LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO0O72318\
Data File : VU025598.D

Aca On : 23 Jul 2018 13:38

Operator : MD/SY

Sample : VLEB#02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 4 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 0.654 15 20 25 rBv3 301 368 0.03% 0.004%
2 0.712 35 38 42 rVB2 353 256 0.02% 0.003%
3 0.999 122 127 130 rBv2 291 254 0.02% 0.003%
4 1.089 130 155 174 rBvV 230722 267114 25.23% 2.677%
5 1.400 245 252 265 rBV 105176 111574 10.54% 1.118%
6 1.683 332 340 354 rVB 90850 113889 10.76% 1.142%
7 2.275 514 524 534 rBV 206468 306274 28.92% 3.070%
8 2.442 568 576 589 rBvV4 3214 6025 0.57% 0.060%
9 2.535 602 605 609 rvv2 444 448 0.04% 0.004%
10 2.619 624 631 640 rvB4 3596 6126 0.58% 0.061%
11 2.654 640 642 645 rVvv3 458 250 0.02% 0.003%
12 2.703 645 657 669 rvv3 6741 12090 1.14% 0.121%
13 2.748 669 671 677 rVB2 328 295 0.03% 0.003%
14 2.812 688 691 692 rvv 447 265 0.03% 0.003%
15 2.844 692 701 713 rVvB4 1804 4108 0.39% 0.041%
16 3.185 802 807 813 rBV5 577 748 0.07% 0.007%
17 3.410 871 877 889 rVB3 1392 2522 0.24% 0.025%
18 3.497 902 904 909 rVB3 392 293 0.03% 0.003%
19 3.526 909 913 916 rBV 517 453 0.04% 0.005%
20 3.593 931 934 941 rVB3 291 344 0.03% 0.003%
21 3.828 1004 1007 1011 rvv2 324 260 0.02% 0.003%
22 3.860 1013 1017 1022 rVB3 349 349 0.03% 0.003%
23 3.979 1052 1054 1060 rvv2 334 278 0.03% 0.003%
24 4.117 1093 1097 1099 rBv2 342 252 0.02% 0.003%
25 4.175 1099 1115 1137 rBvV 96023 251618 23.76% 2.522%
26 4.542 1222 1229 1232 rBvV3 267 318 0.03% 0.003%
27 4.651 1245 1263 1281 rBvV 186734 435380 41.12% 4.364%
28 4.838 1319 1321 1326 rvVB3 402 335 0.03% 0.003%
29 4.886 1326 1336 1345 rBV5 1136 2053 0.19% 0.021%
30 4.947 1352 1355 1358 rVvB3 469 300 0.03% 0.003%
31 4.976 1358 1364 1367 rBv4 420 550 0.05% 0.006%
32 4.995 1367 1370 1374 rVB2 571 372 0.04% 0.004%
33 5.095 1397 1401 1405 rBvV2 337 301 0.03% 0.003%
34 5.191 1428 1431 1436 rVB2 336 291 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO0O72318\
Data File : VU025598.D

Aca On : 23 Jul 2018 13:38

Operator : MD/SY

Sample : VLEB#02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 4 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\SOMULMO72018WMA .M
VOC Analysis

35 5.342 1453 1478 1507 rBvV2 352056 1058884 100.00% 10.614%

36 5.548 1527 1542 1561 rBV 95873 199649 18.85% 2.001%
37 5.793 1615 1618 1623 rVB3 522 468 0.04% 0.005%
38 5.889 1634 1648 1666 rBV 411783 799892 75.54% 8.018%
39 6.333 1772 1786 1806 rBV 246776 488540 46.14% 4.897%

40 6.529 1835 1847 1856 rBV2 3569 7746 0.73% 0.078%
41 6.577 1857 1862 1880 rVB2 5307 10053 0.95% 0.101%
42 6.709 1889 1903 1921 rBV 143072 258358 24.40% 2.590%
43 6.844 1938 1945 1947 rBV2 1906 1988 0.19% 0.020%
44 7.082 2017 2019 2024 rVB3 475 281 0.03% 0.003%
45 7.137 2034 2036 2039 rvVB2 464 271 0.03% 0.003%
46 7.169 2044 2046 2049 rvB2 545 298 0.03% 0.003%
47 7.230 2053 2065 2096 rBvV 148441 263732 24.91% 2.644%
48 7.423 2118 2125 2133 rBV3 5799 8687 0.82% 0.087%
49 7.458 2133 2136 2145 rVB6 1643 2352 0.22% 0.024%
50 7.567 2157 2170 2187 rBV 500710 874543 82.59% 8.766%
51 7.683 2204 2206 2209 rVB2 641 394 0.04% 0.004%
52 7.706 2209 2213 2218 rBV5 982 999 0.09% 0.010%
53 7.850 2247 2258 2276 rBV 108482 186971 17.66% 1.874%
54 8.024 2306 2312 2314 rBV3 596 478 0.05% 0.005%
55 8.069 2321 2326 2328 rBV 310 248 0.02% 0.002%
56 8.088 2328 2332 2334 rBV3 605 489 0.05% 0.005%
57 8.169 2345 2357 2358 rBv4 4714 6855 0.65% 0.069%

