LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@92321WMA.M
Title : VOC Analysis

Signal : TIC: VUe45231.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.360 3 6 17 rVB3 40457 37543 0.02% 0.010%
2 1.475 31 42 43 rBV2 407581 501913 0.31% 0.139%
3 1.597 75 80 92 rVB 179148 195459 0.12% 0.054%
4 1.842 150 156 160 rBV2 36471 55166 ©.03% 0.015%
5 1.893 166 172 196 rVB 146618 239061 ©0.15% 0.066%
6 2.562 367 380 395 rBV 247425 426096 0.26% ©.118%
7 2.633 395 402 410 rVv2 12182 20139 0.01% 0.006%
8 2.684 411 418 431 rVB 13197 23057 0.01% 0.006%
9 2.781 433 448 463 rBv2 28350 70035 0.04% 0.019%
106 3.048 521 531 533 rBV7Y 6323 10517 ©0.01% ©0.003%
11 3.199 569 578 593 rVB3 5440 13354 0.01% 0.004%
12 3.359 615 628 645 rvB2 18450 42267 0.03% 0.012%
13 3.697 721 733 752 rVB3 18099 43340 0.03% 0.012%
14 3.871 770 787 807 rBvV2 122739 293250 0.18% 0.081%
15 4.533 978 993 1009 rBV2 26580 69246 0.04% 0.019%
16 4.629 1009 1023 1038 rVV 143096 345542 0.21% 0.096%
17 4.710 1038 1048 1069 rVB 83675 190903 0.12% 0.053%
18 4.813 1077 1080 1097 rVB3 2098 3249 0.00% 0.001%
19 4.990 1120 1135 1148 rBV 203530 467364 0.29% 0.130%
20 5.067 1148 1159 1195 rVB 227839 518339 0.32% 0.144%
21 5.392 1243 1260 1274 rVV3 31972 74784 0.05% 0.021%
22 5.459 1276 1281 1292 rVB6 2743 5353 0.00% 0.001%
23 5.591 1313 1322 1323 rBV5S 3168 3701 ©0.00% 0.001%
24  5.639 1332 1337 1345 rVB5 2449 3250 0.00% 0.001%
25 5.729 1345 1365 1374 rVV2 473039 1278227 ©0.79% 0.355%
26 5.777 1375 1380 1394 rVV 186913 331951 0.21% 0.092%
27 5.851 1395 1403 1414 rVB4 9354 17982 0.01% 0.005%
28 5.925 1414 1426 1435 rBV5S 8343 16887 0.01% 0.005%
29 5.990 1436 1446 1466 rVB6 15349 33880 0.02% 0.009%
30 6.137 1480 1492 1498 rBV6 2163 3990 0.00% 0.001%
31 6.253 1511 1528 1557 rBV 383426 726050 0.45%  0.202%
32 6.533 1604 1615 1621 rBV3 8605 17441 0.01% 0.005%
33  6.694 1651 1665 1677 rVV 304839 594326 ©.37% 0.165%
34 6.764 1677 1687 1708 rVB 129807 269973 0.17% 0.075%
35 6.983 1742 1755 1767 rVB4 12245 23856 0.01% 0.007%
36 7.076 1767 1784 1788 rBV6 1191 2600 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@92321WMA.M
Title : VOC Analysis
37 7.121 1791 1798 1799 rBV3 3091 3163 0.00% 0.001%
38 7.176 1808 1815 1827 rVB8 1985 4084 0.00% 0.001%
39 7.244 1827 1836 1844 rVB8 3101 5376 0.00% 0.001%
40  7.568 1923 1937 1954 rBV 168635 297600 ©0.18% 0.083%
41  7.800 1993 2009 2022 rBV 132084 239626 ©.15% 0.067%
42 7.903 2022 2041 2050 rBV 607957 1044673 0.65% 0.290%
43 7.977 2050 2064 2098 rVB 16288989 27684404 17.21% 7.691%
44  8.182 2118 2128 2136 rBV 112664 179350 0.11% 0.050%
45  8.234 2136 2144 2179 rVB 108729 233088 ©0.14% 0.065%
46 8.375 2179 2188 2197 rVB6 4490 8213 0.01% 0.002%
47  8.559 2239 2245 2252 rVB7 1891 2350 0.00% 0.001%
48 8.639 2252 2270 2300 rBV 465112 825928 ©0.51% 0.229%
49 8.813 2318 2324 2332 rVB6 4590 7795 0.00% 0.002%
50 8.870 2332 2342 2348 rBV3 5540 9044 0.01% 0.003%
51 9.105 2409 2415 2427 rVB5 1262 2367 ©0.00% 0.001%
52 9.218 2438 2450 2458 rBV5 5259 9480 0.01% 0.003%
53 9.337 2476 2487 2492 rBvV6 2607 4639 0.00% 0.001%
54  9.382 2492 2501 2502 rBV2 7306 8681 0.01% 0.002%
55  9.424 2502 2514 2528 rVW 578970 949299 0.59% 0.264%
56  9.494 2528 2536 2547 rVV3 25348 57227 0.04% 0.016%
57 9.587 2547 2565 2586 rVV2 40613390 74130553 46.08% 20.595%
58 9.726 2587 2608 2643 rVB3 60127921 160884233 100.00% 44.697%
59 9.954 2672 2679 2691 rVB3 7020 11886 0.01% 0.003%
60 10.022 2691 2700 2710 rVB7 6794 12329 0.01% 0.003%

