LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : 07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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: VU@45227.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 18 rVB3 37141 37407 0.02% 0.011%
2 1.498 33 49 74 rBV2 458795 2226712 1.42% 0.637%
3 1.597 76 80 92 rVB 194232 271557 0.17% 0.078%
4 1.845 150 157 164 rBV2 43851 98596 0.06% ©0.028%
5 1.896 166 173 196 rVB 151359 271905 0.17% 0.078%
6 2.469 346 351 367 rVB5 2007 4760 0.00% 0.001%
7 2.562 367 380 395 rBV 256994 439361 0.28% 0.126%
8 2.636 396 403 411 rW 10349 15269 0.01% 0.004%
9 2.684 411 418 434 rVB2 12219 21228 0.01% 0.006%
10 2.784 434 449 464 rBV2 27344 71423 0.05% 0.020%
11 3.076 536 540 554 rVB2 11156 18938 0.01% 0.005%
12 3.198 571 578 594 rVB3 5579 11736 0.01% 0.003%
13 3.359 616 628 645 rVB 18124 41838 0.03% 0.012%
14 3.697 720 733 751 rVB3 17293 42936 0.03% 0.012%
15 3.870 770 787 809 rBV 117536 279242 ©0.18% 0.080%
16 4.533 976 993 1009 rBV2 26608 68428 0.04% 0.020%
17 4.629 1009 1023 1038 rVV 146808 353427 ©0.23% 0.101%
18 4.710 1038 1048 1071 rVB 78819 183308 ©0.12% 0.052%
19 4.989 1120 1135 1147 rBV 191147 436991 0.28% 0.125%
20 5.067 1148 1159 1189 rVB 232609 525601 ©.34% 0.150%
21 5.388 1242 1259 1274 rBV2 30989 71916 0.05% 0.021%
22 5.462 1274 1282 1294 rVV6 3045 6746 0.00% 0.002%
23 5.591 1313 1322 1325 rBV6 3610 5187 ©.00% 0.001%
24  5.639 1331 1337 1344 rVB5 3084 4350 0.00% 0.001%
25 5.729 1344 1365 1374 rVV2 486834 1309722 0.84% 0.375%
26 5.777 1375 1380 1394 rVV 187689 332668 ©0.21% 0.095%
27 5.851 1395 1403 1415 rVW4 9179 18606 ©0.01% 0.005%
28 5.925 1415 1426 1436 rVV5 8339 18109 0.01% 0.005%
29 5.993 1436 1447 1464 rVB4 14685 33133 0.02% 0.009%
30 6.131 1480 1490 1500 rBV6 2151 4465 0.00% 0.001%
31 6.253 1511 1528 1552 rBV 386424 731201 0.47% 0.209%
32 6.533 1600 1615 1622 rBV3 8748 19079 0.01% 0.005%
33  6.697 1650 1666 1677 rVV 307330 605081 ©.39% 0.173%
34 6.764 1677 1687 1709 rVV 124690 264088 ©0.17% 0.076%
35 6.983 1741 1755 1768 rVW4 11736 22766 0.01% 0.007%
36 7.121 1790 1798 1809 rVVv2 3488 7228 0.00% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : 07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 7.182 1812 1817 1827 rVV5 2246 3765 0.00% 0.001%
38 7.243 1827 1836 1845 rVB10 2858 5500 ©0.00% 0.002%
39 7.568 1924 1937 1954 rBV 170377 302365 0.19% 0.086%
40 7.697 1967 1977 1983 rBV7 1306 2379 0.00% 0.001%
41  7.800 1992 2009 2021 rBV 125982 227057 ©0.14% 0.065%
42 7.902 2028 2041 2050 rBV 615318 1049819 0.67% 0.300%
43 7.976 2050 2064 2098 rVB 15440519 26110460 16.67% 7.467%
44  8.182 2118 2128 2136 rBV 116933 186277 ©.12% 0.053%
45  8.234 2136 2144 2173 rVB 103172 220557 ©0.14% 0.063%
46  8.372 2180 2187 2196 rVB5 4885 7863 0.01% 0.002%
47  8.420 2197 2202 2211 rVB8 1961 3275 0.00% 0.001%
48 8.639 2251 2270 2301 rBV 471462 834985 ©.53% 0.239%
49 8.812 2311 2324 2332 rVB8 4746 9714 0.01% 0.003%
50 8.870 2332 2342 2349 rBV2 5552 9392 0.01% 0.003%
51 9.217 2437 2450 2459 rBV5 5226 9532 0.01% 0.003%
52 9.333 2478 2486 2492 rBV4 2385 3894 0.00% 0.001%
53 9.378 2492 2500 2502 rBV3 6562 8038 0.01% 0.002%
54  9.423 2502 2514 2528 rVV 574822 957754 0.61% 0.274%
55  9.497 2529 2537 2547 rVW6 26359 61058 0.04% 0.017%
56 9.584 2547 2564 2586 rVV2 39991605 71294341 45.51% 20.389%
57 9.726 2587 2608 2643 rVB3 59407104 156669534 100.00% 44.804%
58 9.954 2672 2679 2687 rVB5 6167 8977 0.01% 0.003%
59 10.021 2691 2700 2710 rVB5 6746 12274 0.01% 0.004%