58 8.313 2392 2402 2425 rVB 322442 5563112 52.24% 5.544%
59 8.419 2425 2435 2449 rVB 76494 120527 11.38% 1.208%

60 8.526 2460 2468 2483 rVB2 23525 36900 3.48% 0.370%
61 8.805 2552 2555 2560 rvVvB2 476 391 0.04% 0.004%
62 8.870 2572 2575 2576 rBV 569 356 0.03% 0.004%

63 8.908 2576 2587 2602 rVvVv 85610 136003 12.84% 1.363%
64 9.091 2626 2644 2665 rBV 587825 974596 92.04% 9.769%

65 9.230 2683 2687 2689 rBvV 511 325 0.03% 0.003%
66 9.297 2706 2708 2715 rVvVv3 550 425 0.04% 0.004%
67 9.329 2715 2718 2722 rVV3 426 399 0.04% 0.004%
68 9.378 2730 2733 2740 rVB3 1227 1080 0.10% 0.011%
69 9.558 2784 2789 2791 rBV 418 338 0.03% 0.003%
70 9.583 2795 2797 2800 rvVv 600 362 0.03% 0.004%
71 9.603 2800 2803 2808 rVvVv 407 360 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO0O72318\
Data File : VU025598.D

Aca On : 23 Jul 2018 13:38

Operator : MD/SY

Sample : VLEB#02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 4 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 9.635 2810 2813 2817 rVB3 458 326 0.03% 0.003%
73 9.731 2838 2843 2846 rBV3 489 408 0.04% 0.004%
74 9.770 2846 2855 2868 rBV8 2233 4641 0.44% 0.047%
75 9.889 2888 2892 2895 rBV2 465 446 0.04% 0.004%
76 10.175 2977 2981 2984 rBV 482 450 0.04% 0.005%
77 10.297 3014 3019 3021 rBV2 570 488 0.05% 0.005%
78 10.435 3049 3062 3087 rVB 353790 562017 53.08% 5.633%
79 10.532 3089 3092 3098 rBV2 372 328 0.03% 0.003%
80 10.561 3098 3101 3105 rBV2 478 339 0.03% 0.003%
81 10.622 3110 3120 3133 rVB3 4688 9650 0.91% 0.097%
82 10.776 3159 3168 3176 rBV 3246 4725 0.45% 0.047%
83 10.808 3176 3178 3184 rVB2 335 273 0.03% 0.003%
84 10.892 3201 3204 3207 rBV2 336 320 0.03% 0.003%
85 11.149 3282 3284 3293 rBV4 653 634 0.06% 0.006%
86 11.226 3305 3308 3312 rBV2 334 280 0.03% 0.003%
87 11.487 3376 3389 3408 rBV 629825 988600 93.36% 9.909%
88 11.670 3443 3446 3448 rBV2 523 309 0.03% 0.003%
89 11.760 3471 3474 3481 rVB3 544 523 0.05% 0.005%
90 11.863 3493 3506 3523 rBV 540695 872774 82.42% 8.748%
91 11.940 3527 3530 3534 rVvv3 551 394 0.04% 0.004%
92 12.101 3576 3580 3583 rBV2 470 524 0.05% 0.005%
93 12.345 3653 3656 3658 rBV2 454 233 0.02% 0.002%
94 12.400 3671 3673 3679 rVB4 357 284 0.03% 0.003%
95 12.574 3721 3727 3738 rVB6 1049 1706 0.16% 0.017%
96 12.889 3821 3825 3830 rBV3 808 915 0.09% 0.009%
97 13.117 3893 3896 3899 rBV 383 275 0.03% 0.003%
98 13.384 3977 3979 3982 rBV2 385 268 0.03% 0.003%
99 14.455 4309 4312 4313 rBV3 585 264 0.02% 0.003%
100 14.667 4375 4378 4381 rBvV2 505 383 0.04% 0.004%
Sum of corrected areas: 9976480
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU072318\
VU025598.D

23 Jul 2018 13:38

MD/SY

VLEB#02

5.0mL/MSVOA U/WATER

4 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO0O72318\
Data File : VU025598.D

Aca On : 23 Jul 2018 13:38

Operator : MD/SY

Sample > VLEB#02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 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 4

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

5.55 12.48 ug/L 199649 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 83
3 Isopropvl acetate 102 C5H1002 000108-21-4 64
4 Propane. 1-(1l-methvlethoxv)- 102 C6H140 000627-08-7 38
5 Acetamide, N-acetyl-N-methyl- 115 C5H9NO2 001113-68-4 9

