LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122420\
Data File : VU041799.D

Aca On : 24 Dec 2020 10:06

Operator : SY/MD

Sample : PB133786TB 10X

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\SFAMULM121620WMA_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 1.604 75 82 93 rvB 194459 204513 17.02% 2.063%
2 1.919 172 180 194 rVB 170499 211844 17 .63% 2.137%
3 2.578 373 385 402 rBV 321973 529587 44.08% 5.343%
4 2.841 464 467 468 rBV 281 176 0.01% 0.002%
5 2.886 479 481 486 rBV 222 117 0.01% 0.001%
6 3.022 518 523 527 rBV2 296 437 0.04% 0.004%
7 3.060 527 535 544 rVB 2614 4337 0.36% 0.044%
8 3.124 551 555 560 rBV2 224 272 0.02% 0.003%
9 3.308 610 612 614 rBV 190 107 0.01% 0.001%
10 3.587 694 699 703 rVB2 201 149 0.01% 0.002%
11 3.629 710 712 714 rBV2 200 117 0.01% 0.001%
12 3.642 714 716 719 rVB 245 118 0.01% 0.001%
13 3.671 720 725 728 rBV 311 294 0.02% 0.003%
14 3.732 739 744 749 rBV 305 381 0.03% 0.004%
15 3.845 776 779 781 rBV 193 161 0.01% 0.002%
16 3.919 800 802 805 rBB 168 102 0.01% 0.001%
17 3.970 816 818 819 rBV 243 98 0.01% 0.001%
18 4.009 824 830 834 rBB 192 254 0.02% 0.003%
19 4.124 864 866 869 rBB 204 129 0.01% 0.001%
20 4.147 870 873 876 rBV 136 116 0.01% 0.001%
21 4.192 884 887 889 rBV 206 164 0.01% 0.002%
22 4.227 895 898 900 rBV 139 119 0.01% 0.001%
23 4.343 931 934 936 rBV 190 168 0.01% 0.002%
24 4.433 960 962 966 rVB 340 220 0.02% 0.002%
25 4.456 967 969 971 rBV 149 101 0.01% 0.001%
26 4.472 971 974 977 rVB 192 110 0.01% 0.001%
27 4.542 992 996 999 rvv2 327 258 0.02% 0.003%
28 4.568 1002 1004 1007 rBvV 130 117 0.01% 0.001%
29 4.642 1012 1027 1058 rBvV 117828 297750 24.78% 3.004%
30 4.793 1072 1074 1076 rBvV 294 158 0.01% 0.002%
31 4.874 1096 1099 1101 rBvV2 293 232 0.02% 0.002%
32 4.960 1122 1126 1132 rBvV 315 469 0.04% 0.005%
33 5.079 1146 1163 1187 rBV 220840 472681 39.34% 4_.769%
34 5.205 1199 1202 1204 rBvV2 391 274 0.02% 0.003%

SFAMULM121620WMA .M Mon Dec 28 14:46:42 2020 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122420\
Data File : VU041799.D

Aca On : 24 Dec 2020 10:06

Operator : SY/MD

Sample : PB133786TB 10X

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\SFAMULM121620WMA_M
Title : VOC Analysis

35 5.356 1246 1249 1253 rBB 132 117 0.01% 0.001%
36 5.388 1253 1259 1262 rBV3 561 548 0.05% 0.006%
37 5.452 1277 1279 1283 rBV 184 179 0.01% 0.002%
38 5.484 1287 1289 1291 rBV 232 147 0.01% 0.001%
39 5.536 1303 1305 1308 rVB 300 169 0.01% 0.002%
40 5.591 1318 1322 1324 rBV 154 161 0.01% 0.002%
41 5.645 1336 1339 1342 rBB 169 133 0.01% 0.001%
42 5.738 1345 1368 1394 rBV2 456552 1201460 100.00% 12.121%
43 5.919 1417 1424 1427 rBV5 1797 1901 0.16% 0.019%
44 5.992 1442 1447 1454 rBV3 561 579 0.05% 0.006%
45 6.028 1454 1458 1462 rBV2 415 420 0.03% 0.004%
46 6.089 1475 1477 1480 rBV 240 101 0.01% 0.001%
47 6.147 1490 1495 1496 rBV3 823 710 0.06% 0.007%
48 6.259 1517 1530 1552 rBVY 373070 706281 58.79% 7.126%
49 6.536 1607 1616 1626 rBV5 4713 8043 0.67% 0.081%
50 6.610 1634 1639 1643 rBV2 684 527 0.04% 0.005%
51 6.700 1653 1667 1685 rBY 271978 523008 43.53% 5.277%
52 6.873 1718 1721 1723 rBV 290 129 0.01% 0.001%
53 6.899 1726 1729 1730 rBV 321 202 0.02% 0.002%
54 7.047 1763 1775 1795 rBV 98227 172901 14.39% 1.744%
55 7.185 1815 1818 1828 rVB6 1300 1778 0.15% 0.018%
56 7.275 1843 1846 1851 rBV 323 223 0.02% 0.002%
57 7.346 1865 1868 1873 rVB 213 224 0.02% 0.002%
58 7.385 1877 1880 1882 rBV 264 200 0.02% 0.002%
59 7.500 1913 1916 1921 rBB 192 200 0.02% 0.002%
60 7.571 1923 1938 1961 rVvv 156751 275666 22.94% 2.781%
61 7.745 1982 1992 2003 rBV2 16205 25260 2.10% 0.255%
62 7.832 2017 2019 2021 rBvV 198 103 0.01% 0.001%