60 10.115 2710 2729 2761 rBV2 38336832 64350270 41.07% 18.403%

61 10.237 2762 2767 2772 rVV6 3473 5030 ©0.00% 0.001%
62 10.275 2775 2779 2792 rVB9 5173 8032 0.01% 0.002%
63 10.365 2795 2807 2821 rBV4 16481 31294 0.02% 0.009%
64 10.488 2832 2845 2864 rBV 1084839 1677276 1.07%  0.480%
65 10.568 2865 2870 2875 rVB4 1917 2623 0.00% 0.001%
66 10.655 2886 2897 2899 rBV7 5612 7433 0.00% 0.002%
67 10.761 2917 2930 2946 rBV 452333 725953  0.46% 0.208%
68 10.909 2964 2976 2990 rBV 468224 720585 0.46% 0.206%
69 11.002 2991 3005 3023 rVV 1485371 3128312 2.00% ©0.895%
70 11.092 3023 3033 3047 rVB 742473 1130439 0.72% 0.323%
71 11.237 3064 3078 3085 rBV 48471 80200 ©.05% 0.023%
72 11.295 3085 3096 3120 rVV 673965 1056055 0.67% 0.302%
73 11.410 3122 3132 3139 rVWV7 8186 18405 ©.01% ©0.005%
74 11.471 3139 3151 3174 rVB 2388932 3660649 2.34% 1.047%
75 11.645 3188 3205 3216 rVB5 21337 42387 0.03% 0.012%
76 11.745 3224 3236 3245 rBV2 49734 81625 ©.05% 0.023%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : 07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 11.815 3245 3258 3271 rVB 619900 994052 0.63% 0.284%
78 11.899 3271 3284 3297 rBV 877184 1353592 0.86% 0.387%
79 12.018 3312 3321 3329 rBV4 21805 36424 0.02% 0.010%
80 12.098 3332 3346 3364 rVV2 353339 618756 ©.39% 0.177%
81 12.195 3364 3376 3395 rVB 683342 1113321 0.71% 0.318%
82 12.304 3400 3410 3418 rBV3 12617 20509 0.01% 0.006%
83 12.375 3418 3432 3450 rVB4 45266 97938 0.06% 0.028%
84 12.487 3450 3467 3486 rBV3 182677 483853 0.31% 0.138%
85 12.574 3486 3494 3502 rVWV 75920 121211 ©0.08% 0.035%
86 12.616 3502 3507 3518 rVV 24661 38993 0.02% 0.011%
87 12.687 3518 3529 3547 rVB3 69934 140433 0.09% 0.040%
88 12.819 3553 3570 3580 rBV 67108 149464 ©0.10% 0.043%
89 12.880 3580 3589 3601 rVB3 39707 65184 0.04% 0.019%
990 12.973 3601 3618 3626 rBvV2 49229 128980 0.08% 0.037%
91 13.028 3626 3635 3648 rVB2 79836 130255 ©0.08% 0.037%
92 13.256 3696 3706 3709 rBV6 1516 2213 0.00% 0.001%
93 13.298 3709 3719 3740 rVB 25487 41342 0.03% 0.012%
94 13.455 3745 3768 3779 rBV3 101128 183194 ©0.12% 0.052%
95 13.520 3780 3788 3798 rVB3 10412 16880 0.01% 0.005%
96 13.629 3811 3822 3834 rVB2 25416 40377 0.03% 0.012%
97 13.741 3847 3857 3868 rVV2 17396 29855 0.02% 0.009%
98 13.790 3868 3872 3878 rVB5 1975 2126 ©0.00% 0.001%
99 13.841 3880 3888 3901 rVBO 3474 7253 0.00% 0.002%
100 14.089 3953 3965 3982 rVV 161441 260874 ©0.17% 0.075%

