LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061719\
Data File : VU032793.D

Aca On 17 Jun 2019 19:21

Operator : JC/SP

Sample = K3324-08

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO61719WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.180 23 28 33 rBv2 7545 6930 0.49% 0.066%
2 1.392 88 94 105 rVB 97091 102101 7.15% 0.971%
3 1.675 175 182 197 rVB 85407 104302 7.31% 0.991%
4 2.267 356 366 377 rVB 170943 254133 17.81% 2.416%
5 2.428 412 416 418 rBvV2 519 464 0.03% 0.004%
6 2.553 453 455 458 rBV3 464 281 0.02% 0.003%
7 2.617 469 475 480 rBV3 1153 1305 0.09% 0.012%
8 2.695 491 499 513 rvB2 5599 9764 0.68% 0.093%
9 2.813 531 536 537 rBV3 430 283 0.02% 0.003%
10 2.894 557 561 568 rVB3 431 554 0.04% 0.005%
11 2.929 568 572 576 rBV2 352 330 0.02% 0.003%
12 3.084 614 620 623 rBV2 657 495 0.03% 0.005%
13 3.206 654 658 661 rBV 499 351 0.02% 0.003%
14 3.350 700 703 708 rVB3 338 303 0.02% 0.003%
15 3.511 749 753 758 rBV2 398 406 0.03% 0.004%
16 3.669 798 802 806 rBV3 346 300 0.02% 0.003%
17 3.711 813 815 821 rVB3 382 320 0.02% 0.003%
18 3.894 866 872 877 rvv4 420 462 0.03% 0.004%
19 3.948 885 889 898 rVB3 351 371 0.03% 0.004%
20 3.990 898 902 907 rBV2 439 437 0.03% 0.004%
21 4.167 944 957 992 rBV 86187 227006 15.91% 2.158%
22 4.463 1047 1049 1054 rvB4 395 293 0.02% 0.003%
23 4.489 1054 1057 1064 rvB4 439 374 0.03% 0.004%
24 4.640 1085 1104 1127 rBvV 143168 334182 23.42% 3.177%
25 5.199 1274 1278 1281 rBV 421 294 0.02% 0.003%
26 5.331 1296 1319 1345 rBv2 271489 815795 57.17% 7.754%
27 5.546 1377 1386 1402 rVVv3 5770 12998 0.91% 0.124%
28 5.733 1439 1444 1449 rBV3 413 397 0.03% 0.004%
29 5.794 1460 1463 1466 rBvV2 406 379 0.03% 0.004%

30 5.878 1475 1489 1512 rBV 280491 554659 38.87% 5.272%

31 6.325 1613 1628 1648 rBV 191743 382849 26.83% 3.639%

32 6.418 1650 1657 1674 rVB3 6823 14461 1.01% 0.137%
33 6.530 1684 1692 1698 rBV 2749 4483 0.31% 0.043%
34 6.575 1699 1706 1715 rBV 4891 8558 0.60% 0.081%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061719\
Data File : VU032793.D

Aca On 17 Jun 2019 19:21

Operator : JC/SP

Sample = K3324-08

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA _M
VOC Analysis

35 6.698 1731 1744 1779 rBV 809266 1427047 100.00% 13.565%

36 7.077 1859 1862 1865 rBv4 423 365 0.03% 0.003%
37 7.138 1878 1881 1883 rBV2 400 278 0.02% 0.003%
38 7.222 1892 1907 1923 rBV 110750 197021 13.81% 1.873%
39 7.366 1949 1952 1954 rBV3 658 366 0.03% 0.003%

40 7.415 1954 1967 1992 rVB 150199 256897 18.00% 2.442%

41 7.559 1999 2012 2030 rBV 370031 646781 45.32% 6.148%

42 7.694 2050 2054 2058 rBv4 1399 1653 0.12% 0.016%
43 7.842 2089 2100 2121 rBV2 92867 162119 11.36% 1.541%
44 8.003 2148 2150 2154 rVB5 390 259 0.02% 0.002%
45 8.103 2178 2181 2184 rBV3 452 301 0.02% 0.003%
46 8.148 2184 2195 2210 rVV 86904 144786 10.15% 1.376%
47 8.228 2211 2220 2221 rVV3 9292 11338 0.79% 0.108%
48 8.257 2223 2229 2235 rVV2 33314 51440 3.60% 0.489%