61 10.115 2711 2729 2759 rBV2 39077869 67365371 41.87% 18.716%

62 10.279 2774 2780 2789 rVB7 5047 8112 0.01% 0.002%
63 10.366 2793 2807 2818 rBVS5 16749 30374 0.02% ©0.008%
64 10.488 2832 2845 2864 rBV 1130138 1755362 1.09% 0.488%
65 10.568 2867 2870 2879 rVB6 2330 2943 0.00% 0.001%
66 10.658 2888 2898 2917 rVB1e 6117 16629 0.01% ©.005%
67 10.761 2917 2930 2946 rBV 441495 707152  ©0.44% 0.196%
68 10.909 2964 2976 2990 rBV 489033 749452  ©.47%  ©0.208%
69 11.002 2990 3005 3022 rVV 1530639 3264587 2.03% 0.907%
70 11.092 3022 3033 3047 rVB 759882 1174985 0.73% 0.326%
71 11.237 3066 3078 3085 rBV 51184 82623 ©.05% 0.023%
72 11.295 3085 3096 3108 rVV 689456 1059344 0.66% 0.294%
73 11.411 3123 3132 3139 rBV7 7934 16380 ©0.01% 0.005%
74 11.472 3139 3151 3167 rVB 2524602 3784996 2.35% 1.052%
75 11.645 3191 3205 3216 rVB5 22337 45634 0.03% 0.013%
76 11.748 3224 3237 3245 rBV2 51051 86986 ©.05% 0.024%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@92321WMA.M
Title : VOC Analysis
77 11.816 3245 3258 3271 rVB 619753 995806 0.62% 0.277%
78 11.899 3271 3284 3298 rBV 899859 1410885 0.88% 0.392%
79 12.018 3312 3321 3329 rBV4 21375 35317 0.02% 0.010%
80 12.099 3329 3346 3364 rVV 369276 642849 0.40% 0.179%
81 12.195 3364 3376 3397 rVB 673297 1106847 0.69% 0.308%
82 12.308 3401 3411 3418 rBV2 13277 21291 0.01% 0.006%
83 12.375 3419 3432 3451 rVB4 46149 99706 0.06% 0.028%
84 12.488 3451 3467 3485 rBv4 180008 493960 0.31% 0.137%
85 12.575 3486 3494 3502 rVV 77289 125632 ©0.08% 0.035%
86 12.616 3502 3507 3518 rVV2 25757 39641 0.02% 0.011%
87 12.687 3518 3529 3548 rVB2 74235 148949 0.09% 0.041%
88 12.819 3548 3570 3580 rBV 59714 137359 0.09% 0.038%
89 12.880 3580 3589 3600 rvVB2 39983 66963 0.04% 0.019%
99 12.973 3601 3618 3626 rBvV2 50513 132671 ©0.08% 0.037%
91 13.028 3626 3635 3646 rVB 79907 134354 0.08% 0.037%
92 13.298 3710 3719 3733 rVB 26328 40868 0.03% 0.011%
93 13.455 3747 3768 3779 rVv4 107331 193720 0.12% 0.054%
94 13.520 3780 3788 3799 rVB3 11389 17725 0.01% 0.005%
95 13.626 3812 3821 3831 rBV2 26797 41335 0.03% 0.011%
96 13.742 3842 3857 3868 rBvV2 19172 33210 0.02% 0.009%
97 13.845 3882 3889 3900 rVB9 3149 5403 0.00% 0.002%
98 14.089 3951 3965 3983 rVVW 172579 275650 ©0.17% 0.077%
99 15.230 4312 4320 4330 rBV4 1299 2316 0.00% 0.001%
100 15.417 4371 4378 4386 rBV4 1431 2375 0.00% 0.001%

Sum of corrected areas: 359941241
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU045231.D\data.ms
6e+07

5e+07
4e+07
3e+07
2e+07

le+07

B6AIH97 18823 .2&BB781 3 048.198. 359 3.698.871 5887R16813.990657 539756888 BHIRM 162253 6.536.6%F

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 300 3.20 340 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance TIC: VU045231.D\data.ms
6e+07 9.726

o

5e+07

46407 9.58 10.115

3e+07

+
2e+07 7.977

le+07

472
ol 6.9EGIATEA 7568780903 888237 SHBSBETO 0.1029659204 k L 101@7%3&5@&039@3‘3’% 111131431@@92@9

Time--> 7.00 7.50 8.00 850 900 950 1000 1050 1100 1150 1200
AbundGa(_:‘nﬂLcoe7 TIC: VU045231.D\data.ms

5e+07

4e+07

3e+07

2e+07

le+07

G FR/BERR 028 13.298.3 32 B2473.84514.089 15 23[5 417
T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T
13.00 13.50 14.00 14.50 15. OO 15 50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
1.360 2.59 ug/L 37543  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 9