Sum of corrected areas: 349677465
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\

1 VUe45227.D

: 07 Oct 2021 23:04
: SY/MD

: M4138-08

: 5.0mL/MSVOA_U/WATER
. 32

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

Abundance

5e+07

4e+07

3e+07

2e+07

1le+07

o

TIC: VU045227.D\data.ms

525 6E0R T HI181253 6.538.69

.58
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ TTTT{TTTT] H\\‘\\\\‘\\\\‘\\H‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘\\\\‘\\H‘\\‘r\“‘HH‘HH‘HH‘HH’HH

3594D897 18896 2.459@&8B784 3.036198.359  3.69B.870 0 4.98%67

Time-->
Abundance

5e+07

4e+07

3e+07

2e+07

1le+07

1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 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

TIC: VU045227.D\data.ms
9.726

9.584 10.115

7.976

A71

6.08312733 _7.56850B0902 8A8BEI208.638 8570 _ 0.299%9 kgl tmmé@#%@s"ﬁl@&c’@ﬁ@ﬂé almslﬁ%%i@&

Time-->
Abundance

5e+07

4e+07

3e+07

2e+07

1le+07

ol—P-99et AR PLABEIL)T 2000, 2B | T

7.00 750 &00 8.50 9.00 9.50 1&00

TIC: VU045227.D\data.ms

1050 1100 1150 1200

21 3CBR EPZHE /B ERR 123 32268 23R GRFABA114.089

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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.
1.359 2.56 ug/L 37407 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 Cyclopropane 42 C3H6 000075-19-4 9
5 Cyclopropene 40 C3H4 002781-85-3 4

Abundance Scan 6 (1.359 min): VU045227.D\data.ms (-3) (-) m/z 40.95 100.00%

41.0
5000 K
REamanasas sty e
“ 59.8 1.401.501.601.70 1.80
O e e e R e e m/z 38.90 83.16%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000 L L RN B
27. 1.401.501.601.70 1.80
m/z 42.00 58.30%
1.0 15.0
OH\HH\‘HH‘HH‘H\}}HH‘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
Raamanasas SEEE e
1.401.501.601.70 1.80
5000 27.0 m/z 43.90 36.92%
20 0
O et T e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #63: Cyclopropane e R ERERRE R
42.0 1.401.501.601.70 1.80
m/z 42.95 32.42%
5000
27.0
140
0 2. i ‘\ H |

I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.401.501.60 1.70 1.80

(AR RN RN RARRRARERRERE [T T T T T T T T T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 2
R.T. EstConc Area Relative to ISTD R.T.
1.498 152.26 ug/L 2226710 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 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 49 (1.498 min): VU045227.D\data.ms (-33) (-) m/z 63.90 100.00%

