LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020300.D

Acqg On : 11 Feb 2021 16:05
Operator : SY/MD

Sample : PB134572TB

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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\SOMVLM@20521WMA.M
Title : VOC Analysis

Signal : TIC: VVO20300.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 76 83 97 rVB 269641 272387 5.68% 0.948%
2 1.381 101 106 117 rVV 15601 18515 0.39% 0.064%
3 1.568 157 164 174 rBV 237985 261350 5.45% 0.910%
4 2.108 321 332 345 rBV 477402 724887 15.12%  2.523%
5 2.172 346 352 374 rVB 51404 103989 2.17% 0.362%
6 2.301 386 392 396 rBV5 1309 1565 ©0.03% 0.005%
7 2.507 446 456 476 rVB 56293 94248 1.97% ©.328%
8 2.735 524 527 533 rVB4 799 994 0.02% 0.003%
9 2.963 586 598 603 rBvS 1660 3227 0.07% 0.011%
106 2.986 603 605 612 rVB2 796 725 0.02% ©0.003%
11 3.089 631 637 639 rBv3 482 477 0.01% 0.002%
12 3.163 649 660 680 rvv2 35549 82150 1.71% 0.286%
13 3.298 700 702 705 rVB3 583 295 0.01% ©0.001%
14 3.320 705 709 712 rVB4 506 449 0.01% 0.002%
15 3.375 723 726 731 rBV2 449 522 0.01% 0.002%
16 3.445 743 748 749 rBvV2 687 516 0.01% 0.002%
17 3.513 766 769 771 rBV3 528 388 0.01% 0.001%
18 3.671 814 818 821 rVW4 760 485 0.01% 0.002%
19 3.690 821 824 825 rvwv2 583 334 0.01% 0.001%
20 3.876 870 882 911 rBV 144409 418645 8.73% 1.457%
21  4.349 1011 1029 1054 rBV 293016 784926 16.38% 2.732%
22 4.680 1130 1132 1138 rVB4 992 762 0.02% 0.003%
23 4.773 1157 1161 1164 rBV2 435 414 0.01% 0.001%
24  4.834 1175 1180 1185 rVB4 523 568 0.01% 0.002%
25 4.886 1192 1196 1201 rVB4 510 560 0.01% 0.002%
26 4.924 1204 1208 1212 rBV2 591 503 0.01% 0.002%
27 5.047 1228 1246 1274 rBV2 760439 1952953 40.74% 6.796%
28 5.281 1308 1319 1342 rBV2 19049 46256 0.97% 0.161%
29 5.404 1355 1357 1363 rVB6 990 812 0.02% 0.003%
30 5.468 1372 1377 1380 rBV5 656 712  0.01% 0.002%
31 5.542 1395 1400 1401 rBV2 831 583 0.01% 0.002%
32 5.616 1410 1423 1447 rBV 682244 1383533 28.86% 4.815%
33  6.069 1551 1564 1589 rVB 443474 883094 18.42% 3.073%
34 6.185 1592 1600 1610 rBV2 16474 31986 0.67% 0.111%
35 6.336 1634 1647 1673 rVB2 18390 66821 1.39% 0.233%

36 6.458 1673 1685 1716 rBV 1786708 3140835 65.53% 10.930%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020300.D

