LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021986.D

Acqg On : 27 Aug 2021 19:18
Operator : SY/MD

Sample : M3552-01 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 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_ V\Method\SFAMVLMO82721WMA.M
Title : VOC Analysis

Signal : TIC: VV@21986.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 76 82 93 rVB 179431 177276 13.67% 1.623%
2 1.561 156 162 177 rVB 142052 165322 12.74% 1.513%
3 2.165 321 331 344 rBV 300666 431978 33.30% 3.955%
4 2.507 446 456 470 rVB 20558 33525 2.58% 0.307%
5 2.603 483 486 487 rBv2 295 157 ©0.01% 0.001%
6 2.770 530 538 543 rBV5 1343 1791 0.14% 0.016%
7 2.819 550 553 555 rBV3 217 164 0.01% 0.002%
8 2.957 594 596 598 rBV 281 177 0.01% 0.002%
9 3.002 605 610 612 rBV2 344 316 0.02% 0.003%
106 3.040 617 622 627 rVB2 602 622 0.05% 0.006%
11  3.069 627 631 632 rBV 309 152 0.01% 0.001%
12 3.089 635 637 640 rBV2 334 242 0.02% 0.002%
13  3.172 660 663 665 rBv2 482 335 0.03% 0.003%
14 3.269 688 693 697 rBvV 532 511 ©0.04% 0.005%
15 3.330 708 712 713 rBV2 251 158 ©0.01% 0.001%
16 3.391 729 731 735 rBV 433 235 0.02% 0.002%
17 3.433 740 744 749 rBV2 229 176  0.01% 0.002%
18 3.561 780 784 786 rVVv2 286 207 0.02% 0.002%
19 3.828 863 867 869 rBvV 342 189 0.01% 0.002%
20 3.876 872 882 917 rBV 110774 294264 22.68% 2.694%
21  4.349 1013 1029 1060 rBV 196097 505624 38.98% 4.629%
22 4.671 1124 1129 1134 rBV6 823 968 0.07% 0.009%
23 4.728 1143 1147 1152 rVB3 443 432 0.03% 0.004%
24  4.886 1192 1196 1198 rBV2 359 251 0.02% 0.002%
25 5.047 1229 1246 1277 rBV2 510865 1297230 100.00% 11.876%
26 5.526 1392 1395 1396 rBV 303 154 0.01% ©0.001%
27 5.558 1401 1405 1408 rBV3 408 305 0.02% 0.003%
28 5.574 1408 1410 1411 rBV 498 175 0.01% 0.002%
29 5.619 1412 1424 1457 rBV 395252 796819 61.42% 7.295%
30 5.908 1504 1514 1534 rVB3 12773 28889  2.23% 0.264%
31 6.072 1551 1565 1593 rBV 282740 583644 44.99%  5.343%
32 6.336 1643 1647 1649 rBV4 818 634 0.05% 0.006%
33  6.465 1678 1687 1712 rBV 108517 206551 15.92%  1.891%
34 6.989 1836 1850 1872 rBV 157056 289214 22.29%  2.648%
35 7.191 1904 1913 1925 rBV2 18399 31519 2.43% 0.289%

36 7.317 1941 1952 1970 rBV 624132 1089287 83.97% 9.972%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021986.D