Abundance Scan 6 (1.360 min): VU045231.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000 /\\
Ramm e N
‘ ‘ 59.8 1.401.501.601.70 1.80
O e e e e e e e e e m/z 38.95 78.71%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000 [T T T T T
27. 1.401.501.601.70 1.80
m/z 41.95 56.67%
1.0 15.0
OHHHH‘HH‘HH‘H\}}\H\‘HH‘HH‘HH‘HH‘\H‘\H\‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #62: Propene
41.0
R e
1.401.501.601.70 1.80
5000 27.0 m/z 42.95 37.13%
20 130
O et T e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane ““/>H“‘H““H“‘H
42.0 1.401.501.601.70 1.80
m/z 43.90 35.08%
5000 27.0 M
SN R
O rrrrrrrrrrreprrrr e e e e A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.401.501.601.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Sulfur dioxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.475 34.56 ug/L 501913 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Aminomethanesulfonic acid 111 CHS5SNO3S 013881-91-9 9

Abundance  Scan 42 (1.475 min): VU045231.D\data.ms (-31) (-) m/z 63.90 100.00%

3.9
5000 k
T
1.40 1.60 1.80
450 |, 0
-yt m/z 47.90 52.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L
1.40 1.60 1.80
m/z 65.90 4.86%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
T
1.40 1.60 1.80
5000 m/z 49.90 2.40%
17.0
ool B8 | eeo
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- e e
64.0 1.40 1.60 1.80
m/z 64.90 0.88%
5000
44,
16.0
ol L ‘ L ‘ 93.0 1150 143.0 169.0
et A e e e e e
m/z--> 20 40 60 80 100 120 140 160 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2-Aminoethyl hydrogen sulfate Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
1.842 3.80 ug/L 55166 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 64
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 64
4 (N-(-2-Acetamido))-2-aminoethane... 182 C4H10N204S 007365-82-4 64
5 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
Abundance Scan 156 (1.842 min): VU045231.D\data.ms (-150) (-) m/z 63.90 100.00%
3.9
- [\\M\\\J‘\\
C
43. 1.60 1.80 2.00 2.20
b e 988 m/z 47.90  39.50%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L B I L I LN B
1.60 1.80 2.00 2.20
m/z 43.90 10.89%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #21639: 2-Aminoethyl hydrogen sulfate
64.0
R R RERRRRER
1.60 1.80 2.00 2.20
5000 m/z 65.90 5.04%
0 420 ) 93.0111.0
T R T e e D R T R R
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- e
64.0 1.60 1.80 2.00 2.20
m/z 59.90 2.13%
5000
44,
16.0
ol ‘ . ‘ 93.0 1150 143.0 169.0
R B B M S R RS
m/z--> 20 40 60 80 100 120 140 160 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
3.359 2.91 ug/L 42267 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 83
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56
Abundance Scan 628 (3.359 min): VU045231.D\data.ms (-615) (-) m/z 57.00 100.00%
57.0
41.0
5000

3.00 3.20 3.40 3.60

NI IEE

ot it e e e e e m/z 56.00 85.85%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-
57.0
290 410
5000 \‘\/\\HTHH‘HH,HH‘\

3.00 3.20 3.40 3.60
m/z 41.00 65.75%
15.0 ‘

o 1 A 70 seo
O e e et b e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl-
57.0
»W\H‘W*H*w**ﬂ*w*w
410 3.00 3.20 3.40 3.60 .
5000 0.0 m/z 43.00 24.84%
ol 80 Ml D %0
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl- *““‘ﬂ\“‘_“‘,u“‘
57.0 3.00 3.20 3.40 3.60
m/z 38.90 20.12%
29.0 41.0

5000 [/\/\
71.0
oL 20 130 50 seo i /\ il

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60

SFAMULMO92321WMA.M Tue Oct 12 ©5:19:57 2021 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
3.697 2.98 ug/L 43340 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 78
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 72
4 2-Ethyl-oxetane 86 C5H100 1010386-40-2 72
5 n-Hexane 86 C6H14 000110-54-3 53
Abundance Scan 733 (3.697 min): VU045231.D\data.ms (-721) (-) m/z 57.00 100.00%
57.0
41.0
5000
860 UL L B I B A LR
‘ | 7o 3.40 3.60 3.80 4.00
O e e e e M/ 41,00 73.42%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000 x\u‘\\\\/\‘uu‘mun’\\mm
3.40 3.60 3.80 4.00
86.0 m/z 43.00 57.75%
15.0 ‘ 71.0
O\\\‘\\\\‘\i‘\\‘\\1\‘\\\i}\}\\‘\‘\\1‘\\\\“\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
43.0 LAY o R
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.00 51.41%
86.0
"0 15.0 ‘ ‘ 71.0
S R A 1 N | T N N
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane R EEGEEEEE T
57.0 3.40 3.60 3.80 4.00
43.0
m/z 42.00 32.70%
29.0
5000
86.0
15.0 ‘ ‘ 71.0 |
ot e e G
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Cyclic4.533 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.533 4.77 ug/L 69246 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
Abundance Scan 993 (4.533 min): VU045231.D\data.ms (-978) (-) m/z 55.95 100.00%
56.0
41.0
5000 69.0
e AREAREES S
‘ ‘ ‘ 84.0 4.20 4.40 4.60 4.80
bttt myz 41,00 52.78%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
568.0
41.0
5000 690 L LR B R
4.20 4.40 4.60 4.80
m/z 69.00 49.18%
28.0 M ‘ 84.0
O\\‘%?;0\‘\\}‘\‘“\\\}}\‘\\\i‘\u‘\‘\\\‘1"\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl-
56.0
e EEARRamEEs
4.20 4.40 4.60 4.80
5000 41.0 m/z 55.00 27.35%
69.0
‘ 84.0
obt80 LAl
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- “w“‘w“w“/\w“‘w
56.0 4.20 4.40 4.60 4.80
27.0 m/z 39.00  25.00%
5000
42.0
‘ ‘ ‘ 84.0
OH‘HH‘HHpul‘}‘\‘u\,\‘w‘\‘HH,HH‘\!H‘H R AAARaREE
m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 2-Butanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.990 32.19 ug/L 467364  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol 74 C4H1e0 000078-92-2 83
2 2-Butanol, (R)- 74 C4H1e0 014898-79-4 83
3 2-Butanol 74 C4H1e0 000078-92-2 78
4 2-Butanol 74 C4H1e0 000078-92-2 74
5 2-Butanol, (R)- 74 C4H1e0 014898-79-4 72

