LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41522\
Data File : VU@48098.D

Acqg On : 15 Apr 2022 13:26

Operator : SY/MD

Sample : N2373-07ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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@32422WMA .M
Title : VOC Analysis

Signal : TIC: VU@48098.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 111 rVB 36414 81307 10.27% 1.216%
2 2.475 351 353 356 rBV3 444 273 0.03% 0.004%
3 2.543 363 374 386 rBV 93389 162494 20.52%  2.431%
4 2.884 476 480 481 rBV 303 221 0.03% 0.003%
5 2.929 485 494 496 rBvV3 543 846 0.11% 0.013%
6 3.038 520 528 550 rVB9 3150 8540 1.08% 0.128%
7 3.183 558 573 591 rBV2 21766 59560 7.52% 0.891%
8 3.478 662 665 669 rVB3 413 257 0.03% 0.004%
9 3.514 673 676 682 rvVB2 346 344 0.04% 0.005%
10 3.819 766 771 774 rBV2 293 309 0.04% 0.005%
11 3.851 775 781 786 rVW4 752 756 0.10% 0.011%
12 3.925 800 804 807 rVB3 339 301 0.04% 0.005%
13 4.009 828 830 837 rVB2 288 217 0.03% 0.003%
14 4.054 842 844 850 rVB3 337 311 0.04% 0.005%
15 4.092 851 856 859 rBV 419 395 0.05% 0.006%
16 4.318 920 926 931 rBv2 261 421 0.05% 0.006%
17 4.440 958 964 968 rBV2 344 401 0.05% 0.006%
18 4.646 1014 1028 1082 rBvV2 74529 318997 40.29% 4.773%
19 5.064 1141 1158 1185 rBv2 139644 326640 41.25% 4.887%
20 5.298 1226 1231 1238 rVB4 525 694 0.09% 0.010%
21 5.337 1238 1243 1244 rBV3 439 436 0.06% 0.007%
22 5.546 1304 1308 1315 rVB2 213 318 0.04% 0.005%
23 5.600 1320 1325 1329 rBV2 273 274 0.03% 0.004%
24 5.719 1343 1362 1394 rBV2 295775 791800 100.00% 11.847%
25 5.829 1394 1396 1402 rVB2 349 236 0.03% 0.004%
26 5.980 1430 1443 1463 rBV3 13536 33921 4.28% 0.508%
27  6.247 1512 1526 1551 rBV 290777 591032 74.64%  8.843%
28 6.459 1588 1592 1594 rBV2 390 229 0.03% 0.003%
29 6.526 1603 1613 1623 rBV6 4906 9651 1.22% 0.144%
30 6.604 1627 1637 1650 rvv2 6120 13428 1.70% 0.201%
31 6.6990 1650 1664 1685 rVB 186535 382885 48.36% 5.729%
32 6.787 1690 1694 1695 rBV3 450 307 0.04% 0.005%
33 6.848 1710 1713 1717 rVB 428 322 0.04% 0.005%
34 6.967 1746 1750 1751 rBV 335 232  0.03% 0.003%
35 7.051 1771 1776 1780 rvv3 517 382 0.05% 0.006%
36 7.083 1783 1786 1793 rVB3 379 307 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41522\
Data File : VU@48098.D

