LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100219\
Data File : VU034894.D

Aca On : 01 Oct 2019 17:46

Operator : JC/SP

Sample : K5028-16

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 7 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\SOMULM100119WMA .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 1.177 22 27 39 rBv2 8040 13885 0.57% 0.082%
2 1.396 87 95 109 rBvY 165373 172908 7.04% 1.019%
3 1.466 112 117 126 rVvVv 20777 22051 0.90% 0.130%
4 1.672 174 181 198 rVB 138558 171737 6.99% 1.012%
5 2.257 354 363 373 rBV 266166 398785 16.23% 2.350%
6 2.309 374 379 395 rVB 31543 48752 1.98% 0.287%
7 2.550 452 454 457 rVB2 623 329 0.01% 0.002%
8 2.569 458 460 463 rvB2 830 425 0.02% 0.003%
9 2.608 463 472 475 rBvV2 2757 3625 0.15% 0.021%
10 2.685 485 496 516 rvVB 79654 145310 5.91% 0.856%
11 2.817 529 537 548 rVB4 3204 6313 0.26% 0.037%
12 2.894 558 561 565 rBV2 462 408 0.02% 0.002%
13 2.942 574 576 578 rVB 375 152 0.01% 0.001%
14 2.971 582 585 587 rBV2 225 146 0.01% 0.001%
15 2.984 587 589 590 rBV2 401 175 0.01% 0.001%
16 3.029 600 603 604 rBV2 249 145 0.01% 0.001%
17 3.055 609 611 613 rvvs3 378 186 0.01% 0.001%
18 3.170 635 647 661 rBV5 4864 11755 0.48% 0.069%
19 3.379 706 712 713 rBV3 361 272 0.01% 0.002%
20 3.392 713 716 718 rVvv2 443 327 0.01% 0.002%
21 3.405 718 720 723 rVV3 426 317 0.01% 0.002%
22 3.431 726 728 733 rVV3 317 238 0.01% 0.001%
23 3.469 737 740 744 rBV2 205 198 0.01% 0.001%
24 3.508 749 752 757 rBV2 159 149 0.01% 0.001%
25 3.598 778 780 787 rVB3 418 331 0.01% 0.002%
26 3.640 787 793 798 rBV2 650 616 0.03% 0.004%
27 3.685 804 807 810 rvv2 153 137 0.01% 0.001%
28 3.717 815 817 818 rBV 462 207 0.01% 0.001%
29 3.762 828 831 834 rBV2 192 147 0.01% 0.001%
30 3.826 848 851 854 rBV2 313 183 0.01% 0.001%
31 3.842 854 856 861 rVB2 199 149 0.01% 0.001%
32 3.874 861 866 869 rBV2 206 230 0.01% 0.001%
33 3.984 891 900 901 rBV3 431 477 0.02% 0.003%
34 4.042 915 918 922 rVB3 316 215 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100219\
Data File : VU034894.D

Aca On : 01 Oct 2019 17:46

Operator : JC/SP

Sample : K5028-16

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 7 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\SOMULM100119WMA _M
Title : VOC Analysis

35 4.067 924 926 930 rBvV2 471 357 0.01% 0.002%
36 4.151 940 952 975 rBvV 138099 374087 15.22% 2.205%
37 4.469 1048 1051 1053 rVvB2 483 248 0.01% 0.001%
38 4_.505 1059 1062 1067 rBV3 370 403 0.02% 0.002%
39 4_.550 1073 1076 1079 rBvV 348 254 0.01% 0.001%
40 4.624 1081 1099 1131 rBv2 227300 549968 22.38% 3.241%
41 4_.965 1200 1205 1207 rBv4 602 470 0.02% 0.003%
42 4.974 1207 1208 1213 rVB3 830 472 0.02% 0.003%
43 5.000 1213 1216 1220 rBV3 319 227 0.01% 0.001%
44 5.042 1224 1229 1235 rBV3 410 478 0.02% 0.003%
45 5.071 1235 1238 1243 rVB2 548 368 0.01% 0.002%
46 5.231 1283 1288 1291 rBV2 547 359 0.01% 0.002%

47 5.318 1291 1315 1342 rBV2 464332 1406502 57.24% 8.289%
48 5.530 1370 1381 1405 rVB 61121 131227 5.34% 0.773%
49 5.865 1466 1485 1503 rBV 463296 1018079 41.43% 6.000%
50 6.308 1610 1623 1645 rVB 331651 666121 27.11% 3.926%

51 6.563 1696 1702 1704 rBV2 8348 10181 0.41% 0.060%
52 6.685 1727 1740 1779 rBV 1333327 2457265 100.00% 14.482%
53 7.206 1891 1902 1922 rBV 182394 334638 13.62% 1.972%
54 7.398 1951 1962 1988 rBV 170218 308055 12.54% 1.816%
55 7.543 1994 2007 2045 rBvV 633060 1162015 47.29% 6.849%