Acqg On : 11 Feb 2021 16:05
Operator : SY/MD

Sample : PB134572TBG

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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\SOMVLM@20521WMA.M
Title : VOC Analysis
37 6.986 1838 1849 1880 rBV 248762 449033 9.37% 1.563%
38 7.185 1899 1911 1923 rBV 260896 441943  9.22% 1.538%
39 7.317 1940 1952 1989 rVB 925953 1630128 34.01% 5.673%
40 7.622 2037 2047 2066 rBV2 195506 335932 7.01% 1.169%
41  7.924 2130 2141 2156 rBV 65510 112784 2.35% 0.393%
42 8.037 2162 2176 2183 rBV 186065 293871 6.13% 1.023%
43 8.088 2183 2192 2212 rVB 564514 959889 20.03% 3.341%
44  8.191 2213 2224 2240 rVV 3192223 4793248 100.00% 16.681%
45  8.301 2250 2258 2282 rVB 307149 493606 10.30% 1.718%
46  8.680 2364 2376 2408 rBV 1850115 2815238 58.73% 9.797%
47  8.854 2418 2430 2458 rBV 1074487 1762845 36.78% 6.135%
48  9.465 2616 2620 2623 rBv2 705 711 0.01% 0.002%
49 9.548 2637 2646 2665 rBV 59663 96161 2.01% 0.335%
50 9.657 2676 2680 2683 rBV5 567 444 0.01% 0.002%
51 9.706 2693 2695 2697 rBvV3 606 329 0.01% 0.001%
52 10.220 2842 2855 2878 rBV 607767 948624 19.79% 3.301%
53 10.358 2894 2898 2909 rvVvB8 2822 4259 0.09% 0.015%
54 10.400 2909 2911 2915 rVvB3 640 376 0.01% 0.001%
55 10.503 2938 2943 2946 rBV4 947 793 0.02% 0.003%
56 10.545 2949 2956 2968 rVB3 9332 14651 0.31% 0.051%
57 10.625 2978 2981 2990 rBV4 488 652 0.01% 0.002%
58 10.664 2991 2993 2997 rBV3 503 307 0.01% 0.001%
59 10.731 3012 3014 3017 rVB 680 417 0.01% 0.001%
60 10.751 3017 3020 3023 rBV3 828 676 0.01% 0.002%
61 10.866 3053 3056 3060 rVB3 747 468 0.01% 0.002%
62 10.886 3060 3062 3066 rVB2 541 386 0.01% 0.001%
63 10.927 3070 3075 3078 rVV4 486 463 0.01% 0.002%
64 11.034 3102 3108 3111 rBV5S 963 1226 0.03% 0.004%
65 11.108 3127 3131 3135 rVB3 566 508 0.01% 0.002%
66 11.153 3138 3145 3147 rBV3 579 566 0.01% 0.002%
67 11.165 3147 3149 3150 rBV 956 432 0.01% 0.002%
68 11.255 3165 3177 3201 rBV 1123441 1714319 35.77% 5.966%
69 11.464 3240 3242 3244 rBV3 492 301 0.01% 0.001%
70 11.493 3248 3251 3258 rVB2 1002 952 0.02% 0.003%
71 11.545 3258 3267 3271 rBV9 1906 2797 0.06% 0.010%
72 11.632 3281 3294 3319 rBV 998222 1554277 32.43% 5.409%
73 11.979 3399 3402 3405 rBV2 551 492 0.01% 0.002%
74 12.136 3448 3451 3454 rVB3 525 303 0.01% 0.001%
75 12.162 3454 3459 3460 rBV2 458 356 0.01% 0.001%
76 12.226 3477 3479 3483 rBV3 392 311 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020300.D

