LSC Area Percent Report

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

Data File : VU025600.D

Aca On - 23 Jul 2018 14:25

Operator : MD/SY

sample - PB111343ZHE#06

Misc - 5.0mL/MSVOA U/WATER e o IZR
ALS Vial : 6 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

0.645 13 17 22 rVB3 427 482 0.05% 0.005%
0.889 88 93 95 rBvV 321 306 0.03% 0.003%
113 rVB2 344 290 0.03% 0.003%
1.089 148 155 171 rBV 161076 183050 17.24% 1.844%
1.404 246 253 263 rVB 107085 110493 10.41% 1.113%
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1.683 332 340 356 rVvB 91533 115441 10.88% 1.163%
2.275 514 524 534 rBV 210840 315160 29.69% 3.175%
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583 rBvV 3572 5112 0.48% 0.051%

2.555 608 611 613 rvv2 443 263 0.02% 0.003%

1 2.619 620 631 642 rBvV 4327 7798 0.73% 0.079%
11 2.703 645 657 669 rBvV3 7202 12950 1.22% 0.130%
12 2.822 691 694 695 rBvV 639 343 0.03% 0.003%
13 2.841 698 700 705 rvB2 852 636 0.06% 0.006%
14 2.912 719 722 728 rBV3 243 248 0.02% 0.002%
15 2.960 734 737 741 rVB2 526 443 0.04% 0.004%
16 2.995 741 748 749 rBV2 310 273 0.03% 0.003%
17 3.339 851 855 860 rvB2 383 278 0.03% 0.003%
18 3.400 865 874 875 rBv4 1163 1177 0.11% 0.012%
19 3.584 926 931 935 rVB3 249 250 0.02% 0.003%
20 3.606 935 938 942 rBV 480 381 0.04% 0.004%
21 3.773 988 990 995 rVvB 338 250 0.02% 0.003%
22 3.902 1026 1030 1032 rBV2 306 239 0.02% 0.002%
23 3.966 1045 1050 1054 rBV2 342 350 0.03% 0.004%
24 4.053 1072 1077 1081 rVB2 429 446 0.04% 0.004%
25 4.079 1081 1085 1089 rBV2 356 351 0.03% 0.004%
26 4.178 1099 1116 1136 rBV 98998 260018 24 .50% 2.619%
27 4.342 1165 1167 1170 rVB2 604 308 0.03% 0.003%
28 4.387 1179 1181 1185 rBV 411 235 0.02% 0.002%
29 4.458 1201 1203 1206 rVv2 425 252 0.02% 0.003%
30 4.542 1226 1229 1235 rBV3 427 385 0.04% 0.004%
31 4.651 1246 1263 1287 rBV 190504 446322 42.05% 4._.496%
32 4.844 1319 1323 1325 rBV2 457 266 0.03% 0.003%
33 4.982 1357 1366 1368 rBV3 811 818 0.08% 0.008%

34 5.346 1453 1479 1506 rBV2 354196 1061485 100.00% 10.693%
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LSC Area Percent Report

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

Data File : VU025600.D

Aca On - 23 Jul 2018 14:25

Operator : MD/SY

sample - PB111343ZHE#06

Misc - 5.0mL/MSVOA U/WATER e o IZR
ALS Vial : 6 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 5.551 1527 1543 1570 rBV 99388 206532 19.46% 2.081%

36 5.735 1594 1600 1603 rBV3 391 359 0.03% 0.004%
37 5.786 1611 1616 1621 rBV3 442 497 0.05% 0.005%
38 5.892 1626 1649 1665 rBV 407986 864854 81.48% 8.713%
39 6.336 1773 1787 1808 rBV 248731 490161 46.18% 4.938%
40 6.709 1889 1903 1923 rBV 147721 265058 24.97% 2.670%

41 6.950 1975 1978 1981 rBV2 575 380 0.04% 0.004%
42 7.104 2024 2026 2029 rVB2 628 321 0.03% 0.003%
43 7.130 2029 2034 2036 rVB3 442 303 0.03% 0.003%
44 7.230 2053 2065 2083 rBvV 148475 260408 24.53% 2.623%
45 7.423 2115 2125 2132 rBV 6266 10489 0.99% 0.106%

46 7.571 2157 2171 2202 rBV 494874 874984 82.43% 8.815%
47 7.854 2247 2259 2276 rBV 106944 185078 17.44% 1.864%
48 8.018 2306 2310 2312 rBv4 347 251 0.02% 0.003%
49 8.188 2346 2363 2370 rBv4 9684 28343 2.67% 0.286%
50 8.313 2392 2402 2423 rVB 346378 578868 54.53% 5.832%

51 8.419 2425 2435 2448 rVB 75490 119304 11.24% 1.202%

52 8.526 2460 2468 2484 rVB2 23447 39572 3.73% 0.399%
53 8.651 2504 2507 2510 rBV3 479 349 0.03% 0.004%
54 8.686 2513 2518 2522 rBV4 377 354 0.03% 0.004%
55 8.735 2530 2533 2536 rVB2 455 355 0.03% 0.004%
56 8.866 2568 2574 2576 rBV2 542 565 0.05% 0.006%

