LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032825.D

Aca On : 18 Jun 2019 15:32

Operator : JC/SP

Sample - K3363-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 19 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 24 28 39 rvB 5962 5621 0.39% 0.051%
2 1.395 88 95 108 rvB 118279 124643 8.60% 1.136%
3 1.469 113 118 128 rVB 13904 15116 1.04% 0.138%
4 1.553 138 144 152 rVB4 7863 10359 0.71% 0.094%
5 1.640 168 171 175 rBvV 4210 4066 0.28% 0.037%
6 1.675 175 182 196 rVB 96346 118860 8.20% 1.083%
7 2.267 354 366 376 rBV 205688 312038 21.53% 2.843%
8 2.318 376 382 398 rVB2 16940 27466 1.89% 0.250%
9 2.444 416 421 425 rBvV7 778 1018 0.07% 0.009%
10 2.514 439 443 447 rVB3 378 311 0.02% 0.003%
11 2.614 465 474 487 rBvV2 2707 4832 0.33% 0.044%
12 2.698 492 500 510 rvB3 5682 9311 0.64% 0.085%
13 2.858 546 550 553 rBV2 360 361 0.02% 0.003%
14 2.920 566 569 577 rVB3 360 458 0.03% 0.004%
15 2.961 577 582 589 rBvV4 283 449 0.03% 0.004%
16 3.029 600 603 607 rVB3 305 237 0.02% 0.002%
17 3.067 613 615 620 rVB2 398 311 0.02% 0.003%
18 3.180 641 650 651 rBV5 1113 1361 0.09% 0.012%
19 3.302 684 688 690 rvv2 221 191 0.01% 0.002%
20 3.318 690 693 697 rVB2 387 294 0.02% 0.003%
21 3.392 712 716 717 rBV3 351 196 0.01% 0.002%
22 3.601 777 781 784 rVvVv2 450 441 0.03% 0.004%
23 3.637 790 792 798 rVB3 283 219 0.02% 0.002%
24 3.752 823 828 831 rBV2 352 382 0.03% 0.003%
25 3.842 852 856 861 rVB3 393 321 0.02% 0.003%
26 3.907 871 876 882 rVB3 310 234 0.02% 0.002%
27 3.936 882 885 887 rBV 349 252 0.02% 0.002%
28 3.993 901 903 908 rVB3 256 188 0.01% 0.002%
29 4.019 908 911 915 rBV2 380 275 0.02% 0.003%
30 4.170 944 958 985 rBV 87886 234025 16.14% 2.132%
31 4.341 1008 1011 1017 rvB4 610 495 0.03% 0.005%
32 4.479 1052 1054 1060 rvB4 457 339 0.02% 0.003%
33 4.534 1066 1071 1074 rBvV2 260 291 0.02% 0.003%

34 4.640 1088 1104 1129 rBV 153131 357272 24.65% 3.255%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032825.D

Aca On : 18 Jun 2019 15:32

Operator : JC/SP

Sample - K3363-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 19 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
35 4.768 1138 1144 1146 rBV3 292 235 0.02% 0.002%
36 4.807 1151 1156 1160 rVB2 415 304 0.02% 0.003%
37 4.874 1172 1177 1179 rBV2 450 427 0.03% 0.004%
38 4.907 1186 1187 1192 rBV2 296 202 0.01% 0.002%
39 5.003 1212 1217 1218 rBV2 278 178 0.01% 0.002%
40 5.019 1218 1222 1224 rVV2 311 230 0.02% 0.002%
41 5.035 1224 1227 1233 rVV3 334 342 0.02% 0.003%
42 5.238 1287 1290 1294 rVB2 301 178 0.01% 0.002%
43 5.334 1294 1320 1351 rBV2 303310 904050 62.36% 8.237%
44 5.505 1368 1373 1376 rBV2 332 284 0.02% 0.003%
45 5.550 1376 1387 1402 rVv2 6463 13669 0.94% 0.125%
46 5.656 1414 1420 1423 rVB2 383 333 0.02% 0.003%
47 5.755 1444 1451 1452 rBV3 294 299 0.02% 0.003%
48 5.878 1476 1489 1515 rBV 274578 543846 37.52%  4.955%
49 6.241 1598 1602 1605 rBV5 686 600 0.04% 0.005%
50 6.325 1614 1628 1648 rBY 207583 409993 28.28% 3.735%
51 6.421 1651 1658 1669 rvv2 5997 10441 0.72% 0.095%
52 6.534 1684 1693 1698 rBV 3387 5395 0.37% 0.049%
53 6.575 1700 1706 1715 rVvv 5022 8396 0.58% 0.076%

54 6.698 1731 1744 1774 rBV 819787 1449639 100.00% 13.208%
55 7.222 1894 1907 1928 rBV 107485 190563 13.15% 1.736%

