LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO72318\

Data File : VU025602.D

Aca On - 23 Jul 2018 15:11

Operator : MD/SY

sample - PB111343ZHE#08

Misc - 5.0mL/MSVOA U/WATER e o IZRE
ALS Vial : 8 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\SOMULMO72018WMA .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 0.619 5 9 11 rBV3 365 270 0.03% 0.003%
2 0.770 51 56 59 rvB3 307 279 0.03% 0.003%
3 0.834 72 76 80 rBv3 225 226 0.02% 0.002%
4 0.860 80 84 88 rvv 346 316 0.03% 0.003%
5 1.092 142 156 171 rBV 145934 167969 15.97% 1.705%
6 1.400 246 252 263 rBV 104711 110297 10.49% 1.119%
7 1.683 332 340 353 rVB 90671 114413 10.88% 1.161%
8 2.275 513 524 534 rBV 204227 306440 29.14% 3.110%
9 2.445 569 577 591 rBV2 3566 7143 0.68% 0.072%
10 2.555 608 611 614 rVB3 549 303 0.03% 0.003%
11 2.590 619 622 624 rVvV 707 383 0.04% 0.004%
12 2.619 624 631 640 rVvv3 3613 5970 0.57% 0.061%
13 2.706 649 658 674 rVB2 7661 13369 1.27% 0.136%
14 2.777 676 680 681 rBV3 372 297 0.03% 0.003%
15 2.822 688 694 695 rBvV4 918 719 0.07% 0.007%
16 2.963 734 738 740 rBV2 318 278 0.03% 0.003%
17 2.986 740 745 748 rVV2 425 375 0.04% 0.004%
18 3.005 748 751 757 rVB3 377 373 0.04% 0.004%
19 3.133 789 791 796 rVB3 349 252 0.02% 0.003%
20 3.249 823 827 829 rVvv3 233 218 0.02% 0.002%
21 3.346 854 857 860 rBV 308 240 0.02% 0.002%
22 3.407 868 876 879 rBV6 982 1418 0.13% 0.014%
23 3.526 909 913 916 rBV3 328 298 0.03% 0.003%
24 3.580 922 930 934 rBV3 476 531 0.05% 0.005%
25 3.606 934 938 942 rBV4 251 232 0.02% 0.002%
26 3.709 968 970 974 rBV 269 211 0.02% 0.002%
27 4.178 1097 1116 1138 rBv2 101956 262549 24_.97% 2.664%
28 4.474 1203 1208 1211 rBvV3 457 493 0.05% 0.005%
29 4.535 1223 1227 1234 rBvV3 593 808 0.08% 0.008%
30 4.654 1247 1264 1283 rBvV 189156 440400 41.88% 4._.469%
31 4.889 1330 1337 1343 rvB4 967 1386 0.13% 0.014%
32 4.956 1354 1358 1360 rBvV3 455 322 0.03% 0.003%
33 4.982 1362 1366 1368 rBvV3 441 347 0.03% 0.004%
34 5.050 1381 1387 1389 rBvV2 296 319 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO72318\

Data File : VU025602.D

Aca On - 23 Jul 2018 15:11

Operator : MD/SY

sample - PB111343ZHE#08

Misc - 5.0mL/MSVOA U/WATER e o IZRE
ALS Vial : 8 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\SOMULMO72018WMA _M
Title : VOC Analysis

35 5.133 1410 1413 1417 rBV2 386 316 0.03% 0.003%
36 5.159 1417 1421 1424 rVV2 319 236 0.02% 0.002%
37 5.239 1441 1446 1451 rVB3 386 420 0.04% 0.004%

38 5.346 1451 1479 1508 rBV2 349594 1051652 100.00% 10.673%
39 5.551 1529 1543 1568 rBV 96973 200135 19.03% 2.031%
40 5.741 1597 1602 1606 rBV3 645 726 0.07% 0.007%

41 5.892 1624 1649 1665 rBvV 411552 880710 83.75% 8.938%
42 6.336 1773 1787 1808 rVB 247558 488467 46.45% 4_957%