56 7.829 2085 2096 2124 rBV 164919 311508 12.68% 1.836%
57 8.135 2178 2191 2206 rBV 319365 530471 21.59% 3.126%
58 8.289 2230 2239 2262 rBvV 531615 943301 38.39% 5.560%
59 8.395 2262 2272 2299 rVV 476954 790152 32.16% 4_.657%

60 8.511 2302 2308 2319 rVB2 20967 34414 1.40% 0.203%
61 8.778 2389 2391 2394 rVB2 589 254 0.01% 0.001%
62 8.794 2394 2396 2400 rBV3 471 394 0.02% 0.002%

63 8.884 2411 2424 2460 rBV 648581 1050440 42.75% 6.191%
64 9.067 2464 2481 2510 rVvVv 656102 1123459 45.72% 6.621%

65 9.308 2553 2556 2557 rBV3 834 441 0.02% 0.003%
66 9.543 2626 2629 2635 rBV5 666 646 0.03% 0.004%
67 9.588 2635 2643 2661 rBV3 12093 24594 1.00% 0.145%
68 9.749 2681 2693 2717 rBV 67325 121688 4_95% 0.717%
69 9.922 2740 2747 2750 rBV6 1964 2693 0.11% 0.016%
70 10.177 2823 2826 2828 rBV 281 198 0.01% 0.001%
71 10.244 2845 2847 2849 rBV3 455 286 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100219\
Data File : VU034894.D

Aca On : 01 Oct 2019 17:46

Operator : JC/SP

Sample : K5028-16

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 7 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\SOMULM100119WMA .M
Title : VOC Analysis
72 10.295 2859 2863 2864 rBV2 460 363 0.01% 0.002%
73 10.408 2886 2898 2919 rBV 444240 719693 29.29% 4.242%
74 10.578 2949 2951 2953 rBV2 524 282 0.01% 0.002%
75 10.697 2985 2988 2990 rBV2 410 293 0.01% 0.002%
76 10.739 2997 3001 3003 rBV3 1023 828 0.03% 0.005%
77 11.135 3117 3124 3131 rBV7Y 1427 2015 0.08% 0.012%
78 11.199 3141 3144 3145 rBV 454 262 0.01% 0.002%
79 11.363 3192 3195 3199 rVB2 763 484 0.02% 0.003%
80 11.459 3213 3225 3248 rBV 561541 931046 37.89% 5.487%
81 11.720 3303 3306 3309 rBV3 712 542 0.02% 0.003%
82 11.836 3329 3342 3368 rBV 554617 941887 38.33% 5.551%
83 12.183 3449 3450 3453 rBV 482 229 0.01% 0.001%
84 12.215 3457 3460 3463 rBV3 551 301 0.01% 0.002%
85 12.234 3463 3466 3467 rBV2 669 352 0.01% 0.002%
86 12.283 3478 3481 3486 rBV2 474 364 0.01% 0.002%
87 12.311 3488 3490 3493 rBv4 521 340 0.01% 0.002%
88 12.450 3531 3533 3536 rBV 455 227 0.01% 0.001%
89 12.482 3539 3543 3548 rBV6 507 532 0.02% 0.003%
90 12.501 3548 3549 3554 rVB4 457 160 0.01% 0.001%
91 12.572 3569 3571 3573 rBV 399 190 0.01% 0.001%
92 12.758 3623 3629 3632 rBvV4 691 906 0.04% 0.005%
93 13.041 3713 3717 3720 rBV3 612 617 0.03% 0.004%
94 13.061 3721 3723 3726 rVB2 558 299 0.01% 0.002%
95 13.183 3757 3761 3764 rBV3 726 656 0.03% 0.004%
96 13.250 3780 3782 3787 rBV3 449 465 0.02% 0.003%
97 13.356 3813 3815 3817 rBV2 513 267 0.01% 0.002%
98 13.659 3905 3909 3914 rBV5 782 978 0.04% 0.006%
99 13.749 3931 3937 3941 rBV5 3090 4156 0.17% 0.024%
100 14.305 4107 4110 4115 rBv4 801 638 0.03% 0.004%
Sum of corrected areas: 16967365
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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\VU100219\
Vu034894.D

01 Oct 2019 17:46

JC/SP

K5028-16

5.0mL/MSVOA U/WATER

7 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100119WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100219\
Data File : VU034894.D

Aca On : 01 Oct 2019 17:46

Operator : JC/SP

Sample : K5028-16

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100119WMA .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 Isopropyl acetate Concentration Rank 7