Abundance Scan 1135 (4.990 min): VU045231.D\data.ms (-1120) (-) m/z 44.95 100.00%

45.0
5000
590 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
38.? ‘ 52 73.0 4.60 4.80 5.00 5.20 5.40
Obrrrreprerrrrreprere st b e b e e M/Z 5900 24.50%
m/z--> 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #960: 2-Butano
45.0
5000
4.60 4.80 5.00 5.20 5.40
27.0 59.0 m/z 42.90 17.76%
o 10 llsso |
\’HH‘HH‘HH’HH‘HH‘HH‘\HHH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #974: 2-Butanol, (R)-
45.0
REmm e
4.60 4.80 5.00 5.20 5.40
5000 ITI/Z 41.00 14.10%
31.0 59.0
UL 39 730
o‘,‘m_‘H‘w,w_wwwmWm_‘H‘w_ww_wm
m/z--> 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 A
Abundance #963: 2-Butanol B R R
45.0 4.60 4.80 5.00 5.20 5.40
m/z 43.95 8.70%
5000 31.0
59.0
b 90 w10 | so o ISl
m/z--> 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 2-Pentanol, 4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.234  12.28 ug/L 233088 Chlorobenzene-d5 9.424

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 90
2 2-Hexanol 102 C6H140 000626-93-7 83
3 2-Hexanol 102 C6H140 000626-93-7 78
4 2-Nonanol 144 C9H200 000628-99-9 78
5 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 72

Abundance Scan 2144 (8.234 min): VU045231.D\data.ms (-2136) (-) m/z 44.95 100.00%

45.0
5000
69.0
“H‘H‘w“u‘u‘w‘u
57.0 ‘ 87.0 8.00 8.20 8.40 8.60
Obrrrrrrerrrrrprrrttle et esdper ol 29903120 /7 43,00 31.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5015: 2-Pentanol, 4-methyl-
45.0
5000 \\\\‘\\\\’\\\\‘\\\\‘\\\
8.00 8.20 8.40 8.60
69.0 m/z 69.00 27.62%
7.
150270 ||| SO | 870,44
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4963: 2-Hexano
45.0
R R ERRRRES LE T
8.00 8.20 8.40 8.60
5000 m/z 40.95 26.78%
69.0
27.0 ‘ ‘
57.0 84.0
NI 0 N
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4958: 2-Hexano
45.0 8.00 8.20 8.40 8.60
m/z 38.95 13.42%
5000
270 69.0
ol 150 %17 || 570 870 1010
R R R e R e A RARE AR AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzene, propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.909 37.63 ug/L 749452  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 86
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CI1N 013622-43-0 72
Abundance Scan 2976 (10.909 min): VU045231.D\data.ms (-2964) (- m/z 90.95 100.00%
91.0
5000
120.0 A SVAv)
370 510 10780 | 1050 o
Olrrprrrr et prethpee e e m/z 120.00 21.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10702: Benzene, propyl-
91.0
5000 /\\‘ T j\
11.00
120.0 m/z 65.00 11.27%
65.0
H‘HH‘HH’HH‘H\\’HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\\H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10701: Benzene, propyl-
91.0 j\ /\
\
11.00
5000 m/z 92.00 10.66%
120.0
65.0
o260 %90 520 "1 780 | 1050
s R RRAsas R o R e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\
Abundance #10700: Benzene, propyh A e
91.0 11.00
m/z 78.00 6.83%
5000
65.0 . 120.0 J\
0 2 \?0 ‘ 1, ‘ 10\50 ‘ e