43 6.535 1843 1849 1856 rBV2 2374 4018 0.38% 0.041%
44 6.709 1891 1903 1922 rBV 145832 257050 24.44% 2.609%
45 7.088 2019 2021 2023 rBvV 402 211 0.02% 0.002%
46 7.140 2032 2037 2043 rBv4 560 725 0.07% 0.007%
47 7.169 2043 2046 2051 rvv3 423 347 0.03% 0.004%
48 7.233 2053 2066 2090 rvv2 146403 260496 24.77% 2.644%
49 7.423 2117 2125 2134 rBV2 5570 8969 0.85% 0.091%
50 7.571 2158 2171 2193 rBV 493110 861361 81.91% 8.742%
51 7.760 2220 2230 2243 rVB7 2925 7063 0.67% 0.072%
52 7.853 2247 2259 2272 rBV 107029 181680 17.28% 1.844%
53 8.185 2347 2362 2369 rBv4 10282 26163 2.49% 0.266%

54 8.313 2392 2402 2424 rVB 341183 577867 54.95% 5.864%
55 8.419 2425 2435 2449 rVB 76399 120832 11.49% 1.226%

56 8.525 2460 2468 2484 rVB2 23601 38113 3.62% 0.387%
57 8.632 2499 2501 2504 rVvB2 509 263 0.03% 0.003%
58 8.770 2540 2544 2546 rBV2 424 300 0.03% 0.003%

59 8.908 2575 2587 2603 rBvV 85423 134474 12.79% 1.365%
60 9.091 2627 2644 2671 rVV 553320 924824 87 .94% 9.386%

61 9.323 2711 2716 2719 rBv4 598 584 0.06% 0.006%
62 9.368 2728 2730 2733 rvv2 539 356 0.03% 0.004%
63 9.390 2733 2737 2743 rVB5 704 773 0.07% 0.008%
64 9.429 2743 2749 2752 rBV3 413 479 0.05% 0.005%
65 9.583 2793 2797 2801 rBV3 419 507 0.05% 0.005%
66 9.651 2816 2818 2821 rVB 385 213 0.02% 0.002%
67 9.767 2847 2854 2866 rBV9 2560 4377 0.42% 0.044%
68 9.860 2880 2883 2884 rBvV 404 245 0.02% 0.002%
69 9.889 2889 2892 2899 rvv4 421 411 0.04% 0.004%
70 10.123 2962 2965 2969 rBV3 521 385 0.04% 0.004%
71 10.168 2972 2979 2984 rBV3 496 670 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO72318\
Data File : VU025602.D

Aca On - 23 Jul 2018 15:11

Operator : MD/SY

sample - PB111343ZHE#08

Misc - 5.0mL/MSVOA U/WATER e o IZRE
ALS Vial : 8 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\SOMULMO72018WMA .M
Title : VOC Analysis
72 10.233 2996 2999 3002 rBV2 746 535 0.05% 0.005%
73 10.249 3002 3004 3006 rVB 823 378 0.04% 0.004%
74 10.297 3016 3019 3021 rBV2 404 220 0.02% 0.002%
75 10.316 3022 3025 3030 rVB3 556 376 0.04% 0.004%
76 10.435 3049 3062 3082 rBV 358750 566038 53.82% 5.744%
77 10.567 3100 3103 3107 rVB3 479 337 0.03% 0.003%
78 10.615 3107 3118 3133 rBv4 3071 6050 0.58% 0.061%
79 10.776 3160 3168 3175 rVvv3 3167 4287 0.41% 0.044%
80 11.281 3322 3325 3329 rBV 291 247 0.02% 0.003%
81 11.310 3330 3334 3337 rBV2 413 361 0.03% 0.004%
82 11.365 3349 3351 3356 rVB3 503 394 0.04% 0.004%
83 11.390 3356 3359 3360 rBV3 542 299 0.03% 0.003%
84 11.487 3376 3389 3405 rBV 596943 930089 88.44% 9.439%
85 11.644 3432 3438 3442 rVB3 590 653 0.06% 0.007%
86 11.715 3457 3460 3462 rBV2 527 299 0.03% 0.003%
87 11.799 3484 3486 3493 rVB3 367 343 0.03% 0.003%
88 11.863 3493 3506 3525 rBV 538016 861629 81.93% 8.744%
89 12.021 3552 3555 3558 rBV2 459 358 0.03% 0.004%
90 12.483 3696 3699 3701 rBV2 594 379 0.04% 0.004%
91 12.574 3725 3727 3730 rBV3 395 257 0.02% 0.003%
92 12.631 3740 3745 3746 rBv4 638 554 0.05% 0.006%
93 12.895 3823 3827 3830 rBvV4 705 666 0.06% 0.007%
94 13.085 3883 3886 3888 rVB 555 280 0.03% 0.003%
95 13.101 3888 3891 3896 rBV2 454 457 0.04% 0.005%
96 13.239 3931 3934 3935 rBV 448 233 0.02% 0.002%
97 13.564 4033 4035 4037 rBV2 444 241 0.02% 0.002%
98 14.168 4216 4223 4227 rBvV4 835 1028 0.10% 0.010%
99 14.448 4307 4310 4314 rBV3 582 483 0.05% 0.005%
100 15.040 4492 4494 4496 rBV 654 349 0.03% 0.004%
Sum of corrected areas: 9853682
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO72318\