49 8.305 2235 2244 2265 rVV 310995 530156 37.15% 5.039%
50 8.408 2265 2276 2300 rVvVv 603517 952530 66.75% 9.054%

51 8.517 2303 2310 2324 rVB 40751 65485 4_.59% 0.622%
52 8.807 2397 2400 2405 rBv4 498 599 0.04% 0.006%
53 8.897 2416 2428 2461 rBV 414224 658156 46.12% 6.256%
54 9.083 2468 2486 2510 rBV 425750 706519 49.51% 6.716%

55 9.247 2534 2537 2541 rVB2 577 442 0.03% 0.004%
56 9.331 2561 2563 2570 rBV5 355 426 0.03% 0.004%
57 9.369 2570 2575 2579 rBV3 278 289 0.02% 0.003%
58 9.488 2608 2612 2617 rVB 456 476 0.03% 0.005%
59 9.511 2617 2619 2622 rBV2 441 337 0.02% 0.003%
60 9.598 2637 2646 2659 rBvV 5854 10431 0.73% 0.099%
61 9.678 2665 2671 2675 rVB4 585 688 0.05% 0.007%
62 9.710 2677 2681 2685 rBV2 537 594 0.04% 0.006%
63 9.762 2687 2697 2713 rVV 23046 37542 2.63% 0.357%
64 9.858 2724 2727 2731 rBV3 385 288 0.02% 0.003%
65 10.099 2799 2802 2805 rBV 426 322 0.02% 0.003%
66 10.160 2817 2821 2826 rVB 606 643 0.05% 0.006%
67 10.199 2827 2833 2834 rBV2 377 284 0.02% 0.003%
68 10.254 2846 2850 2853 rBv4 642 460 0.03% 0.004%
69 10.302 2862 2865 2870 rVB3 532 347 0.02% 0.003%

70 10.424 2889 2903 2923 rVV 288030 464003 32.51% 4._.410%
71 10.495 2923 2925 2929 rVB4 672 449 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061719\
Data File : VU032793.D

Aca On 17 Jun 2019 19:21

Operator : JC/SP

Sample = K3324-08

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO61719WMA .M
Title : VOC Analysis
72 10.591 2952 2955 2959 rBV4 592 528 0.04% 0.005%
73 10.643 2967 2971 2974 rBV2 369 287 0.02% 0.003%
74 10.701 2986 2989 2992 rVB 538 309 0.02% 0.003%
75 10.765 3006 3009 3013 rVvv3 688 629 0.04% 0.006%
76 10.894 3046 3049 3051 rvVv 481 354 0.02% 0.003%
77 11.112 3112 3117 3121 rVB5 706 758 0.05% 0.007%
78 11.141 3121 3126 3127 rBV3 376 375 0.03% 0.004%
79 11.221 3149 3151 3155 rVB3 337 265 0.02% 0.003%
80 11.286 3169 3171 3180 rVB4 320 318 0.02% 0.003%
81 11.331 3183 3185 3189 rBV2 393 369 0.03% 0.004%
82 11.479 3219 3231 3254 rBV 435076 693317 48.58% 6.590%
83 11.691 3295 3297 3300 rBV3 551 387 0.03% 0.004%
84 11.742 3310 3313 3316 rBV3 448 344 0.02% 0.003%
85 11.855 3335 3348 3373 rBV 385584 643029 45.06% 6.112%
86 12.135 3432 3435 3439 rVB3 686 426 0.03% 0.004%
87 12.263 3468 3475 3476 rBV3 699 710 0.05% 0.007%
88 12.311 3485 3490 3494 rBV3 377 495 0.03% 0.005%
89 12.472 3537 3540 3542 rBV3 476 319 0.02% 0.003%
90 12.649 3593 3595 3600 rBV3 359 366 0.03% 0.003%
91 13.218 3768 3772 3777 rBV3 397 383 0.03% 0.004%
92 13.276 3788 3790 3793 rVB2 506 275 0.02% 0.003%
93 13.434 3836 3839 3845 rBv4 490 557 0.04% 0.005%
94 13.813 3954 3957 3962 rBV2 283 270 0.02% 0.003%
95 14.118 4047 4052 4057 rBV3 539 581 0.04% 0.006%
96 14.372 4128 4131 4134 rVB3 515 356 0.02% 0.003%
97 14.418 4141 4145 4149 rBv4 624 595 0.04% 0.006%
98 14.485 4164 4166 4169 rVB2 512 265 0.02% 0.003%
99 14.578 4192 4195 4197 rBV3 478 364 0.03% 0.003%
100 14.713 4234 4237 4241 rVB3 682 455 0.03% 0.004%
Sum of corrected areas: 10520423
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO061719\
VU032793.D