63 7.902 2027 2041 2069 rBvV 564815 978963 81.48% 9.877%
64 8.182 2115 2128 2146 rBV 109207 189610 15.78% 1.913%

65 8.343 2173 2178 2183 rVB2 422 487 0.04% 0.005%
66 8.465 2209 2216 2217 rBV 3818 3196 0.27% 0.032%
67 8.578 2236 2251 2258 rBV3 11303 17667 1.47% 0.178%

68 8.635 2258 2269 2288 rVV 390435 660877 55.01% 6.667%
69 8.729 2289 2298 2312 rVB 179671 278556 23.18% 2.810%
70 8.835 2324 2331 2344 rVB 17805 27267 2.27% 0.275%
71 9.121 2418 2420 2422 rBV2 178 109 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122420\
Data File : VU041799.D

Aca On : 24 Dec 2020 10:06

Operator : SY/MD

Sample : PB133786TB 10X

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\SFAMULM121620WMA_M
Title : VOC Analysis
72 9.172 2431 2436 2437 rBvV2 300 241 0.02% 0.002%
73 9.211 2438 2448 2469 rVB 97060 151745 12.63% 1.531%
74 9.340 2485 2488 2490 rBvV2 224 136 0.01% 0.001%
75 9.417 2499 2512 2535 rBV 517932 846393 70.45% 8.539%
76 9.603 2567 2570 2575 rVB2 243 203 0.02% 0.002%
77 9.693 2593 2598 2601 rBV3 488 458 0.04% 0.005%
78 9.828 2638 2640 2643 rBV 145 111 0.01% 0.001%
79 10.073 2709 2716 2724 rBV5 3529 4900 0.41% 0.049%
80 10.172 2744 2747 2749 rBV 170 111 0.01% 0.001%
81 10.613 2882 2884 2887 rBV 321 156 0.01% 0.002%
82 10.754 2916 2928 2946 rVB 386002 619553 51.57% 6.251%
83 11.375 3118 3121 3125 rVB 202 133 0.01% 0.001%
84 11.462 3144 3148 3149 rBV2 241 167 0.01% 0.002%
85 11.532 3167 3170 3174 rBV2 228 223 0.02% 0.002%
86 11.713 3223 3226 3229 rBV2 281 189 0.02% 0.002%
87 11.738 3232 3234 3240 rVB2 510 491 0.04% 0.005%
88 11.809 3243 3256 3271 rBV 431977 682321 56.79% 6.884%
89 11.918 3287 3290 3292 rBV 332 149 0.01% 0.002%
90 12.060 3329 3334 3337 rBV 424 336 0.03% 0.003%
91 12.076 3337 3339 3342 rVB 297 139 0.01% 0.001%
92 12.188 3361 3374 3389 rBV 489430 793343 66.03% 8.004%
93 12.378 3430 3433 3436 rVB 281 179 0.01% 0.002%
94 13.208 3686 3691 3700 rBV3 705 934 0.08% 0.009%
95 13.828 3881 3884 3891 rVB3 964 972 0.08% 0.010%
96 14.044 3948 3951 3953 rBV 265 125 0.01% 0.001%
97 14.079 3953 3962 3969 rBV3 1404 2367 0.20% 0.024%
98 14.249 4013 4015 4017 rBV 329 118 0.01% 0.001%
99 14.317 4033 4036 4045 rVB5 1301 1311 0.11% 0.013%
100 14.426 4068 4070 4073 rBvV2 466 268 0.02% 0.003%
Sum of corrected areas: 9912004
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122420\
Data File : VU041799.D

Aca On : 24 Dec 2020 10:06

Operator : SY/MD

Sample : PB133786TB 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SFAMULM121620WMA _M
VOC Analysis