57 8.908 2576 2587 2606 rvv2 87029 137769 12.98% 1.388%
58 9.091 2628 2644 2665 rVV 560725 934957 88.08% 9.419%

59 9.249 2689 2693 2696 rBvV2 644 535 0.05% 0.005%
60 9.384 2731 2735 2742 rVB3 1099 1218 0.11% 0.012%
61 9.480 2763 2765 2770 rVB2 629 340 0.03% 0.003%
62 9.718 2833 2839 2843 rBV3 482 455 0.04% 0.005%
63 9.770 2845 2855 2859 rBV6 2537 3665 0.35% 0.037%
64 9.866 2879 2885 2888 rBV3 337 374 0.04% 0.004%
65 10.017 2930 2932 2936 rVB2 390 243 0.02% 0.002%
66 10.043 2936 2940 2944 rBV3 525 452 0.04% 0.005%
67 10.075 2946 2950 2953 rVB4 270 238 0.02% 0.002%
68 10.120 2961 2964 2967 rBV2 321 268 0.03% 0.003%
69 10.169 2975 2979 2980 rBV3 423 295 0.03% 0.003%
70 10.236 2993 3000 3001 rBV3 761 727 0.07% 0.007%
71 10.349 3031 3035 3037 rVB 313 237 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO72318\
Data File : VU025600.D

Aca On - 23 Jul 2018 14:25

Operator : MD/SY

sample - PB111343ZHE#06

Misc - 5.0mL/MSVOA U/WATER e o IZR
ALS Vial : 6 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 10.378 3042 3044 3047 rVB3 399 240 0.02% 0.002%
73 10.435 3048 3062 3084 rBV 357979 569547 53.66% 5.738%
74 10.615 3111 3118 3131 rVB4 3819 6662 0.63% 0.067%
75 10.718 3147 3150 3151 rBvY 402 237 0.02% 0.002%
76 10.776 3162 3168 3176 rVB3 3325 4193 0.40% 0.042%
77 10.892 3200 3204 3206 rBV3 350 254 0.02% 0.003%
78 10.953 3219 3223 3227 rBV3 331 366 0.03% 0.004%
79 11.156 3282 3286 3292 rBV3 574 590 0.06% 0.006%
80 11.194 3293 3298 3300 rBV3 449 398 0.04% 0.004%
81 11.223 3305 3307 3311 rVB3 524 324 0.03% 0.003%
82 11.249 3311 3315 3317 rBV2 371 248 0.02% 0.002%
83 11.487 3374 3389 3405 rBV 604204 937895 88.36% 9.448%
84 11.632 3431 3434 3437 rBV3 425 238 0.02% 0.002%
85 11.722 3458 3462 3465 rBV2 646 495 0.05% 0.005%
86 11.738 3465 3467 3471 rVV2 502 327 0.03% 0.003%
87 11.863 3494 3506 3527 rBV 548458 863374 81.34% 8.698%
88 12.213 3612 3615 3618 rVB3 462 322 0.03% 0.003%
89 12.239 3618 3623 3626 rBV2 595 468 0.04% 0.005%
90 12.262 3626 3630 3631 rBV2 333 270 0.03% 0.003%
91 12.461 3686 3692 3694 rBV2 532 486 0.05% 0.005%
92 12.564 3721 3724 3725 rBY 490 294 0.03% 0.003%
93 12.577 3726 3728 3732 rVB2 863 569 0.05% 0.006%
94 12.638 3745 3747 3751 rBV4 410 405 0.04% 0.004%
95 12.815 3799 3802 3806 rBV3 310 318 0.03% 0.003%
96 12.959 3842 3847 3849 rBV3 428 421 0.04% 0.004%
97 13.004 3857 3861 3863 rBV2 355 275 0.03% 0.003%
98 13.406 3983 3986 3990 rBV 504 339 0.03% 0.003%
99 14.040 4181 4183 4186 rVV2 501 316 0.03% 0.003%
100 14.355 4278 4281 4283 rBV2 492 394 0.04% 0.004%

Sum of corrected areas: 9926522
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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\VUO72318\

VU025600.D

23 Jul 2018 14:25
MD/SY
PB111343ZHE#06

5.0mL/MSVOA U/WATER
6 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

PB111343ZHE#06

Abundance
600000

500000

400000
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04
Time-->

TIC: VU025600.D
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Library Search Compound Report

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

Data File : VU025600.D

Aca On - 23 Jul 2018 14:25

Operator : MD/SY

sample - PB111343ZHE#06

Misc - 5.0mL/MSVOA U/WATER e o IZR
ALS Vial : 6 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 11.94 ug/L 206532 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 56
4 Acetaldehvde. O-ethvloxime- 87 C4H9NO 1000288-34-6 9
5 sec-Butyl acetate 116 C6H1202 000105-46-4 9