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

5.53 6.44 ug/L 131227 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl acetate 102 C5H1002 000108-21-4 72
2 Isopropvl acetate 102 C5H1002 000108-21-4 72
3 Isopropvl acetate 102 C5H1002 000108-21-4 64
4 Propane. 1-(1l-methvlethoxv)- 102 C6H140 000627-08-7 9
5 1,1-Ethanediol, diacetate 146 C6H1004 000542-10-9 9

Abundance Scan 1381 (5.530 min): VU034894.D (-1370) (-) m/z 42.95 100.00%
a3
5000
| 6|1 87 520 540 560 580
N K — m/z 61.00 16.94%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4254: |sopropyl acetate
43
5000
520 5.40 560 5.80
61 m/z 40.95 14 _.66%
15 27 87
0 "'I'J"I"J'I"??le"l""“""I""I"J'I'"'}Q%"I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
520 5.40 560 5.80
5000 m/z 87.10 9.73%
27 61
O '|"?Z|" "|'?§'|' T |"§T|""1?}"'|'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 /\
Abundance #4255: Isopropyl acetate L L B |"| L LR
43 520 5.40 560 5.80

m/z 59.00 8.43%

5000
61
87
15 27
0 \ | 37 | \ \ 101 A

L IR B e e o e AR R ARELRER e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.20 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100219\
Data File : VU034894.D

Aca On : 01 Oct 2019 17:46

Operator : JC/SP

Sample : K5028-16

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100119WMA .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 2 n-Propyl acetate Concentration Rank 1

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

6.68 120.68 ug/L 2457270 1,4-Difluorobenzene 5.86
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 Isopropvl acetate 102 C5H1002 000108-21-4 36
5 Isopropyl acetate 102 C5H1002 000108-21-4 9

Abundance Scan 1739 (6.681 min): VU034894.D (-1727) (-) m/z 43.00 100.00%
a3
5000
61
. - 7|3 a7 101 6.40 6.60 6.80 7.00
ot et e S8 L 8T 0L Tm/z 61.00 24.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251: n-Propyl acetate
43
5000
6.40 6.60 6.80 7.00
61 m/z 73.00 12 _.89%
27 ‘ 73
o L 37 ‘ | 103
LU UL SR SURLL AL SN SR SULELL SR SURLLIL SRR I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
6.40 6.60 6.80 7.00
5000 m/z 42.00 11.13%
61
27 23
e S U S S I UL IS SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4249: n-Propyl acetate
43 6.40 6.60 6.80 7.00
m/z 41.00 9.52%
5000
61
73
0 1\5 21 1 37‘ L 1 ‘ 87
mz-> 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\VU100219\
Data File : VU034894.D

Aca On : 01 Oct 2019 17:46

Operator : JC/SP

Sample : K5028-16

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100119WMA .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, l1-methyleth... Concentration Rank 6

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

7.40 15.13 ug/L 308055 1,4-Difluorobenzene 5.86
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 83
3 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 78
4 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 72
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 42

Abundance Scan 1962 (7.398 min): VU034894.D (-1951) (-) m/z 57.00 100.00%
57
43
5000
75 SN N .
5 | o1 700 7.0 7.40 7.60 7.80
b e ettt e e || Mz 43.05  65.63%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8199: Propanoic acid, 1-methylethyl ester
57
43
5000 29 IR SR SRR AR
7.00 7.20 7.40 7.60 7.80
& m/z 75.10 25.96%

15
101
0 | 2 s es | woa e
L o o L B o o o AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57

43 7.00 7.20 7.40 7.60 7.80

5000 m/z 41.00 23.24%
29
75
a9 101
o) NS 1. Y} SO ML MM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8198: Propanoic acid, 1-methylethy! ester R e
57 7.00 7.20 7.40 7.60 7.80

m/z 39.00 11.20%

5000 43
75
29
101
15 LI 371, ‘ | 85 \ 116
O R B B o RS K A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100219\
Data File : VU034894.D

Aca On : 01 Oct 2019 17:46

Operator : JC/SP

Sample : K5028-16

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100119WMA .M
VOC Analysis

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Propanoic acid, 2-methyl-, ... Concentration Rank 4

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

8.13 23.61 ug/L 530471 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1l-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 59
5 N-Hydroxymethylacetamide 89 C3H7NO2 000625-51-4 53

Abundance Scan 2190 (8.132 min): VU034894.D (-2178) (-) m/z 43.05 100.00%
43
5000
71
59 89 115 007 7.80 8.00 8.20 8.40
o! b e e e e e | m/z 71.10  31.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13576: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000 AR SRS LR LN
7.80 8.00 8.20 8.40
27 1 m/z 41.00 26.63%
L = 4 115 4
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
7.80 8.00 8.20 8.40
5000 m/z 89.10 11.25%
71
89
O R -~ N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13551: Propanoic acid, 2-methyl-, propy! ester
43 7.80 8.00 8.20 8.40
m/z 39.00 11.15%
71
5000 89
27
0 15 . \‘\ 5\9 m 191
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\VU100219\
Data File : VU034894.D

