 44.90 1.80%
5000
61.0
0‘Nw‘M“H‘qhH“H‘W“H‘H“_‘H‘H“_‘H“H‘ & ‘A\quﬁ“““‘
m/z--> 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\VU100622\
Data File : VU@51206.D

Acqg On : @7 Oct 2022 05:11
Operator : JC/MD

Sample : N4853-22

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .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... 1.359 3.8 ug/L 64388 1 6.247 849206 50.0
unknown-01 1.472 3.6 ug/L 60792 1 6.247 849206 50.0

SFAMULM@92922WMA.M Mon Oct 10 14:24:21 2022 7