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

Abundance TIC: VU041799.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122420\
Data File : VU041799.D

Aca On : 24 Dec 2020 10:06

Operator : SY/MD

Sample : PB133786TB 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SFAMULM121620WMA _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 3

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

7.05 12.24 ug/L 172901 1,4-Difluorobenzene 6.26
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 Propanal. 2.3-dihvdroxv-. (S)- 90 C3H603 000497-09-6 38
4 Isopropvl acetate 102 C5H1002 000108-21-4 28
5 Cyclobutylamine 71 CAHON 002516-34-9 9

Abundance Scan 1776 (7.050 min): VU041799.D (-1763) (-) m/z 43.10 100.00%
43
5000
61
73 URRBE I UL IR
37 55 | g7 6.80 7.00 7.20 7.40
ool Sl 8 m/z 61.10 32.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4249: n-Propy| acetate
43
5000 S L LS LS A
o1 6.80 7.00 7.20 7.40
73 m/z 73.10 19.75%
0 1\5 21 1 37‘ il 1 ‘ 87
LU SR SURLL AL SN SR SULELL SR SURLLIL SRR UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
680 7.00 7.20 7.0
5000 m/z 42.10 12._.19%
61
73
0 21 37 103
LU UL SR SURLL AL SN SR SULRLL SR SURLELEL SRR UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2271: Propanal, 2,3—dihydroxy—, (S)- LI L L L L L L LB B L
43 6.80 7.00 7.20 7.40
m/z 41.10 10.23%
5000 61
73
0"I'”'I"”I'"W""P'T'P'§?I”"I"”%{'”I"'W' AT
m/z--> 10 20 30 40 50 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122420\
Data File : VU041799.D

Aca On : 24 Dec 2020 10:06

Operator : SY/MD

Sample : PB133786TB 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SFAMULM121620WMA _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, propyl ester Concentration Rank 2

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

8.73 16.46 ug/L 278556 Chlorobenzene-d5 9.42
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 33

Abundance Scan 2298 (8.729 min): VU041799.D (-2289) (-) m/z 57.10 100.00%
57
5000 75 /\_
43 RS A LN RN RN
37 | 87 840 8.60 8.80 9.00
Ot e s e et et et e || Mz 75.10  42.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8157: Propanoic acid, propyl ester
57
29 5
5000 R RARRE RSN RN R
8.40 8.60 8.80 9.00
43 87 m/z 43.05 17.22%
ol 15 M a7 | 115
A RN R RS L A RN RN RS SRR RRRR WA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
8.40 8.60 8.80 9.00
5000 75 m/z 41.05 11.20%
29 43 d ?
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 #8163: Propanoic acid, propyl ester
57 8.40 8.60 8.80 9.00
m/z 87.05 9.32%
5000 75
29
43
87

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.40 860 880 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122420\
Data File : VU041799.D

Aca On : 24 Dec 2020 10:06

Operator : SY/MD

Sample : PB133786TB 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SFAMULM121620WMA _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 Butanoic acid, l-methylethy... Concentration Rank 4

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

9.21 8.96 ug/L 151745 Chlorobenzene-d5 9.42
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 83
4 Butanoic acid. 1l-methvlpropvl ester 144 C8H1602 000819-97-6 72
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72

Abundance Scan 2448 (9.211 min): VU041799.D (-2438) (-) m/z 43.05 100.00%
43 7
5000
89
60
Il I | 102 115 8.80 9.00 9.20 9.40 9.60
Olrrprrrr prrrr ettt e e e ey || M/z 71.10 94 .65%
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 89 I R UL AR
8.80 9.00 9.20 9.40 9.60
27 60 m/z 89.10 35.32%
Lo sl 02 15 13
mz> 10 20 3 4b % 60 7 8 9 100 10 10 130
Abundance
43
n ISR SR A SRR
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 32.30%
89
27 60
o 15 102 115 439
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13515: Butanoic acid, 1-methylethyl ester
43 8.80 9.00 9.20 9.40 9.60
m/z 42.10 15.93%
71
5000
59 89
0 2r |l L | 102 115 R
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40 9.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122420\
Data File : VU041799.D

Acq On : 24 Dec 2020 10:06

Operator : SY/MD

Sample : PB133786TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 4 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SFAMULM121620WMA _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]
n-Propyl acetate 7.05 12.2 ug/L 172901 1 6.26 706281 50.0
Propanoic acid, p.--. 8.73 16.5 ug/L 278556 2 9.42 846393 50.0
Butanoic acid, 1-... 9.21 9.0 ug/L 151745 2 9.42 846393 50.0
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