Acqg On : 11 Feb 2021 16:05
Operator : SY/MD

Sample : PB134572TB

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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\SOMVLM@20521WMA.M
Title : VOC Analysis
77 12.246 3483 3485 3488 rBV3 790 591 0.01% 0.002%
78 12.291 3495 3499 3504 rVB4 1324 1023 0.02% 0.004%
79 12.365 3513 3522 3535 rBV6 2976 5546 0.12% 0.019%
80 12.464 3551 3553 3558 rBV2 556 411 0.01% 0.001%
81 12.522 3569 3571 3574 rBV4 559 336 0.01% 0.001%
82 12.628 3601 3604 3606 rBV4 615 402 0.01% 0.001%
83 12.664 3609 3615 3618 rVV7 720 818 0.02% 0.003%
84 12.731 3632 3636 3637 rBV3 780 487 0.01% 0.002%
85 12.834 3665 3668 3670 rBV2 475 346 0.01% 0.001%
86 12.892 3683 3686 3688 rBV 699 394 0.01% 0.001%
87 12.969 3705 3710 3718 rBV4 798 1228 0.03% 0.004%
88 13.062 3735 3739 3742 rBV3 510 564 0.01% 0.002%
89 13.124 3755 3758 3761 rBV3 727 524 0.01% 0.002%
90 13.271 3802 3804 3807 rBV4 775 307 0.01% 0.001%
91 13.361 3830 3832 3836 rBV2 563 368 0.01% 0.001%
92 13.435 3851 3855 3859 rBV2 547 487 0.01% 0.002%
93 13.464 3862 3864 3872 rVB3 782 791 0.02% 0.003%
94 13.509 3875 3878 3880 rBV2 570 400 0.01% 0.001%
95 13.696 3932 3936 3938 rBV3 433 346 0.01% 0.001%
96 13.789 3963 3965 3970 rBV2 432 439 0.01% 0.002%
97 13.844 3979 3982 3984 rVB2 753 392 0.01% 0.001%
98 14.040 4040 4043 4046 rBV3 1017 817 ©0.02% 0.003%
99 14.342 4130 4137 4139 rBV4 842 996 0.02% 0.003%
100 15.117 4376 4378 4379 rBV2 738 306 0.01% 0.001%
Sum of corrected areas: 28734769
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve21121\

: VV020300.D

: 11 Feb 2021 16:05
: SY/MD

. PB134572TB

5.0mL/MSVOA_V/WATER

:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA .M

Quant Title

TIC Library

: VOC Analysis

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: VV020300.D\data.ms

6.458

5.047 5.616

2.108 6.069
1.307 1568 3876 4.349
381 || 1523012 2075, 735 29EB B BRMEHIGED A 4, 5.288 18533

o

Time-->

Abundance

3000000

2500000

2000000

1500000

1000000

500000

1.20 1.40 1.60 1.80 2.00 2.20 240 260280 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: VV020300.D\data.ms
8.191

8.680

8.854 11.255
7.317

6.9867.18 629

0

Time-->

Abundance

3000000

2500000

2000000

1500000

1000000

500000

11.632

10.220
90.96%% 306 m. 11.979
: — X : Héss 11979

T T
9.00 9.50 10.00 10.50 11.00 11.50 12.00
TIC: VV020300.D\data.ms

Tk

P
7.00 7.50

FERAPIAVREARABIGOHE8EA.040 14.342 15.117
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\VVv021121\
Data File : VV020300.D

Acq On : 11 Feb 2021 16:05
Operator : SY/MD

Sample : PB134572TB

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA .M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 Methacrolein Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.163 2.97 ug/L 82150 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methacrolein 70 C4H60 000078-85-3 91

2 2-Butenal, (E)- 70 C4H60 000123-73-9 91

3 Furan, 2,3-dihydro- 70 C4He0 001191-99-7 91

4 Methacrolein 70 C4H60 000078-85-3 91

5 2-Butenal 70 C4H60 004170-30-3 90

Abundance Scan 660 (3.163 min): VV020300.D\data.ms (-649) (-) m/z 40.95 100.00%

41.0 70.0
5000

2.80 3.00 3.20 3.40

‘ 49.9 ‘
O bprrrrprrrrprrrrprrrrprrrr e R e e e e m/z 70.00 94.63%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #511: Methacrolein
41.0 70.0
5000 L AL L L LA B R

2.80 3.00 3.20 3.40
m/z 39.00 93.17%

29.0
byl s00 I
O‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H\‘\\H‘H\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #532: 2-Butenal, (E)-
41.0

TR R T T T T
00 280300320340

0 ‘u\\‘\u\‘\m‘\m‘\m‘uu‘\!!\l s b
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #546: Furan, 2,3-dihydro-
41.0 70.0 2.80 3.00 3.20 3.40

m/z 37.85 16.94%

5000
29.0
o T . so |
vt e

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.80 3.00 3.20 3.40

o

SOMVLMO20521WMA.M Fri Feb 12 14:17:43 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020300.D