m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Benzene, 1-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.002 163.92 ug/L 3264590 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3005 (11.002 min): VU045231.D\data.ms (-2990) (-  m/z 105.00 100.00%
105.0
5000
120.0 k A
: e
390 630 77‘"0 91"0 | 11.00
O g rrnpreyee el ol m/z 120.00  30.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 L /\M : /\ oA
m/z 77.00 12.64%
77.0 91.0
O\\‘]\_\5\.(\)‘\\\‘\‘\\3\\9‘.?\\\“\\\\6‘%\-‘\0\‘\\\}“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 \ ]\
: e A
11.00
5000 m/z 90.95 12.56%
120.0
77.0 91.0
0380 200 L 00 L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl- ‘
105.0 11.00
m/z 106.00 8.73%
5000
120.0
39.0 77.0 91.0 A
obrer280 Loy 880 4 1 b LW
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 4-Heptanone, 2,6-dimethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.237 4.15 ug/L 82623 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 94
2 4-Heptanone, 2,6-dimethyl- 142 CSH180 000108-83-8 91
3 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 91
4 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 90
5 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 72

Abundance Scan 3078 (11.237 min): VU045231.D\data.ms (-3066) (- m/z 57.00 100.00%

57.0 85.0
5000
.
T ‘ \)“‘\\ T T ‘ T
‘ ‘ ‘ 1080 14‘2-0 11.00 11.50
ol SO28 L m/z 85.00  89.82%
miz--> 20 40 60 80 100 120 140
Abundance #23057: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 A T
41.0 11. OO ll 50
m/z . 33.97%
142.0
O \]-\5\.9\‘\‘\ \‘i“\ T \W ’ T \‘\ T ‘ \‘\ \]_\Oil\o\ L ‘ \‘\ T “\ T
miz--> 20 40 60 80 100 120 140
Abundance #23067: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
11 OO ll 50
5000 41.0 ITI/Z 58.00 24.93%
142.0
oltso | L e
miz--> 20 40 60 80 100 120 140 M
Abundance #23066: 4-Heptanone, 2,6-dimethyl- Pty
57.0 11. OO 11.50
85.0 m/z . 16.78%
5000
41.0
‘ ‘ ‘ 142.0
O\1\5(9\‘”\“‘\H‘;‘,H‘H‘muiuu‘mu‘\u
m/z--> 20 40 60 80 100 120 140 11 00 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Benzene, 1-ethyl-4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.295 53.19 ug/L 1059340 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3096 (11.295 min): VU045231.D\data.ms (-3085) (-  m/z 105.00 100.00%
105.0
5000
120.0 j\
—
77.
38.9 63.0 “0 9ﬁ0 11.00 11.50
Ol prrrrprrebprrrelirepibe et bt m/z 12000 29.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

5000 AL R L

120.0
m/z 76.95 13.00%

77.0 91.0
H‘\H\‘\2\6\\?\\H“‘\H\i‘\‘ui‘e‘%\"(\)\‘u\‘H‘HH“M\\‘\‘11\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl
105.0 j\

11.00 11.50

o

5000 m/z 90.95 12.17%
120.0
77.0 91.0
ol 150 B0 . 830
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0 11.00 11.50

m/z 79.00 9.78%

5000 1200
77.0
51.0 91.0 K
0 27.0 | i “64‘1‘.0 ‘\\ ‘ Ll H‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39

Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 p-Cymene Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.748 4.37 ug/L 86986 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1eH14 000099-87-6 95
2 p-Cymene 134 C10H14 000099-87-6 94
3 p-Cymene 134 C1eH14 000099-87-6 93
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 87
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 87