Data File : VU025602.D

Aca On - 23 Jul 2018 15:11

Operator : MD/SY

sample - PB111343ZHE#08

Misc - 5_.0mL/MSVOA U/WATER e o IZRE
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .M
VOC Analysis

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

Abundance TIC: VU025602.D

500000

5.89

400000
5.35

300000

200000

100000

0!

3.00 3.50 6.00
TIC: VU025602.D

9.09

Time--> 2.00 2.50

Abundance

11449
11.86

500000 7.57

400000 0
8.31 10.44

300000
6.34

200000

6.71 7.23

7.85

8.42 8.91
8.53
L 17& B&ﬁleJ\&esJ7“ J :2
ABLB.TAL L 9%

8.50 9.00 9.50
TIC: VU025602.D

100000

, unmaJ;ﬁmM$$

11.50

Ol ey
10.50 11.00

Time--> 10.00

Abundance

500000

400000

300000

200000

100000

12148553 12.90130RB.24  13.56

12.50 13.00 13.50

2.02

T
17.50

15.50 16.00

16.50 17.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO72318\

Data File : VU025602.D

Aca On - 23 Jul 2018 15:11

Operator : MD/SY

sample - PB111343ZHE#08

Misc - 5_.0mL/MSVOA U/WATER e o IZRE
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .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 Isopropyl acetate Concentration Rank 3

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

5.55 11.36 ug/L 200135 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl acetate 102 C5H1002 000108-21-4 83
2 Isopropvl acetate 102 C5H1002 000108-21-4 64
3 Isopropvl acetate 102 C5H1002 000108-21-4 64
4 1.1-Ethanediol. diacetate 146 C6H1004 000542-10-9 9
5 sec-Butyl acetate 116 C6H1202 000105-46-4 9

Abundance Scan 1543 (5.551 min): VU025602.D (-1529) (-) m/z 43.00 100.00%
43
5000
61 e e A REEEEEEmaE
- | 8|7 101 5.0 540 560 580
o) SESERESESSNESESSESSSSMRMISSISS 1 VOMINENSSUSAEN S NSRBI SIS S SN m/z 61.00 19.46%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4255: Isopropyl acetate
43
5000
520 5.40 560 5.80
61 m/z 41.00 13.59%
15 27 87
O b '|"??W“""|""h' R UL "J'I""lp}"'l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4254 1sopropy| acetate
43
520 5.40 560 5.80
5000 m/z 87.00 13.47%
61
e 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4252: |sopropy! acetate R e R
43 520 5.40 560 5.80
m/z 42.00 9.42%
5000
61
87
o 15 27 s 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 520 5.40 560 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO72318\

Data File : VU025602.D

Aca On - 23 Jul 2018 15:11

Operator : MD/SY

sample - PB111343ZHE#08

Misc - 5_.0mL/MSVOA U/WATER e o IZRE
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .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 n-Propyl acetate Concentration Rank 2

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

6.71 14 .59 ug/L 257050 1,4-Difluorobenzene 5.89
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 83
3 n-Propvl acetate 102 C5H1002 000109-60-4 64
4 l1sopnropnvl acetate 102 C5H1002 000108-21-4 36
5 Isopropyl acetate 102 C5H1002 000108-21-4 33