3.9
w /RN
T
1.40 1.60 1.80
b 2y m/z 47.90 52.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 | L L L
140 160 1.80
m/z 65.90 5.00%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
T
140 160 1.80
5000 m/z 49.90 2.51%
17.0
ool B8 | eeo
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- T
64.0 1.40 1.60 1.80
m/z 64.90 0.86%
5000
44,
16.0
ol L ‘ ‘ 93.0 1150 143.0 169.0
et A e e e e T
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@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 Aminomethanesulfonic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
1.845 6.74 ug/L 98596 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 64
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 64
5 (N-(-2-Acetamido))-2-aminoethane... 182 C4H10ON204S 007365-82-4 64
Abundance Scan 157 (1.845 min): VU045227.D\data.ms (-150) (-) m/z 63.90 100.00%
5000 47.9 /KM«
A RAARME A
1.60 1.80 2.00 2.20
oS b e B m/z 47.90 43.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 LI L I L LI LN B
1.60 1.80 2.00 2.20
m/z 43.90 8.80%
16.0 32"0
O\\\‘\\1\‘\\\\‘\\\\‘\\\\1\\\\‘\ }\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6974: Aminomethanesulfonic acid
64.0
e RARRMEEE
1.60 1.80 2.00 2.20
5000 48.0 m/z 65.90 4.96%
17.0
M 32.0 .
o+t e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #21639: 2-Aminoethyl hydrogen sulfate R AR ST
64.0 1.60 1.80 2.00 2.20
m/z 59.80 1.70%
5000 48.0
0 bl 890 930 1110
R T Ram e A P T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 2.86 ug/L 41838 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 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 50
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 50
Abundance Scan 628 (3.359 min): VU045227.D\data.ms (-616) (-) m/z 57.00 100.00%
57.0
41.0
5000
R AR RmEEE L
H |, 70 860070 3.00 3.20 3.40 3.60
O prerd et e e e e m/z 56.00  82.30%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-
57.0
290 410 A
5000 \‘\ﬂu\‘"uu‘uu‘uu‘\
3.00 3.20 3.40 3.60
m/z 40.95 58.75%
15.0 |, 710 860
O \\\‘.\\\\‘\\\\‘\\}\‘\\\\i\\\\‘\‘\\}‘\\\\‘\\\\‘\\}\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl-
57.0
AL R A
410 3.00 3.20 3.40 3.60
’ m/z 42.90 20.12%
5000 29.0
L aso || 70 sso
e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100 /\
Abundance #2050: Pentane, 3-methyl- . ﬁ\“‘ﬁ\“““‘ﬂ““‘
57.0 3.00 3.20 3.40 3.60
m/z 38.90 16.90%
29.0 41.0
5000
15.0 ‘ 71.0 86.0 /\
0 m‘:m_mu:Wm‘um‘m‘mwwmwmww 1 1
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 2.94 ug/L 42936 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 72
2 n-Hexane 86 C6H14 000110-54-3 72
3 2-Ethyl-oxetane 86 C5H100 1010386-40-2 72
4 n-Hexane 86 C6H14 000110-54-3 56
5 n-Hexane 86 C6H14 000110-54-3 50
Abundance Scan 733 (3.697 min): VU045227.D\data.ms (-720) (-) m/z 57.00 100.00%
57.0
41.0
5000
86.0 o A
‘ || 708 3.40 3.60 3.80 4.00
O e e e e e M/ 41,00 71.08%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
43.0
29.0 \
5000 MH‘H\QHH‘HH”‘\Q\
3.40 3.60 3.80 4.00
86.0 m/z 42.90 53.98%
15.0 | ‘ 710 |
O\\\‘.\\\\‘\\‘\\‘\\1\‘\\\\}\}\\‘\‘\‘\}‘\\\\“\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.00 51.78%
86.0
15.0 71.0
0ttt e M
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane A Rmm A
57.0 3.40 3.60 3.80 4.00
m/z 42.00 29.37%
41.0
5000
29.0 86.0
71.0
015'0‘ N R A —
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@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 20
R.T. EstConc Area Relative to ISTD R.T.
4.533 4.68 ug/L 68428 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 86
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): VU045227.D\data.ms (-976) (-) m/z 56.00 100.00%
56.0
5000 410 69.0
EAEEmaEE s S
‘ ‘ ‘ 83.9 4.20 4.40 4.60 4.80
Ol et ol sz 41,08 51.28%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L R B R R

4.20 4.40 4.60 4.80
m/z 69.00 44.49%

28.0 H ‘ 84.0
O \\\‘\\\\‘]\-?\.(\)‘\\}H“\\\}}\‘\\\i‘\u‘\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
PP
41.0 4.20 4.40 4.60 4.80
5000 m/z 55.00  26.84%
69.0
27.0
84.0
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- “‘H“_“WW/XW“H‘
56.0 4.20 4.40 4.60 4.80
27.0 m/z 38.90  23.66%
5000
42.0
‘ ‘ ‘ 84.0
0 \\\‘H\\‘\H\‘Hm‘\ul‘}‘\‘uw\‘;‘\‘HH‘HH‘\!H‘H R e
m/z--> 0O 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@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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.
4.989  29.88 ug/L 436991 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 (4.989 min): VU045227.D\data.ms (-1120) (-) m/z 45.00 100.00%