17 Jun 2019 19:21

JC/SP

K3324-08

5.0mL/MSVOA U/WATER

24 Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA .M
: VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU032793.D
800000
600000
400000
5.33 5.88
200000 2.27 6.32
4.64
139 168 4.17
0 \1-18 “ ) “ 2.43.3829. 2759 3. 08.2B. 353 513%71 33899 /\ 444@ 5.2 5 55553 6. 48&3‘
i T T T I T T T T I T T T T T T T T T T T T T T T I T T T T T T I T T T T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 450 5.00 5.50 6.00 6.50
Abundance TIC: VU032793.D
800000 |70
600000 841
8.90 9.08 11.48
400000 7.56 11.85
8.3] 10.42
200000 741
722 7.4 8.15
8.52
0 8CE) 838 9.4&@9?&1‘?.86 10.00FRS(L0 UBEFBSEE.89 1111KPP93) | 115J 12
, R e e e e e
Time--> '8.00 ‘850 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU032793.D
800000
600000
400000
200000
0L 122612.422.65 13228343 1381 14.12 1443421958& 71
e e e e e —r T Tt — = R
Time--> 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 U\DATA\VUO061719\
Data File : VU032793.D

Aca On 17 Jun 2019 19:21

Operator : JC/SP

Sample - K3324-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA _M
Quant Title : VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 n-Propyl acetate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.70 128.64 ug/L 1427050 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 n-Propvl acetate 102 C5H1002 000109-60-4 78
3 n-Propvl acetate 102 C5H1002 000109-60-4 78
4 l1sopnropnvl acetate 102 C5H1002 000108-21-4 36
5 Isopropyl acetate 102 C5H1002 000108-21-4 9

Abundance Scan 1745 (6.701 min): VU032793.D (-1731) (-) m/z 42.95 100.00%

43.0
5000
61.0

73.0 e R R e
640 660 680 700
ol 829 | 874 1010 1 0T e 60 27.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251: n-Propyl acetate
43.0
5000 AL L L L L L L L B
6.40 6.60 6.80 7.00
61.0 30 m/z 73.00 15.33%
0 270 | 103.0
LA o o o o B B B L NI I I e i o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4249: n-Propyl acetate
43.0
S IR m e
6.40 6.60 6.80 7.00
5000 m/z 42.00 11.53%
61.0
73.0
180 200 ‘ | 810
O e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4250: n-Propyl acetate
43.0 6.40 6.60 6.80 7.00

m/z 41.00 9.80%

5000
61.0
DO N I
T M T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO061719\
Data File : VU032793.D

Aca On 17 Jun 2019 19:21

Operator : JC/SP

Sample - K3324-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA _M
Quant Title : VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Propanoic acid, 1-methyleth... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

7.41 23.16 ug/L 256897 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 1-methvlethvl ester 116 C6H1202 000637-78-5 90
2 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 83
3 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 64
4 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 59
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 40