Acqg On : 27 Aug 2021 19:18
Operator : SY/MD

Sample : M3552-01 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 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_ V\Method\SFAMVLMO82721WMA.M
Title : VOC Analysis
37 7.584 2033 2035 2037 rBvV3 430 254 0.02% 0.002%
38 7.625 2039 2048 2068 rVV 105547 186483 14.38% 1.707%
39 7.931 2132 2143 2153 rBV3 4736 8848 0.68% 0.081%
40 8.040 2168 2177 2183 rBV4 13424 20348 1.57% 0.186%
41  8.088 2183 2192 2215 rVV 332925 603583 46.53% 5.526%
42 8.191 2217 2224 2249 rVB 196856 319528 24.63% 2.925%
43  8.590 2345 2348 2349 rBV 357 232 0.02% 0.002%
44  8.619 2355 2357 2362 rBV 382 289 0.02% 0.003%
45  8.683 2366 2377 2398 rBV 108296 175011 13.49% 1.602%
46 8.854 2419 2430 2451 rBV 598102 976677 75.29% 8.941%
47  9.146 2514 2521 2525 rBV4 1803 2313 0.18% 0.021%
48 9.249 2551 2553 2557 rVB3 605 299 0.02% 0.003%
49 9.301 2567 2569 2573 rVB2 453 265 0.02% 0.002%
50 9.336 2578 2580 2583 rBvV2 370 194 0.01% ©0.002%
51 9.358 2583 2587 2593 rvVvB4 311 357 ©0.03% 0.003%
52 9.391 2593 2597 2599 rBV 377 215 0.02% 0.002%
53 9.410 2599 2603 2606 rBV2 361 268 0.02% 0.002%
54  9.445 2612 2614 2615 rBvV2 397 177 0.01% 0.002%
55 9.516 2633 2636 2639 rBv2 249 186 ©0.01% 0.002%
56 9.558 2639 2649 2663 rvveé 3808 7448 0.57% 0.068%
57 9.677 2683 2686 2689 rvB3 432 255 0.02% 0.002%
58 9.786 2719 2720 2725 rVB2 295 233 0.02% 0.002%
59 9.818 2725 2730 2733 rBV2 457 414 0.03% 0.004%
60 9.982 2778 2781 2784 rVB3 284 195 0.02% 0.002%
61 9.998 2784 2786 2788 rBV2 408 167 ©0.01% 0.002%
62 10.130 2819 2827 2838 rBV6 2733 4305 0.33% 0.039%
63 10.217 2843 2854 2879 rBV 400864 629008 48.49% 5.758%
64 10.510 2942 2945 2948 rBV2 295 165 ©0.01% 0.002%
65 10.548 2950 2957 2963 rBV4 933 1608 ©0.12% 0.015%
66 10.609 2973 2976 2981 rVB2 608 527 0.04% 0.005%
67 10.706 3001 3006 3010 rBV3 360 377 0.03% 0.003%
68 10.812 3036 3039 3042 rBV2 341 217 0.02% 0.002%
69 10.834 3042 3046 3047 rBV3 401 246 0.02% 0.002%
70 10.879 3057 3060 3061 rBV 382 203 0.02% 0.002%
71 10.921 3065 3073 3081 rVB6 3598 5375 0.41% 0.049%
72 10.992 3093 3095 3099 rVB 337 164 0.01% 0.002%
73 11.027 3102 3106 3107 rBV 255 151 0.01% ©0.001%
74 11.037 3107 3109 3112 rVV2 446 214 0.02% 0.002%
75 11.140 3135 3141 3143 rBV3 970 870 0.07% ©0.008%
76 11.185 3152 3155 3156 rBV2 840 508 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021986.D

Acqg On : 27 Aug 2021 19:18
Operator : SY/MD

Sample : M3552-01 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 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_ V\Method\SFAMVLMO82721WMA.M
Title : VOC Analysis
77 11.252 3165 3176 3200 rBV 647954 1010381 77.89% 9.250%
78 11.358 3207 3209 3211 rBV2 881 373 0.03% 0.003%
79 11.503 3252 3254 3258 rVB2 482 262 0.02% 0.002%
80 11.545 3262 3267 3273 rBV4 651 798 0.06% 0.007%
81 11.625 3280 3292 3322 rBV 635769 1003877 77.39% 9.190%
82 11.792 3338 3344 3347 rBV4 1199 1304 0.10% 0.012%
83 11.847 3356 3361 3363 rBV2 444 453 0.03% 0.004%
84 11.892 3372 3375 3377 rBV 337 153 0.01% 0.001%
85 11.937 3386 3389 3391 rBV2 401 202 0.02% 0.002%
86 12.037 3419 3420 3424 rVB 430 154 0.01% 0.001%
87 12.162 3455 3459 3461 rBV 411 305 ©0.02% 0.003%
88 12.175 3461 3463 3466 rVVv2 424 201 0.02% 0.002%
89 12.333 3510 3512 3516 rBV2 348 208 0.02% 0.002%
90 12.493 3559 3562 3563 rBV 344 153 0.01% 0.001%
91 12.651 3606 3611 3620 rVB5 2363 3662 0.28% 0.034%
92 12.815 3658 3662 3665 rBV 252 212 0.02% 0.002%
93 12.895 3683 3687 3689 rBV3 530 315 0.02% 0.003%
94 12.998 3718 3719 3723 rVB2 339 157 0.01% 0.001%
95 13.217 3784 3787 3789 rBV 438 249 0.02% 0.002%
96 13.268 3797 3803 3805 rBV2 1943 1907 0.15% 0.017%
97 13.355 3826 3830 3836 rBV2 502 597 0.05% 0.005%
98 13.509 3870 3878 3891 rBV2 3917 6566 ©.51% 0.060%
99 13.593 3901 3904 3908 rBV3 566 517 0.04% 0.005%
100 13.754 3948 3954 3959 rBV2 2313 2662 0.21% 0.024%
Sum of corrected areas: 10923332

SFAMVLMO82721WMA.M Mon Aug 30 19:18:27 2021 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

600000

500000

400000

300000

200000

100000

0
Time-->
Abundance
600000
500000
400000
300000

200000

100000

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\

: VV0e21986.D

: 27 Aug 2021 19:18

: SY/MD

¢ M3552-01 10X

: 5.0mL/MSVOA_V/WATER

: 26 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO82721WMA.M
: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: VV021986.D\data.ms

5.047

A 7 3 ORI 2 3RO 8P8 44778886/ \ _ SEgE@m - _6.336
1.20 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