45.0
5000
59.0

T
39 4.60 4.80 5.00 5.20 5.40
- 29, 73.0

5
e DA e e m/Z 59.00  24.89%

m/z--> 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #960: 2-Butano
48.0

5000 ‘H“‘H“‘H“‘H“,H
4.60 4.80 5.00 5.20 5.40

27.0 59.0 m/z 42.95 17.92%

90 lsso 14| ;o
\’H\\‘\\H‘HH’HH‘HH‘HH‘ \H \\\\‘H\\‘\\\\‘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

460480500520540

Lo

o

o

31.0 59.0
S 111 =" T Y-S
miz--> 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 /\
Abundance #964: 2-Butanol “‘H““W““‘H“,‘
45.0 4.60 4.80 5.00 5.20 5.40

m/z 43.95 9.15%

5000
59.0
310 ‘
0 250|| 390 530 73.0

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@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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  11.51 ug/L 220557  Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
2 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 78
4 2-Hexanol 102 C6H140 000626-93-7 74
5 2-Hexanol 102 C6H140 000626-93-7 72

Abundance Scan 2144 (8.234 min): VU045227.D\data.ms (-2136) (-) m/z 44.95 100.00%

45.0
5000
69.0

57.0 ‘ 84.0 8.00 8.20 8.40 8.60
Ll

96.9
Obrrrreerprrrr el el i L 227 1120 7 43,00 28.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5015: 2-Pentanol, 4-methyl-
45.0
5000 HH‘HH‘HH‘HH’\H

8.00 8.20 8.40 8.60
69.0 m/z 40.95  27.40%

. .
\\‘]\-\5\.\0‘ \2\3\'?\\\\“‘\‘\\\‘\5\1‘\(‘)\\\\“\\\\‘\817\‘0\ \J\-O\?\p\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5003: 2-Pentanol, 4-methyl-
45.0

8.00 8.20 8.40 8.60

o

5000 m/z 69.00 27.21%
27.0 ‘ 69.0
obeeregortbierell ST 1 870 1010
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5014: 2-Pentanol, 4-methyl- A e
48.0 8.00 8.20 8.40 8.60

m/z 38.90 13.36%
5000

69.0

150770 ||| 570 7 870

m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 5
R.T. EstConc Area Relative to ISTD R.T.
10.909 36.24 ug/L 720585 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 86
4 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 64
Abundance Scan 2976 (10.909 min): VU045227.D\data.ms (-2964) (-  m/z 90.95 100.00%
91.0
5000
120.0 A avAvi
65.0
389 550 | 780 | 1050 11.00
Olrrprrrrprrrrprredpree vt reb e b i s m/z 120.00 21.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10702: Benzene, propyl-
91.0
5000 T T T ﬂ
11.00
120.0 m/z 65.00 11.25%
65.0
OH‘\\H‘HH‘\\3\?“\0\\?%\0\\‘\‘\‘\\‘\?ﬁ‘o\\\\‘!\H]‘.\()\?\?HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10701: Benzene, propyl-
91.0
1100
5000 m/z 92.00 11.02%
120.0
65.0
o 260 %90 520 "7 780 | 1050
R e AR o e e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\
Abundance #10699: Benzene, propyl- ‘ .
91.0 11.00
m/z 78.00 6.79%
5000
120.0
65.0
ol 299,200 520 890 190 | 05 )

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@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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.
11.002 157.35 ug/L 3128310 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 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3005 (11.002 min): VU045227.D\data.ms (-2991) (-  m/z 104.95 100.00%
105.0
5000
120.0 | A
: e
390 630 77‘.0 91‘.0 11.00
Ol prrrrprrprrreirrpibe bbb m/z 120.00 30.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 L /\M : /\ e
120.0 11.00
m/z 91.00 12.82%
39.0 77.0 91.0
OH‘\\H‘\2\6\\?\\\\“‘\\Hi‘\‘ui‘e‘%\"\ow‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
T \
11.00
5000 m/z 77.00 12.69%
120.0
77.0 91.0
39.0
Oy B e b e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 k A
Abundance #10719: Benzene, 1-ethyl-2-methyl- ‘ A A
105.0 11.00
m/z 106.00 8.73%
5000
120.0
77.0 91.0
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@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 22
R.T. EstConc Area Relative to ISTD R.T.
11.237 4.03 ug/L 80200 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 94
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 64