Acqg On : 15 Apr 2022 13:26

Operator : SY/MD

Sample : N2373-07ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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@32422WMA .M
Title : VOC Analysis
37 7.218 1810 1828 1847 rBV7 9170 32129 4.06% 0.481%
38 7.491 1910 1913 1914 rBV 567 297 0.04% 0.004%
39 7.568 1924 1937 1958 rBV2 76033 149801 18.92% 2.241%
40 7.684 1967 1973 1974 rBV 1241 791 0.10% 0.012%
41  7.797 1996 2008 2016 rBV3 6718 13673 1.73% 0.205%
42 7.899 2027 2040 2056 rBV 255637 465286 58.76% 6.961%
43 8.182 2116 2128 2149 rBV2 49978 105157 13.28% 1.573%
44  8.330 2171 2174 2175 rBvV2 376 214 0.03% 0.003%
45  8.350 2175 2180 2185 rBv4 1097 1242 0.16% 0.019%
46 8.440 2202 2208 2209 rBV 420 396 0.05% 0.006%
47  8.546 2237 2241 2242 rBV 313 235 0.03% 0.004%
48  8.581 2248 2252 2255 rVB 409 366 ©0.05% 0.005%
49 8.665 2260 2278 2309 rBV 270085 616155 77.82% 9.219%
50  8.932 2352 2361 2365 rBV5 1275 2262 0.29% 0.034%
51 9.070 2399 2404 2408 rBvV2 327 340 0.04% 0.005%
52 9.189 2435 2441 2443 rBV2 229 238 0.03% 0.004%
53 9.330 2483 2485 2492 rVB2 455 315 ©0.04% 0.005%
54  9.423 2498 2514 2548 rBV 358586 749001 94.59% 11.206%
55 9.575 2556 2561 2569 rVB3 507 750 0.09% 0.011%
56 9.697 2595 2599 2609 rVB6 760 854 0.11% 0.013%
57 9.858 2645 2649 2657 rvB2 369 499 0.06% 0.007%
58 9.896 2657 2661 2667 rBV 320 397 0.05% 0.006%
59 10.105 2721 2726 2728 rBvV3 365 317 0.04% 0.005%
60 10.211 2755 2759 2765 rVB3 282 230 0.03% 0.003%
61 10.362 2802 2806 2809 rBV2 476 393 0.05% 0.006%
62 10.430 2822 2827 2830 rBV 313 314 0.04% 0.005%
63 10.620 2883 2886 2889 rBV2 410 305 0.04% 0.005%
64 10.661 2893 2899 2913 rVB7 2314 4196 ©0.53% 0.063%
65 10.767 2918 2932 2948 rBV 340137 549846 69.44%  8.227%
66 10.829 2948 2951 2955 rVB5 568 303 0.04% 0.005%
67 10.896 2964 2972 2975 rBV3 1393 1577 0.20% 0.024%
68 11.002 3002 3005 3009 rVB3 322 230 0.03% 0.003%
69 11.028 3009 3013 3017 rBV3 287 239 0.03% 0.004%
70 11.047 3017 3019 3023 rVB2 428 326 0.04% 0.005%
71 11.073 3023 3027 3028 rBV2 280 210 0.03% 0.003%
72 11.115 3034 3040 3048 rBV6 2475 3279 0.41% 0.049%
73 11.208 3064 3069 3072 rBV3 438 290 0.04% 0.004%
74 11.308 3094 3100 3112 rVB3 844 1394 0.18% 0.021%
75 11.356 3112 3115 3117 rBV2 360 284 0.04% 0.004%
76 11.372 3117 3120 3123 rBV3 650 485 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41522\
Data File : VU@48098.D

Acqg On : 15 Apr 2022 13:26

Operator : SY/MD

Sample : N2373-07ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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@32422WMA .M
Title : VOC Analysis
77 11.414 3130 3133 3135 rBV2 460 248 0.03% 0.004%
78 11.459 3138 3147 3152 rBV5S 1511 2069 0.26% 0.031%
79 11.578 3180 3184 3190 rVB2 635 686 0.09% 0.010%
80 11.697 3214 3221 3227 rBV6 1153 1658 0.21% 0.025%
81 11.751 3232 3238 3246 rVV4 1820 2575 0.33% 0.039%
82 11.816 3246 3258 3277 rVV 411405 674397 85.17% 10.090%
83 11.886 3278 3280 3287 rVBS 770 633 0.08% 0.009%
84 11.973 3302 3307 3312 rVB3 1253 1435 0.18% 0.021%
85 12.198 3363 3377 3395 rVB 290074 477616 60.32% 7.146%
86 12.314 3410 3413 3415 rBV 416 219 0.03% 0.003%
87 12.533 3477 3481 3486 rBV3 266 302 0.04% 0.005%
88 12.677 3521 3526 3530 rBV3 303 339 0.04% 0.005%
89 12.774 3548 3556 3564 rVB3 1911 2778 0.35% 0.042%
90 12.890 3588 3592 3598 rVB2 298 324 0.04% 0.005%
91 12.918 3598 3601 3603 rBV2 280 226 0.03% 0.003%
92 13.031 3633 3636 3640 rVB2 331 247 0.03% 0.004%
93 13.060 3640 3645 3656 rBV3 402 900 0.11% 0.013%
94 13.224 3693 3696 3703 rVB3 637 762 0.10% 0.011%
95 13.848 3880 3890 3905 rBV 8775 14016 1.77% 0.210%
96 14.333 4035 4041 4051 rVB4 2834 3902 0.49% 0.058%
97 14.401 4059 4062 4065 rBV3 396 309 0.04% 0.005%
98 14.443 4072 4075 4077 rVB 411 212 0.03% 0.003%
99 14.574 4111 4116 4128 rVB2 2455 3994 0.50% 0.060%
100 14.700 4153 4155 4159 rBV2 498 281 0.04% 0.004%
Sum of corrected areas: 6683788
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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\VUe41522\

: VUe48098.D

: 15 Apr 2022 13:26

: SY/MD

: N2373-07ME

: 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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5.719 6.247