56 7.415 1950 1967 1991 rVvVv 151082 263733 18.19% 2.403%
57 7.559 1998 2012 2033 rBvV 427039 746212 51.48% 6.799%
58 7.842 2090 2100 2120 rBV2 91772 157638 10.87% 1.436%
59 8.038 2158 2161 2164 rBV3 314 211 0.01% 0.002%
60 8.064 2165 2169 2174 rVB3 578 503 0.03% 0.005%

61 8.148 2185 2195 2212 rBV 87950 144663 9.98% 1.318%
62 8.257 2212 2229 2235 rVV3 35135 64791 4._47% 0.590%
63 8.305 2235 2244 2265 rVV 300251 508905 35.11% 4.637%
64 8.411 2266 2277 2296 rVB 605650 942541 65.02% 8.588%
65 8.521 2303 2311 2331 rVB 42329 70410 4._86% 0.642%

66 8.675 2355 2359 2365 rBVvV2 387 506 0.03% 0.005%
67 8.900 2415 2429 2456 rBvV 423551 675188 46.58% 6.152%
68 9.083 2469 2486 2511 rBV 425369 705387 48.66% 6.427%

69 9.279 2544 2547 2548 rBV 476 291 0.02% 0.003%
70 9.411 2583 2588 2593 rBV3 474 356 0.02% 0.003%
71 9.495 2611 2614 2616 rBv4 293 189 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032825.D

Aca On : 18 Jun 2019 15:32

Operator : JC/SP

Sample - K3363-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 19 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 9.601 2638 2647 2660 rBV5 5857 9873 0.68% 0.090%
73 9.694 2673 2676 2681 rBV3 474 395 0.03% 0.004%
74 9.762 2687 2697 2711 rBV 25224 38296 2.64% 0.349%
75 10.032 2779 2781 2785 rBV 267 210 0.01% 0.002%
76 10.093 2796 2800 2802 rBV 316 261 0.02% 0.002%
77 10.424 2892 2903 2925 rVvV 299843 479789 33.10% 4_.371%
78 10.517 2929 2932 2937 rVB3 433 222 0.02% 0.002%
79 10.611 2957 2961 2962 rBV2 399 228 0.02% 0.002%
80 10.771 3005 3011 3015 rBV3 764 790 0.05% 0.007%
81 10.890 3046 3048 3052 rBV2 357 255 0.02% 0.002%
82 10.938 3056 3063 3067 rBV3 272 346 0.02% 0.003%
83 11.148 3125 3128 3132 rBV3 325 258 0.02% 0.002%
84 11.247 3156 3159 3164 rBV3 261 210 0.01% 0.002%
85 11.366 3194 3196 3201 rVB2 418 261 0.02% 0.002%
86 11.479 3219 3231 3251 rBV 434646 691111 47.67% 6.297%
87 11.601 3267 3269 3272 rBV2 533 388 0.03% 0.004%
88 11.678 3290 3293 3298 rVB3 666 605 0.04% 0.006%
89 11.810 3332 3334 3335 rBV 379 181 0.01% 0.002%
90 11.855 3335 3348 3369 rvVv 422635 695021 47.94% 6.332%
91 12.244 3466 3469 3470 rBV3 621 318 0.02% 0.003%
92 12.424 3521 3525 3533 rVvB4 634 701 0.05% 0.006%
93 12.459 3533 3536 3537 rBV 478 203 0.01% 0.002%
94 12.643 3590 3593 3597 rBV2 299 203 0.01% 0.002%
95 12.797 3639 3641 3644 rBV3 302 189 0.01% 0.002%
96 12.990 3699 3701 3704 rVB3 618 346 0.02% 0.003%
97 13.321 3802 3804 3807 rVB3 456 239 0.02% 0.002%
98 13.639 3901 3903 3906 rBV2 343 264 0.02% 0.002%
99 14.299 4104 4108 4112 rBV2 828 723 0.05% 0.007%
100 14.626 4206 4210 4211 rBvV2 617 399 0.03% 0.004%
Sum of corrected areas: 10975646
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032825.D

Aca On : 18 Jun 2019 15:32

Operator : JC/SP

Sample - K3363-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
VOC Analysis

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU032825.D
800000
600000
400000
2.27
200000 . 464
L0 168 4.17
oLl “1 47 4 32 2/, 81702 RIHE3. 1B IBY 3368, TCHMAD 4.34485 \ MIBETWR 5.74 555@5657 64&1&
i T T | T T T T | T T L T T T T T | T T T T | T T T T T T
Time--> 150 2.00 2.50 3.00 3.50 4.00 4.50 5.00 '5.50 6.50
Abundance TIC: VU032825.D
800000 6}70
8.41
600000
8.909.08 1148 1185
400000
10.42
200000 4
7.84 815
852 6 41
0 ﬂ\867 92&4m@¥@%€ 10089 ogmmmlamQMJJﬁzmgﬁ 16068
I~ | 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
Time--> 8.00 8.50 '9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU032825.D
800000
600000
400000
200000
0l12.24P248652.612.8012.99 13.32 13.64 1430 14.63
N o ey T oot — = L 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\VU061819\
Data File : VU032825.D

Aca On : 18 Jun 2019 15:32

Operator : JC/SP

Sample - K3363-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
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.