Abundance Scan 3237 (11.748 min): VU045231.D\data.ms (-3224) (-
119.0

m/z 119.00 100.00%

5000
Nl el
389 64.9 ‘ ‘ 1450 11.50 12.00
0 “‘“‘“HM‘NwwNW“NW‘WU‘yW"Mu‘w‘u}““ m/z 134.00 26.12%
m/z--> 20 40 60 80 100 120 140
Abundance #16993: p-Cymene
119.0
5000 a AN D
91.0 11.50 12.00
m/z 90.95 24.51%
65.0
50 90, 80 || 150
0 \\‘\‘\‘1\\‘\\‘i\"‘i\\\H‘\\w‘\“m\\{‘\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0
11.50 12.00
5000 m/z 117.00 14.01%
91.0
39.0
15.0 65.0 ‘ | 13‘5.0
o} OO S 00 MR PRSI 'S RSO e v
m/z--> 20 80 100 120 140
Abundance #16995: p-Cymene
119.0 11.50 12.00
m/z 118.00 10.80%
5000
91.0
41.0 65.0 135.0
O\H‘H\\\“‘\\‘\\,H‘HM\\1‘\“1‘””\”‘\‘”” . b
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.899 70.84 ug/L 1410890 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3284 (11.899 min): VU045231.D\data.ms (-3271) (- m/z 104.95 100.00%
105.0
5000 120.0 A
— T
390 630 77‘-0 91.0 11.50 12.00
Obrrrerrprereperieeefires sl b sl myz 120,00 41.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 120.0 L /\ —
11.50 12.00
770 m/z 76.95 13.41%
51.0 7 91.0
O \\’\\\\’\2\\7\.?\\\\"\\\\"‘\‘\\\“6\4\"‘10\‘\\\‘1“\\\\“\\H‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
11.50 12.00
m/z 90.95 10.29%
5000 120.0
39.0 77.0 91.0
0 ",lﬂr)((‘),‘H‘\,m“,Mm‘,‘\u"6‘?;‘9‘,”“1‘,‘m,‘uH,“‘!‘,HMH‘,‘HH,
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 11.50 12.00
m/z 119.00 9.52%
5000 120.0
28.0 77.0 91.0
51.0 :
RTINS0 S Y S | OV DOV 8
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.099 32.28 ug/L 642849 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 90
3 Indane 118 C9H1e0 000496-11-7 87
4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 81
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
Abundance Scan 3346 (12.099 min): VU045231.D\data.ms (-3329) (-  m/z 117.00 100.00%
117.0
5000
N
630 910 o iZ‘Od iZ‘Sd
38.9 . .
134.0
S MY B R ““ b U‘ e m/z 118.00  55.52%
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 - e
12.00 12.50
m/z 114.95 33.99%
39.0 sg0 91.0 ‘ /
O\\l:\;\()‘\‘\\\"\\\\“‘\‘\\\‘\\\\\\\“‘\\\\’\
miz--> 20 40 60 100 120 140
Abundance #10205:Benzene,14ﬂhenyh2—meﬂ1L
117.0
—
12 00 12.50
5000 m/z 90.95 16.88%
91.0
300 580 ‘
S RS AN < R P | N
mfz--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0 12.00 12.50
m/z 119.00 10.02%
5000 M
91.0
39.0 63.0 A
0 15.0 | NN \‘ | Il ‘/‘\‘ : AL

m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39

Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Benzene, (1-methylpropyl)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.375 5.01 ug/L 99706 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 60
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 60
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 55
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 55
5 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 55

Abundance Scan 3432 (12.375 min): VU045231.D\data.ms (-3419) (-  m/z 105.00 100.00%
105.0
5000
134.0 - ——
409 (oo 100 ‘ 12.00 12,50
N w‘\‘?l‘”, bl v WL L esies 26.17%
m/z--> 20 40 60 80 100 120 140
Abundance #17039: Benzene, (1-methylpropyl)-
105.0
5000 - =
12.00 12.50
134.0 m/z 134.00 21.67%
0 sto 7O |
O\\\‘\‘\\\“‘\\\\’\‘\\\“\\\\‘1\\\“\\\‘\‘\\\
miz-> 20 40 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 [\ f\ /
PV
12.00 12.50
5000 m/z 77.00 14.17%
134.0
77.0
0150 | 390 570, Ty ‘
Ao L a1 an ae
miz--> 20 40 60 80 100 120 140
Abundance #17046: Benzene, (1-methylpropyl)- ‘ /¥f\ I
105.0 12.00 12.50
m/z 40.90 13.83%
5000
134.0
wo so 70|
e s =
m/z--> 20 40 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Cyclohexanone, 3,3,5-trimet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.488 24.80 ug/L 493960 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 96
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
5 Cyclopentanone, 2,4,4-trimethyl- 126 C8H140 004694-12-6 53

Abundance Scan 3467 (12.488 min): VU045231.D\data.ms (-3451) (- m/z 83.00 100.00%

83.0
5000
55.0 119.0
A

39,0 140.0
| 980 12.50

— m/z 68.95  48.54%

miz--> 20 40 60 80 100 120 140
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0

o

5000 ‘
55.0 12 50
140.0 54.95 35.07%
3%0 125.0
O \]-\5\.9 T H T ‘i“\ T \‘ \‘ ‘ T ‘\‘\ T “!‘ T \9?‘0\ T ‘ \‘ 1T ‘ T
miz-> 20 40 60 80 100 120 140
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
12 50
5000 ITI/Z 56.00 33.60%
55.0
390 140.0
125.0
l L %80 T
Ot bt b P
miz-> 20 40 60 80 100 120 140
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0 12 50

m/z 119.00  30.50%

5000 41.0 56.0
‘ 140.0 /\ /\
125.0
0 15\0 H \‘\ ‘\‘ i “ 9%'0 | ‘ /\

m/z--> 20 40 60 80 100 120 140 12 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.575 6.31 ug/L 125632 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94

Abundance Scan 3494 (12.575 min): VU045231.D\data.ms (-3486) (-  m/z 119.00 100.00%
.0

119
5000 /\ /\
91.0 T T ‘ T T T T ‘
389 649 ‘ L 1350 12.50
ot el m/z 134.00 28.98%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12.50
m/z 90.95 17.65%
39.0 91.0
T \1\5‘\.(‘) T ‘\ T \".‘\ \‘i‘ T ‘63.\0\ \‘H‘ T \‘\ T ,‘1“\ \‘M T \1??‘0\
m/z--> 0 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
T \
12.50
5000 ITI/Z 120.00 10.42%
91.0
a0 w0 | s
O A R AL L L L SRS
m/z--> 0 20 40 60 80 100 120 140 /\ /\ M\
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- ‘ ‘fﬁ AL
119.0 12.50
m/z 117.00 9.49%
5000
91.0
39.0 65.0 ‘ ‘
m/z--> 0 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Indan, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.687 7.48 ug/L 148949 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 93
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
5 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 81