Abundance Scan 1966 (7.411 min): VU032793.D (-1954) (-) m/z 57.00 100.00%
57.0
5000 }\‘
100 75.0 SN L G
101.1 2070 7.00 7.20 7.40 7.60 7.80
0 etk e e 20l m/z 43.05 63.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8200: Propanoic acid, 1-methylethyl ester
57.0
5000
20.0 7.00 7.20 7.40 7.60 7.80
75.0 m/z 75.00 27 .58%
| h 101.0
L e I B B M LA s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8199: Propanoic acid, 1-methylethyl ester
57.0
7.00 7.20 7.40 7.60 7.80
5000 29.0 m/z 41.00 23.02%
75.0
ol 130 --MM”---‘“-- nk, ...{Oﬁ:?¥l7;q N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8198: Propanoic acid, 1-methylethy! ester
57.0 7.00 7.20 7.40 7.60 7.80
m/z 101.10 11.45%
5000
75.0
29.0
‘ 101.0 /\
0"“|'h'w"'Jw"“l“"J'”'l'“'l"”l"'w""w"' R A I L
m/z--> 20 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO061719\
Data File : VU032793.D

Aca On 17 Jun 2019 19:21

Operator : JC/SP

Sample - K3324-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA _M
Quant Title : VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Propanoic acid, 2-methyl-, ... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

8.15 10.25 ug/L 144786 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 83
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 78
4 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 2196 (8.151 min): VU032793.D (-2184) (-) m/z 43.05 100.00%
43.0
5000 11
89.1
0 : ‘ e 270 | “hjp 7110 38.15%
i RIS RIS UL UL DL BRI UARLL DL UL - - ¢
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 LS AR RS SR I
71.0 7.80 8.00 8.20 8.40
89.0 m/z 41.10 26 .79%
21.0 | | 1150
U T S S U B B WL S WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13576: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
7.80 8.00 8.20 8.40
5000 m/z 89.10 13.86%
27.0 71.0
! “ il | ‘ 89‘0 115.0
G L U S S W I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13551: Propanoic acid, 2-methyl-, propy! ester R e e R
43.0 7.80 8.00 8.20 8.40
m/z 39.00 12.40%
71.0
5000 89.0
27.0 ‘
O e T o T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO061719\
Data File : VU032793.D

Aca On 17 Jun 2019 19:21

Operator : JC/SP

Sample - K3324-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA _M
Quant Title : VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Propanoic acid, propyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

8.41 67.41 ug/L 952530 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
4 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 78
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 38

Abundance Scan 2277 (8.411 min): VU032793.D (-2265) (-) m/z 56.95 100.00%
51.0
5000 75.0 A
43.0 e
|| 87.0 1010 800 820 8.40 8.60 8.80
o) NSNS | NN NSS! PSS MBI 012 S m/z 75.00 41.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8163: Propanoic acid, propyl ester
51.0
5000 R LR LN UL I
29.0 .0 800 820 8.40 8.60 8.80
43.0 m/z 43.05 20.63%
87.0
0'w}ﬁqw'hﬂ“'ﬁm“'w'””“'w'“'w'“l“'w'“'w'“l“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8160: Propanoic acid, propyl ester
57.0
29.0 8.00 8.20 8.40 8.60 8.80
5000 m/z 41.00 14 .60%
43.0 0
o | ‘\J 870 1010 1150
e e A e R e
Abundance #8157: Propanoic acid, propyl ester
57.0 8.00 8.20 8.40 8.60 8.80
m/z 42.00 9.13%
29.0
75.0
5000
‘ 43.0 87.0
0 "I}?RI"'l“"'“HL"I""I”"I""I”'LI""I'”'I%%qgl"
m/z--> 10 20 30 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO061719\
Data File : VU032793.D

Aca On 17 Jun 2019 19:21

Operator : JC/SP

Sample - K3324-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA _M
Quant Title : VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Acetic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

8.52 4.63 ug/L 65485 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. butvl ester 116 C6H1202 000123-86-4 83
2 Acetic acid. butvl ester 116 C6H1202 000123-86-4 83
3 Acetic acid. butvl ester 116 C6H1202 000123-86-4 72
4 Acetic acid. butvl ester 116 C6H1202 000123-86-4 72
5 1-Butanol, 4-chloro-, acetate 150 C6H11Cl02 006962-92-1 17