6.70 133.28 ug/L 1449640 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 Isobutyl acetate 116 C6H1202 000110-19-0 9

Abundance Scan 1745 (6.701 min): VU032825.D (-1731) (-) m/z 43.00 100.00%

43.0
5000
61.0

640 660 680 700

bt L 87O 2000 n7; 61.00 27.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4251: n-Propyl| acetate
43.0
5000 LI L L L L L L L B
6.40 6.60 6.80 7.00
61.0 m/z 73.00 14 _.96%
210 | | 103.0
L L o L B o LAILIN B e e o e o o e o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4249: n-Propyl acetate
43.0
S IR B
6.40 6.60 6.80 7.00
5000 m/z 42.00 11.08%
61.0
27.0
S T N 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4250: n-Propyl acetate
43.0 6.40 6.60 6.80 7.00

m/z 41.00 9.72%

5000
27.0 61.0
‘m il L |
L L I B

m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032825.D

Aca On : 18 Jun 2019 15:32

Operator : JC/SP

Sample - K3363-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
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 24 .25 ug/L 263733 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 83
2 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 78
3 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 74
4 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 42
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 42

Abundance Scan 1966 (7.411 min): VU032825.D (-1950) (-) m/z 57.00 100.00%
57.0
43.0
5000
75.1 SRNNNNNNS  G——
101.1 7.00 7.20 7.40 7.60 7.80
|t N — m/z 43.05 59.63%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8200: Propanoic acid, 1-methylethyl ester
57.0
43.0
5000
29.0 7.00 7.20 7.40 7.60 7.80
75.0 m/z 75.10 26.77%
‘ . . 89. o 101.0
miz--> B % % 40 % 60 70 8 90 100 110 130
Abundance #8198: Propanoic acid, 1-methylethyl ester
57.0
7.00 7.20 7.40 7.60 7.80
5000 43.0 m/z 41.10 22 .26%
75.0
29.0
101.0
15.0 \‘ Ll | | 850 \ 116.0
miz--> b % 3 4 % 6 70 80 9 100 110 130
Abundance #8199: Propanoic acid, 1-methylethy! ester
57.0 7.00 7.20 7.40 7.60 7.80
43.0 m/z 39.00 10.24%
5000 29.0
15.0 =0
: 101.0
"'I'j”l"lll"”“h'“'I'”'“""I“"I"'?ﬁq"“'”'I}}§2"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\VU061819\
Data File : VU032825.D

Aca On : 18 Jun 2019 15:32

Operator : JC/SP

Sample - K3363-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
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 144663 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-., 1-met... 130 C7H1402 000617-50-5 72
4 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 72
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 53

Abundance Scan 2196 (8.151 min): VU032825.D (-2185) (-) m/z 43.10 100.00%
431
5000
71.1
89.1
7.80 8.00 8.20 8.40
115.0
...,....',:'...',..‘..,..|..,...-.,....,....,....,....,297.-.1. m/z 71.10 35.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13576: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 LSRR SR I
7.80 8.00 8.20 8.40
27.0 7.0 m/z 41.00 28.81%
m (I ! 8.0 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
7.80 8.00 8.20 8.40
5000 m/z 89.10 14 .09%
71.0
89.0
0 | 1150
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13574: Propanoic acid, 2-methyl-, 1-methylethy! ester e e e
43.0 7.80 8.00 8.20 8.40
m/z 39.00 12.96%
5000 710
89.0
27\'0 Ll ! ‘ 11\5'0
mz-> 20 40 60 80 100 120 140 160 180 200 7.80 800 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032825.D

Aca On : 18 Jun 2019 15:32

Operator : JC/SP

Sample - K3363-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
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 66.81 ug/L 942541 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 83
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 38

Abundance Scan 2277 (8.411 min): VU032825.D (-2266) (-) m/z 57.00 100.00%

57.0
5000 75.0

41||° | 5o 2056 8.00 8.0 8.40 860 8.80
e e e o o e S S e m/z 74.95 40.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propanoic acid, propyl ester /\\
57.0
5000 75.0 REBE AR AR SRR

8m wosm&mosm
29.0 m/z 43.05 21.02%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8163: Propanoic acid, propyl ester
57.0