Abundance Scan 3078 (11.237 min): VU045227.D\data.ms (-3064) (- m/z 57.00 100.00%

517.0 85.0
5000
40.9
e A M‘k
| ‘ ‘ 142.0 11.00 11.50
bl L m/z 8s.ee  86.11%
miz--> 20 40 60 80 100 120 140
Abundance #23067: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
N
5000
41.0 11,00 11,50
m/z . 33.51%
142.0
0 \1\5\.?\‘\‘\\““\\\‘i’\\‘\\‘\‘\\\‘\\\\‘\‘\\\“\\\
miz--> 20 40 60 80 100 120 140
Abundance #23057: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
11 00 11 50
5000 ITI/Z 58.00 24.79%
41.0
142.0
o150y U . oo 1
miz--> 20 40 60 80 100 120 140 M&
Abundance #23066: 4-Heptanone, 2,6-dimethyl- LR S
57.0 11. OO 11.50
85.0 m/z . 17.19%
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

SFAMULMO92321WMA.M Tue Oct 12 ©5:19:21 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 4
R.T. EstConc Area Relative to ISTD R.T.
11.295 53.12 ug/L 1056060 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 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 3096 (11.295 min): VU045227.D\data.ms (-3085) (-  m/z 105.00 100.00%

105.0
5000
120.0 j\
e
510 77.0 91.0 11.00 11.50
Orrererrrre 300 DL 840 L Al myz 120,00 29.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\M ‘ /\ ‘
120.0 11.00 11.50
m/z 76.95 12.81%
390 630 770 910
O\\‘]\_\\\‘\\\\‘\\\\‘\\\\“\\\\‘\‘\‘\\‘\\\}“\\\\“\\\\‘\‘}1\‘\\\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 j\
1100 1150
5000 ITI z 90.95 %
120.0
39.0 77.0 91.0
O 280 L1 820
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 79.00 .90%
5000
120.0
77.0 91.0
L BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 ll OO ll 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 14 p-Cymene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.745 4.11 ug/L 81625 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C10H14 000099-87-6 94
2 p-Cymene 134 C10H14 000099-87-6 94
3 o-Cymene 134 C10H14 000527-84-4 93
4 o-Cymene 134 C10H14 000527-84-4 93
5 o-Cymene 134 C10H14 000527-84-4 93

Abundance Scan 3236 (11.745 min): VU045227.D\data.ms (-3224) (-  m/z 119.00 100.00%

119.0
5000
a0 | om0 Ll sl g
389 650 ‘ | ‘ 11.50 12.00
0 H‘WHH‘H‘J,Mwm,;hhW‘wwH‘;:uHmm,uhuw_uw m/z 134.00  27.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16994: p-Cymene
119.0
5000 - AN ‘A
910 11.50 12.00
’ 134.0 m/z 90.95 23.62%
390 650 ‘ ‘
O\\‘J-\?\.\O‘\\H‘H\\"‘\\Hi‘\\\}’\‘\‘\\‘\HM“H\\"}‘\H‘\w\\’\\M‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16993: p-Cymene
i e
11.50 12.00
5000 m/z 117.60  14.27%
91.0
134.0
390  65.0 ‘
0“%%ﬂ‘wu‘Hhh‘qh‘HMM‘HM\HHMMHHW‘“MM‘HW‘MW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: 0-Cymene
119.0 11.50 12.00
m/z 118.00 13.04%
5000
134.0
91.0
41.0 65.0
O\\Mﬁw\ww\uﬁu\whwumh‘HMWHHNHHMWHMMMMH\MMW\\ ‘AT ; e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.899 68.08 ug/L 1353590 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, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3284 (11.899 min): VU045227.D\data.ms (-3271) (- m/z 105.00 100.00%
105.0
5000 120.0 J\
— T
390 630 77‘-0 91.0 11.50 12.00
Obrrprereprrerperetpereeiees ety bbepdfer m/z 120,00 41.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 120.0 — /\ :
11.50 12.00
770 m/z 77.00 13.28%
51.0 " 91.0
O \\’HH’\2\\7\.?\\\\"\\H"“\‘\\\“6\4\"‘10\‘\\\‘“‘\H\“\\H‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 j\
— L
120.0 11.50 12.00
5000 m/z 90.95 10.29%
39.0 77.0 91.0
N2 U P:OON OO ST O O
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 11.50 12.00
m/z 119.00 9.64%
5000 120.0
28.0 77.0 91.0 A
51.0 :
N O P Y N N Y N 6 0. ¥ 9
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@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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.
12.098 31.12 ug/L 618756 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Indane 118 C9H10 000496-11-7 87
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 81
5 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 76
Abundance Scan 3346 (12.098 min): VU045227.D\data.ms (-3332) (-  m/z 117.00 100.00%
11y7.0
5000
63.0 91.0 ‘J\/‘:LLZ‘OO‘ ‘12‘50
39.0 .
134.0
oHH"m‘,m‘”p‘hN_J‘H Al 220 gz 118.00  54.94%
miz-> 20 40 60 8 100 120 140
Abundance #10179: Indane
11y.0
5000 1
12 OO 12.50