Aca On : 01 Oct 2019 17:46

Operator : JC/SP

Sample : K5028-16

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100119WMA .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 Propanoic acid, propyl ester Concentration Rank 3

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

8.40 35.17 ug/L 790152 Chlorobenzene-d5 9.07
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 74
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 36

Abundance Scan 2273 (8.398 min): VU034894.D (-2262) (-) 57.05 100.00%
57
5000 75
43
37|| 87 8.00 8.20 8.40 8.60 8.80
T —— m/z 75.10 37.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8163: Propanoic acid, propyl ester
57
5000 75
29 8.00 8.20 8.40 8.60 8.80
43 m/z 43.05 21.03%
15wy e
RSN U UL SR SO SR SULIUL SO SR L B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
8.00 8.20 8.40 8.60 8.80
5000 75 m/z 41.00 15.00%
29 43
87
15
G R R R RS AR AR RAARS REAAS AR SAARS RS RA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8160: Propanoic acid, propyl ester
57 8.00 8.20 8.40 8.60 8.80
m/z 42.00 10.11%
29
5000
43 £
o ! 3m\d 87 101 15
m/z--> 10 20 3'0 40 50 6|O 7'0 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\VU100219\
Data File : VU034894.D

Aca On : 01 Oct 2019 17:46

Operator : JC/SP

Sample : K5028-16

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100119WMA .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 2

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

8.88 46.75 ug/L 1050440 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 91
2 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 90
3 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 90
4 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 86
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 2423 (8.881 min): VU034894.D (-2411) (-) m/z 43.05 100.00%
43
71
5000
89
60 8.60 8.80 9.00 9.20
115
o..,....,....,.?.‘iH:-..,“??..'!....,:'...,....'|,....1,9.2..,..-..,...?,39..., m/z 71.10 67.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13507: Butanoic acid, 1-methylethyl ester
43
71
5000 BB RS SR A
89 8.60 8.80 9.00 9.20
- 60 m/z 40.95 32.07%
L5 w2 115 gy
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
71 8.60 8.80 9.00 9.20
5000 m/z 89.10 23.64%
59 89
o 27 102 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13513: Butanoic acid, 1-methylethy! ester B A Rmua
43 8.60 8.80 9.00 9.20
m/z 39.00 15.60%
71
5000
27
‘ 0 89
o Lol sa L | we us g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20

SOMULM100119WMA .M Fri Oct 04 17:06:59 2019 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100219\
Data File : VU034894.D

Aca On : 01 Oct 2019 17:46

Operator : JC/SP

Sample : K5028-16

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100119WMA .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.

9.75 5.42 ug/L 121688 Chlorobenzene-d5 9.07
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 86
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 78
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 78

Abundance Scan 2693 (9.749 min): VU034894.D (-2681) (-) m/z 71.10 100.00%
43 !
89
5000
| . 6|0 101 9.40 9.60 9.80 10.00
Obrrrprrrrrrrrr et ol il m/z  43.00  86.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13466: Butanoic acid, propy! ester
43 7
5000 21 89
9.40 9.60 9.80 10.00
60 m/z 89.10 57 .04%
0 Jiselll s3, 101 145 159
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 71
. 9.40 9.60 9.80 10.00
5000 89 m/z 41.10 41.08%
60
15
0 36 53 78 101 115 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13470: Butanoic acid, propy! ester
7 9.40 9.60 9.80 10.00
m/z 42.00 24 .31%
43
89
5000
27 ‘ 60
0"'w%?'w'j”w"JP"'w'””“"'ﬁk"w"'h"}ﬁ{"w"'w"w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\VU100219\
Data File : VU034894.D

Acq On : 01 Oct 2019 17:46

Operator : JC/SP

Sample - K5028-16

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100119WMA .M
VOC Analysis

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl acetate 5.53 6.4 ug/L 131227 1 5.86 1018080 50.0
n-Propyl acetate 6.68 120.7 ug/L 2457270 1 5.86 1018080 50.0
Propanoic acid, 1... 7.40 15.1 ug/L 308055 1 5.86 1018080 50.0
Propanoic acid, 2... 8.13 23.6 ug/L 530471 2 9.07 1123460 50.0
Propanoic acid, p-.-. 8.40 35.2 ug/L 790152 2 9.07 1123460 50.0
Butanoic acid, 1-... 8.88 46.8 ug/L 1050440 2 9.07 1123460 50.0
Butanoic acid, pr... 9.75 5.4 ug/L 121688 2 9.07 1123460 50.0
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