6.69(

5.064

2.543
4.646

1.597
3.183 980
2.4 2882938/\ 3474 BRT2AA09E2 4.348140 5523875 546) 823 6.8 4

Time-->

Abundance
400000
350000
300000
250000
200000
150000

100000

50000

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

TIC: VU048098.D\data.ms
11.816

9.423
10.767

121
8.665

Time-->

Abundance
400000
350000
300000
250000
200000
150000
100000

50000

0

7.899
7.568
8. 182
0 188 7 4 9 8 9(92090].893 O 9 5953999888601@311(1@6123@(15@ 8
—r ‘

! 'n L2 1r 873

T
7.00 7. 50 9. OO 9. 50 10 00 10 50 11.00 11.50 12.00
TIC: VU048098.D\data.ms

Time-->

3142, SR TZERRE0. 224 13.848 1438843324700
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

SFAMULM@32422WMA.M Wed Apr 20 17:17:12 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41522\
Data File : VU@48098.D

Acqg On : 15 Apr 2022 13:26

Operator : SY/MD

Sample : N2373-07ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 Furan, tetrahydro-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.980 2.87 ug/L 33921 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 90
2 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 87
3 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 80
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 53
5 trans-3-Penten-2-o0l 86 C5H100 003899-34-1 50
Abundance Scan 1443 (5.980 min): VU048098.D\data.ms (-1430) (-) m/z 71.00 100.00%
71.0
43.0
5000
56.0 RS T T R
‘ ‘ ‘ 85.9 5.60 5.80 6.00 6.20 6.40
0berrerrrrererrerere il il mz 43,00 62.50%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2021: Furan, tetrahydro-2-methyl-
43.0 71.0
5000 27.0 \‘H/\‘A\‘HH‘HH’\AH\‘H
5.60 5.80 6.00 6.20 6.40
15.0 ‘ 56.0 86.0 m/z 41.00 50.10%
O\\\‘.\H\‘\‘1‘\\‘\\!!i‘\\\‘1l\1\\”\‘\‘\‘i‘HHH\H‘H‘H‘\H
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2022: Furan, tetrahydro-2-methyl-
43.0 71.0
T e
5.60 5.80 6.00 6.20 6.40
5000 270 m/z 42.00 34.73%
56.0
15.0 ‘ ‘ 86.0
0\\\‘\H\‘\}‘H‘\\!!i‘\\\‘11\1\\i‘\‘\‘\‘\‘HHM\H‘H‘!\‘\H
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2027: Furan, tetrahydro-2-methyl- ““‘W“‘(}?‘H,“““
71.0 5.60 5.80 6.00 6.20 6.40
41.0 m/z 56.00 20.51%
5000
27.0
‘ 56.0 86.0
0 \‘HHWHWH,/\\HW
m/z--> 0O 10 20 30 40 50 60 70 80 90 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41522\
Data File : VU@48098.D

Acqg On : 15 Apr 2022 13:26

Operator : SY/MD

Sample : N2373-07ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 unknown-01 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.218 2.72 ug/L 32129 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Pentanediamine 102 C5H14N2 000462-94-2 9
2 1,6-Heptadiyne 92 C7H8 002396-63-6 5
3 1,6-Heptadiyne 92 C7H8 002396-63-6 5
4 1,6-Heptadiyne 92 C7H8 002396-63-6 4
5 1-Propanol, 3-amino- 75 C3HONO 000156-87-6 4

Abundance Scan 1828 (7.218 min): VU048098.D\data.ms (-1810) (-) m/z 91.00 100.00%

91.0
5000 61.0
45.0 75.0 et e
“ ‘ ‘ ‘ 6.80 7.00 7.20 7.40 7.60
o‘H‘HH_Hwm‘HHH‘WW‘:m;mww‘mw m/z 61.00  44.85%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4920: 1,5-Pentanediamine
30.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
6.80 7.00 7.20 7.40 7.60
56.0 m/z 85.00 22.62%
18.0 43.0 73.0 85.0
O\\\‘\\\‘l‘\\\‘l \\\\“H\‘\\‘1\‘\\‘\\\\‘\‘1\1‘1‘\‘1\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2763: 1,6-Heptadiyne
91.0
_‘H‘H‘w“u‘u‘w“
6.80 7.00 7.20 7.40 7.60
m/z 45.00 19.77%
5000 27.0
39.0
53.0 65.0
A I [ Y T
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2760: 1,6-Heptadiyne ““W““_““‘H‘,‘
91.0 6.80 7.00 7.20 7.40 7.60
m/z 75.00 19.41%
5000
27.0 39.0
51.0 65.0
aso Ll e |

m/z-->

10 20 30 40 50 60 70 80 90 100
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41522\
Data File : VU@48098.D

Acqg On : 15 Apr 2022 13:26

Operator : SY/MD

Sample : N2373-07ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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|
Furan, tetrahyd... 5.980 2.9 ug/L 33921 1 6.247 591032 50.0
unknown-01 7.218 2.7 ug/L 32129 1 6.247 591032 50.0
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