Abundance Scan 1543 (5.551 min): VU025598.D (-1527) (-) m/z 43.00 100.00%
43
5000 /\
61 T TTTT TTrT rTTT TTiT T
- | T 101 5.0 540 560 580
) NASERESESSESESSISSRMRMSSISL” /(Y PINRSSURASN S IMSERSBIU NS SN m/z 61.00 19.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4254 |sopropyl acetate
43
5000 III''/'\'I""I""I'/'\"II
520 5.40 5.60 5.80
61 m/z 41.00 13.60%

15 27 87
SN NG| PR N NN N 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4255: Isopropyl acetate
43

5.20 5.40 5.60 5.80

5000 m/z 87.00 13.19%
61
87
AN | !

o) MRS FRRMRA28) PSIRMMNEBEMEN SN BSMM MU S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4252: |sopropyl acetate R AR Rmmm . T

43 5.20 540 560 580

m/z 59.10 9.22%

5000

61
87

15 21 37| \ 101

e L MMM H R R SRS T S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO0O72318\
Data File : VU025598.D

Aca On : 23 Jul 2018 13:38

Operator : MD/SY

Sample > VLEB#02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 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 3

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

6.71 16.15 ug/L 258358 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 78
3 n-Propvl acetate 102 C5H1002 000109-60-4 50
4 l1sopnropnvl acetate 102 C5H1002 000108-21-4 36
5 Isopropyl acetate 102 C5H1002 000108-21-4 9

Abundance Scan 1903 (6.709 min): VU025598.D (-1889) (-) m/z 43.00 100.00%

43
5000
61

73 T UL Trori IIIIIIIII
| 87 207 640 660 6.80 7.00
L ——— - A m/z 61.00 29.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4251: n-Propyl| acetate
43
5000 LI L L L L B L L L |
6.40 6.60 6.80 7.00
61 m/z 73.00 16.10%
27 | 73
o Y I 103
e 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 R REREEREEEE R sy
6.40 6.60 6.80 7.00
5000 m/z 42.10 10.96%
61
73
15 %7 Il I ‘ 87
O L B B o L o L Lo B i o o LI B e
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 9.81%

5000
61
T
T TR T

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\VUO0O72318\
Data File : VU025598.D

Aca On : 23 Jul 2018 13:38

Operator : MD/SY

Sample > VLEB#02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 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 6.18 ug/L 120527 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): VU025598.D (-2425) (-) m/z 57.00 100.00%
g7 n
5000 75
43
|| 87 007 8.00 8.20 8.40 8.60 8.80
o et e e m/z 75.00 39.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8163: Propanoic acid, propyl ester
57
5000 75
29 8.00 8.20 8.40 8.60 8.80
43 ‘ m/z 43.10 19.60%
87
0 = hWd'””'”“Ii"P"W"”I'”'I”"P"W"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8160: Propanoic acid, propyl ester
57
29 8.00 8.20 8.40 8.60 8.80
5000 m/z 41.00 13.07%
43 75
N N .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8157: Propanoic acid, propyl ester
57 8.00 8.20 8.40 8.60 8.80
m/z 42.00 9.18%
29
75
5000
0 '}?l'wt'\w "|""|'L"|"%%ﬁ' UL DRI BRI B B
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\VUO0O72318\
Data File : VU025598.D

Aca On : 23 Jul 2018 13:38

Operator : MD/SY

Sample > VLEB#02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 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 6.98 ug/L 136003 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 91
2 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 90
3 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 78
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 72
5 Butanoic acid, l-methylethyl ester 130 C7H1402 000638-11-9 53

Abundance Scan 2588 (8.911 min): VU025598.D (-2576) (-) m/z 43.05 100.00%
43 71
5000
89
102 115 8.60 8.80 9.00 9.20
0....,....|,.-...|!..:'.,..‘..,...'.,....,....,....,....,2.0.7.. m/z 71.10 82.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13514: Butanoic acid, 1-methylethyl ester
43 7
5000 89 860 880 9.00 9.20
27 60 m/z 89.10 30.10%
o1 | |‘.. |l | 2027 15
LI LA FULLEL IURLL L SRR LI WAL SO WAL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13507: Butanoic acid, 1-methylethyl ester
43
n RN SRR U R
8.60 8.80 9.00 9.20
5000 m/z 41.10 29 .59%
89
27 60
s L 102115 140
m/z--> 20 45 60 80 160 150 140 160 180 200
Abundance #13515: Butanoic acid, 1-methylethyl ester
43 8.60 8.80 9.00 9.20
m/z 39.00 14 _.37%
71
5000
59 89
0 2 || |, | weus
m/z--> 20 40 60 80 100 150 140 160 180 200 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 : VU025598.D

Acq On : 23 Jul 2018 13:38

Operator : MD/SY

Sample > VLEB#02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 4 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl acetate 5.55 12.5 ug/L 199649 1 5.89 799892 50.0
n-Propyl acetate 6.71 16.1 ug/L 258358 1 5.89 799892 50.0
Propanoic acid, p.--. 8.42 6.2 ug/L 120527 2 9.09 974596 50.0
Butanoic acid, 1-... 8.91 7.0 ug/L 136003 2 9.09 974596 50.0
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