Abundance Scan 1543 (5.551 min): VU025600.D (-1527) (-) 43.00 100.00%
43
5000 {
61
I Tlm 207 520 540 560 5.80
okl e e e e m/z 61.00 17.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4255: Isopropy! acetate
43
5000
5.20 5.40 5.60 5.80
61 m/z 41.00 13.75%
15 27 | 87
0'“t|ﬂ'”h“'w"“li'}m7'w"“l'“'l“"w"w"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4252: |sopropyl acetate
43
S RN A S R
5.20 5.40 5.60 5.80
5000 m/z 87.10 13.58%
87
oL 18 2 i, ‘ 101
miz--> 2 40 60 80 100 120 140 160 180 200
Abundance #4254 |sopropyl acetate R BA REma . T
43 5.0 540 560 5.80
m/z 59.10 9.45%
5000
61
15 27 87
0"”I'h”q“'”d"”l't”#y'”l"”l"”l"”I"”I"” AR IR L IR
m/z--> 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80
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Library Search Compound Report

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

Data File : VU025600.D

Aca On - 23 Jul 2018 14:25

Operator : MD/SY

sample - PB111343ZHE#06

Misc - 5.0mL/MSVOA U/WATER e o IZR
ALS Vial : 6 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 1

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

6.71 15.32 ug/L 265058 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 78
4 l1sopnropnvl acetate 102 C5H1002 000108-21-4 36
5 Isopropyl acetate 102 C5H1002 000108-21-4 33

Abundance Scan 1903 (6.709 min): VU025600.D (-1889) (-) m/z 42.95 100.00%

43
5000
61

73 T T T IIIIIIIII
37 55 | 87 101 640 660 6.80 7.00
ot et e S L 8T 0L Tm/z 61.00 29.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251: n-Propyl acetate
43
5000 LI L L L L L B L L L |
6.40 6.60 6.80 7.00
61 m/z 73.00 16.16%
27 | 73
0 | 37 | 103
A I B e o o e B B e o S RN e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4249: n-Propyl acetate
43
T e
6.40 6.60 6.80 7.00
5000 m/z 42.00 11.14%
61
73
0 1\5 2\7\ 37‘\\ \‘ ‘ 87
LA o e o o o B B BLLAL I o e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4250: n-Propyl acetate
43 6.40 6.60 6.80 7.00

m/z 41.00 9.86%

5000
61
(T |7
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\HPCHEMI\MSVOA U\DATA\VUO72318\

Data File : VU025600.D

Aca On - 23 Jul 2018 14:25

Operator : MD/SY

sample - PB111343ZHE#06

Misc - 5.0mL/MSVOA U/WATER e o IZR
ALS Vial : 6 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 6.38 ug/L 119304 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 78
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 50

Abundance Scan 2435 (8.419 min): VU025600.D (-2425) (-) m/z 57.00 100.00%
g7
5000 75
43
|| 87 8.00 8.20 8.40 8.60 8.80
Y m/z 74.95  41.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8163: Propanoic acid, propyl ester
g7
5000 75 ISR SRR SRR
29 8.00 8.20 8.40 8.60 8.80
43 m/z 43.05 21.36%
s eyl | e |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8160: Propanoic acid, propyl ester
g7
29 8.00 8.20 8.40 8.60 8.80
5000 m/z 40.95 14 .09%
43 £
o 37‘\\‘ | A o N 15
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8157: Propanoic acid, propyl ester
57 8.00 8.20 8.40 8.60 8.80
m/z 41.95 9.80%
29
75
5000
oo sl L s
m/z--> 10 20 30 40 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\HPCHEMI\MSVOA U\DATA\VUO72318\

Data File : VU025600.D

Aca On - 23 Jul 2018 14:25

Operator : MD/SY

sample - PB111343ZHE#06

Misc - 5.0mL/MSVOA U/WATER e o IZR
ALS Vial : 6 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 7.37 ug/L 137769 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 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 2588 (8.911 min): VU025600.D (-2576) (-) m/z 43.00 100.00%
43 -
5000
89
102 115 8.60 8.80 9.00 9.20
0”..“..J“H.JL.ﬂ.“d..ﬁ..h“...“...“...“...qu. m/z 71.10 80.47%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #13514: Butanoic acid, 1-methylethyl ester
43 7
5000 89 860 8.80 9.00 9.20
27 60 m/z 89.00 31.81%
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 IR SRR U R
8.60 8.80 9.00 9.20
5000 m/z 41.00 30.86%
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 42.00 15.99%
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 : VU025600.D

Acq On 23 Jul 2018 14:25

Operator : MD/SY

Sample : PB111343ZHE#06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 6 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 11.9 ug/L 206532
n-Propyl acetate 6.71 15.3 ug/L 265058
Propanoic acid, p.--. 8.42 6.4 ug/L 119304
Butanoic acid, 1-... 8.91 7.4 ug/L 137769
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|--Internal Standard---|
Resp Conc]

|# RT

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

864854
864854
934957
934957

PB111343ZHE#06
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