Acq On : 11 Feb 2021 16:05
Operator : SY/MD

Sample : PB134572TB

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA .M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 2 n-Propyl acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.458 113.51 ug/L 3140840 1,4-Difluorobenzene 5.616

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 Propanal, 2,3-dihydroxy-, (S)- 90 C3H603 000497-09-6 36
4 Isopropyl acetate 102 C5H1002 000108-21-4 36
5 Isobutylamine 73 C4H11N 000078-81-9 9

Abundance Scan 1685 (6.458 min): VV020300.D\data.ms (-1673) (-) m/z 43.00 100.00%

43.0
5000
61.0
730 LU L L O I AL LN I B
‘ 6.20 6.40 6.60 6.80
Ot el b 870 1010 s 61,00 33.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251 n-Propyl acetate
43.0
5000 L L L L B B R
6.20 6.40 6.60 6.80
61.0 m/z 73.00 17.81%
73.0
0 20 | 103.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4249: n-Propyl acetate
43.0
R REmaa e R
6.20 6.40 6.60 6.80
5000 m/z 42.00 10.98%
61.0
73.0
190 208 L | 70
o+ttt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 FJXP
Abundance #2271: Propanal, 2,3-dihydroxy-, (S)- e
43.0 6.20 6.40 6.60 6.80
m/z 40.95 9.45%
5000 61.0
73.0
Ll s
0 H‘H“_“W‘H“H“_‘H“H‘m“W“H‘H“_“W‘ AT T T
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\VVve21121\
Data File : VV020300.D

Acq On : 11 Feb 2021 16:05

Operator : SY/MD

Sample : PB134572TB

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO20521WMA .M
: VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 Propanoic acid, 1-methyleth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.ass 15.97 ug/L 441943  1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83

2 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 59
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 47
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 45

Abundance Scan 1911 (7.185 min): VV020300.D\data.ms (-1899) (-)
57.0

m/z 57.00 100.00%

>

43.0
5000
75.0
e
‘ 101.0 6.80 7.00 7.20 7.40 7.60
Ot prrreprrre el et e 248 myz 43.00 56.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8198: Propanoic acid, 1-methylethyl ester
57.0
5000 43.0 T T T T T T
75.0 6.80 7.00 7.20 7.40 7.60
29.0 m/z 75.00 30.21%
101.0
O\\‘]\-\5\.\0‘\\\‘}‘\\\\“‘}\‘\\‘\\\}“\\\\‘\1\\‘\\\\‘\\\\“\\\\‘J-\]\-\6\.‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8200: Propanoic acid, 1-methylethyl ester
57.0
e
43.0 6.80 7.00 7.20 7.40 7.60
5000 ’ ITI/Z 41.00 20.08%
29.0
75.0
‘ | ‘ 101.0
o] Y N1 S K
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8201 Propanoic acid, 1-methylethyl ester AR e
43.0 57.0 6.80 7.00 7.20 7.40 7.60
m/z 101.00 11.56%
5000
29.0 75.0
‘ ‘ 101.0
oH_Hwm‘_‘H“MMwH‘1_Hw‘1"_Ww“www P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020300.D

Acq On : 11 Feb 2021 16:05
Operator : SY/MD

Sample : PB134572TB

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA .M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 5 Propanoic acid, 2-methyl-, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.924 3.20 ug/L 112784  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 78
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 2141 (7.924 min): VV020300.D\data.ms (-2130) (-) m/z 43.00 100.00%

43.0
5000 711
89.0 AR e
‘ | 571 ‘ 115.0 7.60 7.80 8.00 8.20
ol e b e e e e m/z 71.10  39.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13576: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 L B L B R
7.60 7.80 8.00 8.20
27.0 71.0 m/z 40.95 27.87%
0 ‘ ‘\ 1,57, ‘ 90 11501300
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
o RRmamma L
7.60 7.80 8.00 8.20
5000 m/z 89.00 16.78%
71.0
89.0
27.0
Oyl 70 TEO1200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13575: Propanoic acid, 2-methyl-, 1-methylethyl ester e ‘A“ R
43.0 7.60 7.80 8.00 8.20
m/z 38.95 12.66%
5000
21.0 71.0
0 ‘ \ ‘\ | 570 890 11501300
v b e R T e Aaamneea NGRS e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020300.D