TIC: VV021986.D\data.ms
7.317 8.854 11.p52 11.625

10.217

8.088

191

6.989
7.625 8.683

0

Time-->

Abundance

600000

500000

400000

300000

200000

100000

o

7'19# 7-SQL 7.98: @ 9. 10 PRARES 6 OTRER SB 1 MSBL 1729203
‘ AN T 7584 TSN — &9 O 1 GRRAREES SR JB130. 100 L L. SS634 1 DHARDS

7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
TIC: VV021986.D\data.ms

Time-->

SFAMVLM@82721

2. 145.383.493.65212180598 3 AB38HE I0503. 754
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 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_V\Data\VVve82721\
Data File : VV021986.D

Acqg On : 27 Aug 2021 19:18
Operator : SY/MD

Sample : M3552-01 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Propyl acetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.465 12.96 ug/L 206551 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 n-Propyl acetate 102 C5H1002 000109-60-4 83
3 n-Propyl acetate 102 C5H1002 000109-60-4 78
4 n-Propyl acetate 102 C5H1002 000109-60-4 64
5 Isopropyl acetate 102 C5H1002 000108-21-4 36
Abundance Scan 1687 (6.465 min): VV021986.D\data.ms (-1678) (-) m/z 43.00 100.00%
3.0
5000
61.0
73.0 \\\‘\\\\‘\\\\‘\\\\’\\\\
6.20 6.40 6.60 6.80
Ob et et b BT m/z 6l.00  31.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776 n-Propyl acetate
43.0
5000 L L LU B R
6.20 6.40 6.60 6.80
61.0 m/z 73.00  16.99%
73.0
180 20 :7
O\\‘\\‘\\‘\\\\“\\\\“\{\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
EaE e RRNEREAS R
6.20 6.40 6.60 6.80
5000 m/z 42.00 11.39%
61.0
73.0
Ol 2030
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4779: n-Propyl acetate ““‘H““‘W““,H‘g
43.0 6.20 6.40 6.60 6.80
m/z 41.00 8.58%
5000
61.0
73.0
15.0 27‘-0 I ‘
Ottt e e e e e B AT P A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021986.D

Acqg On : 27 Aug 2021 19:18
Operator : SY/MD

Sample : M3552-01 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Propanoic acid, propyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.191 16.36 ug/L 319528 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 59

Abundance Scan 2224 (8.191 min): VV021986.D\data.ms (-2217) (-) m/z 57.00 100.00%
57.0

5000 75.0
430 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
‘ 7.80 8.00 8.20 8.40 8.60
Obrrrrrre el ot 889 AISL s 75,00 44.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9263: Propanoic acid, propyl ester
57.0
5000 75.0
29.0 7.80 8.00 8.20 8.40 8.60
43.0 m/z 43.00 17.68%
15.0 \‘\ | \H‘ 1 |
OH‘\\H‘\H\‘HH‘\H\‘\\i\‘H\\‘HH’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9259: Propanoic acid, propyl ester
57.0
P T
20.0 7.80 8.00 8.20 8.40 8.60
5000 m/z 41.00 10.75%
43.0 75.0
0 N ‘M‘ 88.0 1010 115.0
Frr e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propy! ester AR A RRRRRE
57.0 7.80 8.00 8.20 8.40 8.60
m/z 87.00 10.12%
5000 75.0
29.0
43.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021986.D

Acqg On : 27 Aug 2021 19:18
Operator : SY/MD

Sample : M3552-01 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 TIsopropyl butyrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.683 8.96 ug/L 175011 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 2377 (8.683 min): VV021986.D\data.ms (-2366) (-) m/z 42.95 100.00%

43.0 71.0
5000
89.0
T O ST e
‘ ‘b ‘ 115.1 8.40 8.60 8.80 9.00
Ol STO L m/z 71.00  88.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 LI L L LA B B NI BRI B
89.0 8.40 8.60 8.80 9.00
270 m/z 89.00  33.56%
115.0
OH\‘H.\\‘\H““HH“‘!“H‘??\“PH\‘M\H‘\H!‘HH‘}H\‘H‘H‘H]-\:\;‘()\.\O\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
710 RN N G
8.40 8.60 8.80 9.00
5000 ITI/Z 41.00 30.71%
89.0
27.0
oot S0 L 1803300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15462: Butanoic acid, propyl ester R A EmEOEEN SR
43.0 71.0 8.40 8.60 8.80 9.00
m/z 42.00 14.90%
5000 27.0 89.0
obll ML 570 | amso 1200 L, UL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021986.D

Acqg On : 27 Aug 2021 19:18
Operator : SY/MD

Sample : M3552-01 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82721WMA.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|
n-Propyl acetate 6.465 13.0 ug/L 206551 1 5.619 796819 50.0
Propanoic acid,... 8.191 16.4 ug/L 319528 2 8.854 976677 50.0
Isopropyl butyrate 8.683 9.0 wug/L 175011 2 8.854 976677 50.0
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