‘ m/z 115.00  33.60%
|

39.0 58 0 91 0
O T \]-\3 \()‘ T ‘\ T " T \ T ‘ “\‘ T \ ‘ T \ \ T \ T T T T ‘ T
m/z--> 20 40 60 100 120 140
Abundance #10181: Indane
117.0

12.00 12. 50
91.0
olaso %0 P L
m/z--> 20 40 60 80 100 120 140
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50

m/z 119.00 10.03%

5000 91.0

39.0 65.0 f\}\ ]\
0 \‘\ \‘w | \“‘ Ll L, | [ ]\

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@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 17 Benzene, 1-methyl-4-propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.375 4.93 ug/L 97938 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 90
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 60
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 60
4 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 60
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 60
Abundance Scan 3432 (12.375 min): VU045227.D\data.ms (-3418) (- m/z 104.95 100.00%
105.0
5000
770 134.0 — —r—
409 o ‘ 12.00 12.50
0 ““w i el Ww e L ‘u‘ b m/z 109.00  27.86%
m/z--> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 o R
12.00 12.50
134.0 m/z 134.00  21.90%
77.0
O 1T ‘2\7‘\'0\\“ \E)\]‘_\-O\"\‘\ T \m‘ T \‘i T ‘h‘\ \‘\“ T \‘\ ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #17049: Benzene, 1-methyl-4-propyl-
105.0 /\ /\
MIVAR T
12.00 12.50
5000 m/z 77.00 14.82%
134.0
oL150 390 570 770 |
A A e e e
mfz--> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl- f f\/\ I
105.0 12.00 12.50
m/z 83.00 14.28%
5000
134.0
77.0
ol180 390 570 "0 |
e e e e e e — .
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@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 24.34 ug/L 483853 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 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 47

Abundance Scan 3467 (12.487 min): VU045227.D\data.ms (-3450) (- m/z 83.00 100.00%

83.0
5000 55.0
) 119.0
39‘0 140.0 ‘12\50‘
98 0 :
] S “HM el el PR b L 1 —  m/z 68.95 49.72%
miz--> 20 40 60 80 100 120 140
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 T
55.0 12.50
140.0 54.95 36.32%
39‘0 125.0
O \]-\5\.9\‘\‘\ \‘i“\ T \‘ \“ \‘\‘\ T “!‘\ \9?‘0\ T ‘ \‘\ L ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
12 50
5000 ITI/Z 55.95 33.88%
55.0
390 140.0
‘ 98.0 125.0
0 H‘,“UHHMuM‘mm“1”?"””_“”1”
miz--> 20 40 60 80 100 120 140
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl- e
83.0 12.50
m/z 119.00 29.52%
41.0
5000 56.0
‘ 140.0 /\
125.0
NIEE LR 0 N .o N V1
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@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 o-Cymene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.574 6.10 ug/L 121211 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C10H14 000099-87-6 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 97
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 97
5 o-Cymene 134 C10H14 000527-84-4 97