Acq On : 11 Feb 2021 16:05
Operator : SY/MD

Sample : PB134572TB

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA .M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 6 Butanoic acid, ethyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.037 8.34 ug/L 293871  Chlorobenzene-d5 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 96
2 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 91
3 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 83
4 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 60
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 47

Abundance Scan 2176 (8.037 min): VV020300.D\data.ms (-2162) (-) m/z 71.00 100.00%

71.0
43.0
88.0
5000
1011 ' 7.808.008.20 8.40
2 O 1 ren e
Ot e e e e e e e e m/z 43.00 72.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8148: Butanoic acid, ethyl ester
43.0 71.0
29.0
5000 88.0 UL B R R
7.80 8.00 8.20 8.40
m/z 88.00 55.86%
180 WA sza ol | 940 uso
O\H‘HH‘HH“HHi\}H‘\\‘H.‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8144: Butanoic acid, ethyl ester
290 430 71.0
R RERAREE RS SRR
7.80 8.00 8.20 8.40
5000 88.0 m/z 41.00 28.15%
“ ) “ 101.0 116.0
O ettt e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8145: Butanoic acid, ethyl ester T
29.0 43.0 71.0 7.80 8.00 8.20 8.40
m/z 60.00 20.61%
5000 83.0 ﬂNAARAMAWW
b il so || 010 4s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020300.D

Acq On : 11 Feb 2021 16:05
Operator : SY/MD

Sample : PB134572TB

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA .M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 7 Propanoic acid, propyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.191 135.95 ug/L 4793250  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, butyl ester 130 C7H1402 000590-01-2 28
Abundance Scan 2224 (8.191 min): VV020300.D\data.ms (-2213) (-) m/z 57.00 100.00%
57.0
5000 75.0
430 L R LU B I
‘ 7.80 8.00 8.20 8.40 8.60
Obrrrrerrprreprrile et ol 88110101150 1y 75 00 44.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8163: Propanoic acid, propyl ester
57.0
5000 750 I L LA B R
29.0 : 7.80 8.00 8.20 8.40 8.60
43.0 m/z 43.00 18.32%
OH‘\\H‘\H‘\‘HH‘H‘H\‘\H\‘HH‘\}\\‘\H\“HH‘\H\‘H\\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8160: Propanoic acid, propyl ester
57.0
R
20.0 7.80 8.00 8.20 8.40 8.60
5000 m/z 41.00 12.49%
43.0 75.0
0 L ‘M‘ L 88.0 101.0 115.0
reprrrrepre e e et et T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8157: Propanoic acid, propyl ester R e RRm
57.0 7.80 8.00 8.20 8.40 8.60
m/z 87.00 9.77%
29.0
75.0
5000
43.0
ol 150 ‘\ | M 88.0 115.0
T R e s AR RAR SR S
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\VVv021121\
Data File : VV020300.D

Acq On : 11 Feb 2021 16:05
Operator : SY/MD

Sample : PB134572TB

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA .M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 8 Acetic acid, butyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.301 14.00 ug/L 493606 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
5 Isobutyl acetate 116 C6H1202 000110-19-0 40

Abundance Scan 2258 (8.301 min): VV020300.D\data.ms (-2250) (-) m/z 43.00 100.00%