Abundance Scan 1903 (6.709 min): VU025602.D (-1891) (-) m/z 43.00 100.00%

43
5000
61

73 T T TrorT LLIRLIL LN BB |
| 87 207 640 660 6.80 7.00
ol AP e e e e e m/z 61.00 30.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4251: n-Propyl| acetate
43
5000 LA L L L L B L L B BRI |
6.40 6.60 6.80 7.00
61 m/z 73.00 16.95%
27 73
o Y I 103
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4249: n-Propyl acetate
43
R REREEEE s EE S
6.40 6.60 6.80 7.00
5000 m/z 42.00 10.73%
61
73
15 %7 Il I ‘ 87
O+ e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4250: n-Propyl acetate
43 6.40 6.60 6.80 7.00

m/z 41.00 9.27%

5000
61
T
e A R I

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\HPCHEMI\MSVOA U\DATA\VUO72318\

Data File : VU025602.D

Aca On - 23 Jul 2018 15:11

Operator : MD/SY

sample - PB111343ZHE#08

Misc - 5_.0mL/MSVOA U/WATER e o IZRE
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .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 6

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

8.42 6.53 ug/L 120832 Chlorobenzene-d5 9.09
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 39

Abundance Scan 2435 (8.419 min): VU025602.D (-2425) (-) m/z 57.00 100.00%
g7
5000 75
43
87 105 208 8.00 8.20 8.40 8.60 8.80
-ttt m/z 75.10 40.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8160: Propanoic acid, propyl ester
g7
29
5000 R LS UL IR LA
43 75 8.00 8.20 8.40 8.60 8.80
m/z 43.05 19.43%
ol ! .M | & 101 115
m/z--> 20 40 i 80 100 120 140 160 180 200
Abundance #8157: Propanoic acid, propyl ester
g7
29 8.00 8.20 8.40 8.60 8.80
5000 IS m/z 41.05 13.69%
43 87
0 '}?I""I"' NI"“'I""I"%%S" A LI SIS BRI S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propanoic acid, propyl ester
57 8.00 8.20 8.40 8.60 8.80
m/z 87.00 9.65%
5000 75
29 43
‘ 87
0'}?PH“'N"NP'“'Ph"P'"P"'P"'P"'P"'I”" LI AR AR L R
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\HPCHEMI\MSVOA U\DATA\VUO72318\

Data File : VU025602.D

Aca On - 23 Jul 2018 15:11

Operator : MD/SY

sample - PB111343ZHE#08

Misc - 5_.0mL/MSVOA U/WATER e o IZRE
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .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 Butanoic acid, l-methylethy... Concentration Rank 5

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

8.91 7.27 ug/L 134474 Chlorobenzene-d5 9.09
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 83
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 2588 (8.911 min): VU025602.D (-2575) (-) m/z 43.10 100.00%
43
71
5000
89
60 ‘
100 115 8.60 8.80 9.00 9.20
o BB 02 P w/z 71.00  77.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13514: Butanoic acid, 1-methylethyl ester
43 7
5000 a9 RN SRR RS R
8.60 8.80 9.00 9.20
27 60 m/z 41.00 29.61%
o1 sl sl | e M5
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13507: Butanoic acid, 1-methylethyl ester
43
71
8.60 8.80 9.00 9.20
5000 m/z 89.10 29.37%
89
27 60
15 AL ‘ 102 115 139
e R R R AR SRS AR RS RS AR CARAS RARSN SARRN SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13515: Butanoic acid, 1-methylethy! ester A e  RERa
43 8.60 8.80 9.00 9.20
m/z 42.10 14 .90%
71
5000
59 89
0 2r |l L | 102 115
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72318\
Data File : VU025602.D

Acq On : 23 Jul 2018 15:11

Operator : MD/SY

Sample : PB111343ZHE#08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

VOC Analysis

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

TIC Top Hit name RT EstConc Units Response
Isopropyl acetate 5.55 11.4 ug/L 200135
n-Propyl acetate 6.71 14.6 ug/L 257050
Propanoic acid, p.--. 8.42 6.5 ug/L 120832
Butanoic acid, 1-... 8.91 7.3 ug/L 134474
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|--Internal Standard---|
Resp Conc]

|# RT

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .M

880710
880710
924824
924824

PB111343ZHE#08
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