Abundance Scan 2311 (8.521 min): VU032793.D (-2303) (-) m/z 43.00 100.00%
43.0
5000
20 8.20 840 8.60 8.80
o...,....',|:..'.,|....,....,....,....,....,....,....,29‘?-.9. m/z 56.05 42.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8119: Acetic acid, butyl ester
43.0
5000

8.20 8.40 8.60 8.80
m/z 41.00 19.03%

1.0
ol 20 0 |l | 870 1170
LA I o e e B A LA i e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8113: Acetic acid, butyl ester
43.0
8.20 8.40 8.60 8.80
5000 m/z 73.00 17.94%
270 73.0
L \‘m Il ‘ 101.0
O T e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8120: Acetic acid, butyl ester
43.0 8.20 8.40 8.60 8.80
m/z 60.95 16.17%
5000
73.0
27.0 ‘ |
8 S SN T S A T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO061719\
Data File : VU032793.D

Aca On 17 Jun 2019 19:21

Operator : JC/SP

Sample - K3324-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA _M
Quant Title : VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Butanoic acid, l-methylethy... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

8.90 46.58 ug/L 658156 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 94
2 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 90
3 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 83
4 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 78
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72

Abundance Scan 2429 (8.900 min): VU032793.D (-2416) (-) m/z 43.05 100.00%
43.0
71.1
5000
89.1
115.1 8.60 8.80 9.00 9.20
o e 2989 7z 71.10 76.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13507: Butanoic acid, 1-methylethyl ester
43.0
71.0
5000 AR LR L SR
89.0 8.60 8.80 9.00 9.20
970 ' m/z 41.00 33.23%
0 el | 1501310
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13514: Butanoic acid, 1-methylethyl ester
43.0 71.0
8.60 8.80 9.00 9.20
0
5000 89.0 m/z 89.10 28.11%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13515: Butanoic acid, 1-methylethyl ester N A RAme
43.0 8.60 8.80 9.00 9.20
m/z 39.00 16.13%
71.0
5000
89.0
0 27\0 M\ H I \‘ 115'0
mz-> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO061719\
Data File : VU032793.D

Aca On 17 Jun 2019 19:21

Operator : JC/SP

Sample - K3324-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA _M
Quant Title : VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Butanoic acid, propyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

9.76 2.66 ug/L 37542 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 86
2 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 83
3 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 83
4 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 78
5 Malic Acid 134 C4H605 006915-15-7 72

Abundance Scan 2696 (9.759 min): VU032793.D (-2687) (-) m/z 71.00 100.00%
71.0
43.0
89.1
5000
60.0 1011 9.40 9.60 9.80 10.00
Obrrrprrrr ittt i et ey || M/ 43.05 70.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13469: Butanoic acid, propy! ester
43.0 71.0
89.0
5000 27.0
9.40 9.60 9.80 10.00
60.0 m/z 89.10 60.59%
| | | | | 101.0
O o e e P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13455: Butanoic acid, propy! ester
43.0 71.0
70 9.40 9.60 9.80 10.00
5000 89.0 m/z 41.00 36.86%
60.0
15.0
o 1l ¥ | 1010 1150 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13466: Butanoic acid, propy! ester
43.0 71.0 9.40 9.60 9.80 10.00

m/z 42.00 22.18%

5000 27.0 89.0
60.0
3 A P PR | 1010 1150 129.0
SN R R N N e - N 0 B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061719\
Data File : VU032793.D

Acq On 17 Jun 2019 19:21

Operator : JC/SP

Sample - K3324-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO61719WMA .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]
n-Propyl acetate 6.70 128.6 ug/L 1427050 1 5.88 554659 50.0
Propanoic acid, 1... 7.41 23.2 ug/L 256897 1 5.88 554659 50.0
Propanoic acid, 2... 8.15 10.3 ug/L 144786 2 9.08 706519 50.0
Propanoic acid, p..-. 8.41 67.4 ug/L 952530 2 9.08 706519 50.0
Acetic acid, buty... 8.52 4.6 ug/L 65485 2 9.08 706519 50.0
Butanoic acid, 1-... 8.90 46.6 ug/L 658156 2 9.08 706519 50.0
Butanoic acid, pr... 9.76 2.7 ug/L 37542 2 9.08 706519 50.0
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