43.0
5000 56.0
73.0
‘ ‘ ‘ 870 8.00 8.20 8.40 8.60
bt el Ll 52 1009 L1507 56,00 44.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8113: Acetic acid, butyl ester
43.0
5000 L B I R B B R |
56.0 8.00 8.20 8.40 8.60
m/z 73.00 21.30%
150 290 73.0
ol W L] e70 1010150
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8119: Acetic acid, butyl ester
43.0
8.00 8.20 8.40 8.60
5000 56.0 ITI/Z 41.00 17.96%
29.0 30
o 120 2 L | 870 1010 117.0
R R R N ERNCE LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8120: Acetic acid, butyl ester e
43.0 8.00 8.20 8.40 8.60
m/z 60.95 16.67%
56.0
5000
73.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020300.D

Acq On : 11 Feb 2021 16:05
Operator : SY/MD

Sample : PB134572TB

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA .M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 9 Butanoic acid, 1-methylethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.680 79.85 ug/L 2815240  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 97
2 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 91
3 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 83
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
Abundance Scan 2376 (8.680 min): VV020300.D\data.ms (-2364) (-) m/z 42.95 100.00%
43.0 71.0
5000
89.0
R AREmSRRNRES Lo
‘ ‘ \b | 115.1 8.40 8.60 8.80 9.00
Ot 20 L3801 myz 71,00 88.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13507: Butanoic acid, 1-methylethyl ester
43.0
71.0
5000 L L L B L B R
89.0 8.40 8.60 8.80 9.00
' m/z 89.00 34.06%
2r.0 ‘ 115.0
OH\‘HH‘HH‘HH‘!\H‘HH‘PH\‘HH\‘\H!‘HH‘HH‘\\‘\\‘\\]-\3\9\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13514: Butanoic acid, 1-methylethyl ester
43.0 71.0
e
8.40 8.60 8.80 9.00
m/z 40.95 31.95%
5000 89.0
b ‘ 115.0
0130\\57\\w300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13515: Butanoic acid, 1-methylethyl ester A
43.0 8.40 8.60 8.80 9.00
m/z 42.00 14.99%
71.0
5000
89.0
200 ] | 115.0
O In

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020300.D

Acq On : 11 Feb 2021 16:05
Operator : SY/MD

Sample : PB134572TB

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA .M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 10 Butanoic acid, propyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.548 2.73 ug/L 96161 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 83
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 80
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72

Abundance Scan 2646 (9.548 min): VV020300.D\data.ms (-2637) (-) m/z 71.00 100.00%

71.0
43.0 89.1
5000

| 9.50
SO 1| SO N | T WO RUOORN— 43.00  61.42%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13470: Butanoic acid, propyl ester
71.0
43.0 89.0

o

5000
950
27.0 m/z 89.10 58.75%
O \\\‘\\\\‘H\‘H‘\\\\“!\H‘H‘H‘l‘\\\\‘}‘\\\‘H\\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13455: Butanoic acid, propyl ester
43.0 71.0
T \
27.0 9:50
5000 89.0 m/z 41.00  30.46%
b2 et 115,0130.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13469: Butanoic acid, propyl ester e ‘
43.0 71.0 950
m/z 42.00 18.02%
89.0
5000 27.0
0 poscin
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve21121\
Data File : VV020300.D

Acqg On : 11 Feb 2021 16:05
Operator : SY/MD

Sample : PB134572TB

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA .M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Methacrolein 3.163 3.0 ug/L 82150 1 5.616 1383530 50.0
n-Propyl acetate 6.458 113.5 wug/L 3140840 1 5.616 1383530 50.0
Propanoic acid,... 7.185 16.0 ug/L 441943 1 5.616 1383530 50.0
Propanoic acid,... 7.924 3.2 ug/L 112784 2 8.854 1762850 50.0
Butanoic acid, 8.037 8.3 wug/L 293871 2 8.854 1762850 50.0
Propanoic acid,... 8.191 135.9 wug/L 4793250 2  8.854 1762850 50.0
Acetic acid, bu... 8.301 14.0 ug/L 493606 2 8.854 1762850 50.0
Butanoic acid, 8.680 79.8 wug/L 2815240 2  8.854 1762850 50.0
Butanoic acid, 9.548 2.7 ug/L 96161 2  8.854 1762850 50.0
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