8.00 8.20 8.40 8.60 8.80

5000 50 m/z 41.00 14.85%
29.0 '
.”,.W”ﬂw.”,..uw.k.w...w...w....“...“...“...
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8157: Propanoic acid, propyl ester
57.0 8.00 8.20 8.40 8.60 8.80
m/z 42.05 9.03%
29.0
75.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VU061819\
Data File : VU032825.D

Aca On : 18 Jun 2019 15:32

Operator : JC/SP

Sample - K3363-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
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 4.99 ug/L 70410 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 56
5 Isobutyl acetate 116 C6H1202 000110-19-0 40

Abundance Scan 2311 (8.521 min): VU032825.D (-2303) (-) m/z 43.00 100.00%
43.0
5000 56.0
73.0
| | | 87.0 8.20 8.40 8.60 8.80
e T e o SN m/z 56.05 41.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8119: Acetic acid, butyl ester
43.0
5000 56.0
8.20 8.40 8.60 8.80
73.0 m/z 41.00 19.42%
150 290 | ] | 870 1010 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8113: Acetic acid, butyl ester
43.0
8.20 8.40 8.60 8.80
m/ 72.95 17 .52%
5000 56.0 z 0
73.0
29.0
..,.1?.".,...\.\,....»,\....,..».w.,....,.\...,..87.9...1.01.9..,1.1.@9,...
m/z--> 10 20 30 50 60 70 80 90 100 110 120
Abundance #8120: Acetic acid, butyl ester
43.0 8.20 8.40 8.60 8.80
m/z 61.00 15.71%
56.0
5000
73.0
27.0 ‘
'W'”'P'M“”'“l“'PJMJ”'W'”'P?IQ”'W'”'P'”I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032825.D

Aca On : 18 Jun 2019 15:32

Operator : JC/SP

Sample - K3363-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
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 47.86 ug/L 675188 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 90
2 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 90
3 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 83
4 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 64
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 64

Abundance Scan 2429 (8.900 min): VU032825.D (-2415) (-) m/z 43.10 100.00%
431
71.1
5000
89.1
I GCI)I'O | 1001 1151 8.60 8.80 9.00 9.20
R R N B L L R o o m/z 71.10 74 .38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13507: Butanoic acid, 1-methylethyl ester
43.0
71.0
5000 AR RSN R LR
89.0 8.60 8.80 9.00 9.20
60.0 ' m/z 41.10 32.43%
27.0 :
150 T fl || 1020 1150 1309
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
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 27 .89%
210 60.0
150 |l || 1020 1150 1309
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13515: Butanoic acid, 1-methylethy! ester Emma s S A R
43.0 8.60 8.80 9.00 9.20
m/z 39.00 16.47%
71.0
5000
59.0 89.0
27.0 M‘ | ‘ | 102.0 115.0
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032825.D

Aca On : 18 Jun 2019 15:32

Operator : JC/SP

Sample - K3363-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
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 2.71 ug/L 38296 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 90
3 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 80
4 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 78
5 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 72

Abundance Scan 2696 (9.758 min): VU032825.D (-2687) (-) m/z 71.10 100.00%
71.1
43.0
89.1
5000
| o 9.40 9.60 9.80 10.00
SN | S e S S —— 4] £ m/z 43.00 81.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13466: Butanoic acid, propy! ester
43.0 71.0
5000 2.0 890
9.40 9.60 9.80 10.00
m/z 89.10 59.49%
el L usotso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13455: Butanoic acid, propy! ester
43.0 71.0
70 9.40 9.60 9.80 10.00
5000 89.0 m/z 41.10 35.57%
..uL,.Jﬂ.h:u.uwh. bt o320
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13469: Butanoic acid, propy! ester
43.0 71.0 9.40 9.60 9.80 10.00
m/z 39.00 22.11%
5000 27.0 8.0
"”I“N”h"”w"Ll'*”f"”l"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061819\
Data File : VU032825.D

Acq On : 18 Jun 2019 15:32

Operator : JC/SP

Sample - K3363-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
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 6.70 133.3 ug/L 1449640 1 5.88 543846 50.0
Propanoic acid, 1... 7.41 24 .3 ug/L 263733 1 5.88 543846 50.0
Propanoic acid, 2... 8.15 10.3 ug/L 144663 2 9.08 705387 50.0
Propanoic acid, p..-. 8.41 66.8 ug/L 942541 2 9.08 705387 50.0
Acetic acid, buty... 8.52 5.0 ug/L 70410 2 9.08 705387 50.0
Butanoic acid, 1-... 8.90 47.9 ug/L 675188 2 9.08 705387 50.0
Butanoic acid, pr... 9.76 2.7 ug/L 38296 2 9.08 705387 50.0
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