Abundance Scan 3529 (12.687 min): VU045231.D\data.ms (-3518) (-  m/z 116.95 100.00%

117.0
5000
132.0 \‘\ \‘\
5.0 . 91"0 | ‘ 12.50 13.00
0H‘HHM‘H_Hﬁ‘uqhﬂwthﬁgwuwwuww‘wuuiuwﬂm‘_‘ m/z 115.00  34.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
5000
132.0 12.50 13.00
910 ' m/z 132.00 25.87%
39.0 65.0 " ‘
O\\‘\\\\‘\\\‘\‘\\H“\\\\i‘\‘\\\“\w‘\\‘\\\‘\‘\\\\“\H\‘\\\\’Hll‘\\\}“‘\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
—r —
132.0 12.50 13.00
5000 m/z 90.95 15.92%
91.0
51.0
0 0 o |
O et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- = I
117.0 12.50 13.00
m/z 119.00 12.86%
5000 132.0
91.0
270 10 L rag o
Y Y01 SO MBS || A [ M
AR AR A AR NN LA AR AR UARAN AR RSN

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 Benzaldehyde, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.819 6.90 ug/L 137359 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 97
2 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 97
3 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 96
4 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 96
5 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 96
Abundance Scan 3570 (12.819 min): VU045231.D\data.ms (-3548) (-  m/z 90.95 100.00%
91.0
120.0
5000
65.0
— =
38‘ 9 ‘ 105.0 12.50 13.00
0breeeprrrepers b el e myz 12000 79.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10674: Benzaldehyde, 2-methyl-
91.0
120.0
5000 ﬁ\\/\‘ A M\
12.50 13.00
65.0

m/z 118.95 78.87%

39.0 ‘
\\‘]-\\5\\()‘\\\\‘\\\\‘\\\\U\\\\“1‘\H‘\VV\’H\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10672: Benzaldehyde, 3-methyl-
91.0 119.0 A
Pl

o

12.50 13.00
5000 ITI/Z 65.00 29.00%
65.0
39.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10670: Benzaldehyde, 3-methyl- A e /
91.0 119.0 12.50 13.00
m/z 63.00 18.18%
5000
65.0
Tl Ly
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
12.880 3.36 ug/L 66963 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 94
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93

Abundance Scan 3589 (12.880 min): VU045231.D\data.ms (-3580) (-  m/z 118.95 100.00%

119.0
5000 J\
e
389 649 10 s 1250 13.00
Ol b Ll 1145934 e 30.46%
miz--> 0 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 \/\/\ ' /‘\ ‘/\‘
12.50 13.00
9L.0 m/z 96.95 13.25%
39.0 65.0 ‘ ‘
O \‘\\1\5\.0‘\‘\\\“‘\\“”\‘ \\\‘H’\\}‘\"M‘ “\\\‘\‘\\\
miz--> 0 20 40 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
_ e
12.50 13.00
5000 m/z 76.90  10.59%
91.0
39.0 650 ‘ ‘
0 ““1‘5‘?“‘ ST “”, Pt ,“1“‘ “M el
miz--> 0 20 40 60 80 100 120 140 A
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl- e At
119.0 12.50 13.00
m/z 104.95 10.19%
5000
91.0
39.0 65.0 J
ol 180 T L B0 L b aso UM
m/z--> 0 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.973 6.66 ug/L 132671 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94

Abundance Scan 3618 (12.973 min): VU045231.D\data.ms (-3601) (- m/z 118.95 100.00%
119.0

5000
81.0
409 g ‘ 135.0 13.00
: 2152.0
| I TN e “‘1‘0‘1“ A A SIS m/z 134.00  47.80%
m/z--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 Alg 00
m/z 80.95 20.39%
41.0 91.0 1
O \]-\5\(‘)\‘\ T \“‘\ \‘\ \??\0\ \“ LI “\‘\ \‘\“ T \\%\ ‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
13.00
5000 m/z 91.00 17.86%
91.0
410 4390 | ‘ | 1?T5.0
o} EREBENEDSNE DS S S IR VRESS VM ESSSEN IS
m/z--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 13 00
m/z 120.00 11.28%
5000
91.0
300 650 135.0 /\
0 15.0 Ll Ly L 1l H‘ :%\ J\ ‘ N , ‘A

m/z--> 20 40 60 80 100 120 140 130
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.028 6.75 ug/L 134354 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95

Abundance Scan 3635 (13.028 min): VU045231.D\data.ms (-3626) (-  m/z 119.00 100.00%

119.0
5000 134.0
91.0

389 65.0 13.00
Ol prerrrrrrrerre ity el e m/z 134,00 46.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0

134.0 A A

5000 A L :
13.00

m/z 91.00 17.06%

91.0
\\‘]-\\5\\0‘\\\\‘\\f‘]‘x\?\‘\\\\‘6\\5\\0‘\\\‘\“\\H‘\\H‘\\H‘\\‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0

o

1300
5000 134.0 m/z 120.00  9.86%
39.0 65.0 91.0
0‘Wm‘H“"‘m“‘wi‘:‘mw‘wm‘ww‘mwmW““lw_“‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- N ‘ Y
119.0 13.00
m/z 77.00 9.38%
134.0
5000
410 91.0 [\
0‘Wm‘m‘wm“wi1‘”‘6‘:‘3‘;9‘m‘:‘_W‘MW‘HH‘m‘:lw““‘wu P ‘GWMJ‘\M £
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

SFAMULM@92321WMA.M Tue Oct 12 05:20:04 2021 Page: 27



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39

Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 o-Cymene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.456 9.73 ug/L 193720 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 50
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 50
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 50

001587-04-8 50
000535-77-3 50

4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14

Abundance Scan 3768 (13.455 min): VU045231.D\data.ms (-3747) (- m/z 119.00 100.00%

119.0
5000 134.0
91.0
=
0 g0l |l
ok b e Ol Wl gz 11700 82.55%
m/z--> 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene
119.0
5000 /\/\\ j\ T T f
13.50
91.0 134.0 m/z 134.00 40.53%
39.0 :
15.0 65.0
O\\\‘\ T \‘\ T “\ \“\‘\“‘\‘\ T \‘”‘ T T ‘W\ \‘\w T T
m/z--> 20 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0
A
13.50
5000 ITI/Z 115.00 30.25%
91.0 132.0
390 450 ‘
Oty \‘\\M\“”\\JW\ in‘M\\ H‘\NLH‘
m/z--> 20 80 100 120 140 AA‘ J\
Abundance #16114: Benzene, 2-butenyl- Al A‘
117.0 13.50
m/z 132.00  28.28%
132.0
5000 91.0
39.0 65.0 A A
o“¥59‘H“«u‘mm Nk‘ww ‘H“N“!“l&h“ A
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 26 Azulene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.089 13.84 ug/L 275650 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Naphthalene 128 C10HS8 000091-20-3 93
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3965 (14.089 min): VU045231.D\data.ms (-3951) (-  m/z 128.00 100.00%

128.0
5000
T \
51.0 740 1020 ‘ 14.00
Ob et il 2988z 127,00 13.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 — ‘
14.00
m/z 129.00 11.26%
510 750 1020
O‘\\\\‘\\‘\\‘w‘\w“\\\\“\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13683: Naphthalene
128.0
T \
14.00
5000 ITI/Z 102.00 8.83%
o270 51.0 770 1020
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13685: Naphthalene 1 ‘
128.0 14.00
m/z 51.00 8.17%
5000
64.0
102.0
0 . P | NSRS B WS A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45231.D

Acqg On : 08 Oct 2021 00:39
Operator : SY/MD

Sample : M4138-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 1.360 2.6 ug/L 37543 1 6.253 726050 50.0
Sulfur dioxide 1.475 34.6 ug/L 501913 1 6.253 726050 50.0
2-Aminoethyl hy... 1.842 3.8 ug/L 55166 1 6.253 726050 50.0
(DEL) Alkane: S... 3.359 2.9 ug/L 42267 1 6.253 726050 50.0
(DEL) Alkane: S... 3.697 3.0 ug/L 43340 1 6.253 726050 50.0
(DEL) Alkane: C... 4,533 4.8 ug/L 69246 1 6.253 726050 50.0
2-Butanol 4.990 32.2 ug/L 467364 1 6.253 726050 50.0
2-Pentanol, 4-m... 8.234 12.3 ug/L 233088 2 9.424 949299 50.0
Benzene, propyl- 10.909 37.6 ug/L 749452 3 11.816 995806 50.0
Benzene, 1l-ethy... 11.002 163.9 ug/L 3264590 3 11.816 995806 50.0
4-Heptanone, 2,... 11.237 4.2 ug/L 82623 3 11.816 995806 50.0
Benzene, 1-ethy... 11.295 53.2 wug/L 1e59340 3 11.816 995806 50.0
p-Cymene 11.748 4.4 ug/L 86986 3 11.816 995806 50.0
Benzene, 1,2,3-... 11.899 70.8 ug/L 1410890 3 11.816 995806 50.0
Indane 12.099 32.3 ug/L 642849 3 11.816 995806 50.0
Benzene, (1-met... 12.375 5.0 ug/L 99706 3 11.816 995806 50.0
Cyclohexanone, ... 12.488 24.8 wug/L 493960 3 11.816 995806 50.0
Benzene, 4-ethy... 12.575 6.3 wug/L 125632 3 11.816 995806 50.0
Indan, 1-methyl- 12.687 7.5 ug/L 148949 3 11.816 995806 50.0
Benzaldehyde, 2... 12.819 6.9 ug/L 137359 3 11.816 995806 50.0
Benzene, 2-ethy... 12.880 3.4 ug/L 66963 3 11.816 995806 50.0
Benzene, 1,2,3,... 12.973 6.7 ug/L 132671 3 11.816 995806 50.0
Benzene, 1,2,3,... 13.028 6.8 ug/L 134354 3 11.816 995806 50.0
o-Cymene 13.456 9.7 wug/L 193720 3 11.816 995806 50.0
Azulene 14.089 13.8 wug/L 275650 3 11.816 995806 50.0
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