Abundance Scan 3494 (12.574 min): VU045227.D\data.ms (-3486) (-  m/z 119.00 100.00%

119.0
5000
134.0 A\
910 T T T T T T T
o | &8 L Ll 4 o
O rrprrrrprrrr et b e m/z 134.00  28.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
12.50
91.0 134.0 m/z 90.95 18.15%
41.0 65.0
O\\‘H\\‘H\‘.\O‘\H\“‘\H\“HH‘\‘\‘H‘H\M“\\H“i‘\\\‘\WH‘H‘\‘il\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: o-Cymene
119.0
T \
12.50
5000 ITI/Z 119.95 10.57%
134.0
91.0
0u%§R\WWufﬁ?uﬁuwﬁiﬂ\Jmuu‘muwwuwﬁw\uwuuwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A‘ //K
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- ”\A ‘ﬁﬁ AN >
119.0 12.50
m/z 76.95 10.05%
5000
134.0
| Ml
41.0 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.687 7.06 ug/L 140433  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 83
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 81
5 Indan, 1-methyl- 132 C10H12 000767-58-8 81
Abundance Scan 3529 (12.687 min): VU045227.D\data.ms (-3518) (-  m/z 116.95 100.00%
11v.0
5000
152.0 UL A an
Orerrresdrrrostio e it bt m/z 114,95 35.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
132.0
5000 N e
12.50 13.00
91.0 m/z 132.00 25.61%
39.0 65.0 ‘ ‘ ‘
OH‘HH‘\\\‘\‘\\\\“\\\\i‘i‘\\\‘\w‘\\‘\\\M"H\\“}\H‘\‘}‘H‘HH‘\H‘“‘\‘\H’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
132.0 § ‘
— ey
12.50 13.00
5000 m/z 90.95 15.89%
91.0
39.0 65.0 ‘
YOS OPY N O O | R
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 13.10%
5000 132.0
91.0
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@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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, 3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.819 7.52 ug/L 149464  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 97
2 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 97
3 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 96
4 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 96
5 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 96

Abundance Scan 3570 (12.819 min): VU045227.D\data.ms (-3553) (-  m/z 90.95 100.00%
91.0

120.0
5000
65.0
P s
‘ ‘ 148.0 12.50 13.00
om_muHm,“:unu_ulw‘m‘mu_m m/z 120.00  83.58%
m/z--> 20 40 100 120 140
Abundance #10672.BenzaMehyde,34nemyL
91.0 1190
5000 /\/\\/\‘ ‘/{\‘
65.0 12.50 13.00
‘ m/z 118.95 78.39%
O\\\‘\\‘\\‘\\\\"‘\\\‘\\!\‘\\\\‘\\\\‘\\\\
m/z--> 20 100 120 140
Abundance #10674.BenzaMehyde,24nemyL
91.0
120.0
R
12.50 13.00
5000 m/z 65.00 26.79%
65.0
39.0 ‘
0‘1‘5‘_‘”“_‘ ‘,“‘MWHM‘WH SR
miz-> 20 40 60 80 100 120 140 M A
Abundance #10670: Benzaldehyde, 3-methyl- A A e A
91.0 119.0 12.50 13.00
m/z 62.90 16.41%
5000
65.0 /\/\
o, MN A
m/z--> 20 40 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 3.28 ug/L 65184 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, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 93

Abundance Scan 3589 (12.880 min): VU045227.D\data.ms (-3580) (-  m/z 118.95 100.00%
119.0
5000 A
91.0 Pt
12.50 13.00
89 VO Ll oyl 1460 3
L T 11 S Ml m/z 134.00 31.51%
miz--> 0O 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 \M ' /‘\ j\
12.50 13.00
9L.0 m/z 90.95 14.67%
39.0 65.0 ‘ ‘
O \‘\\1\5\.0‘\‘\\\"‘\\“w\‘ \\\‘H‘\\}‘\“h‘ l\\\‘\‘\\\
m/z--> 0 20 40 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
— ==
12.50 13.00
5000 m/z 105.00 11.65%
91.0
39.0
o T R L L aseo
miz--> 0O 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- M A e
119.0 12.50 13.00
m/z 76.95 9.99%
5000
91.0
39.0 65.0 ‘ ‘
0 150 50 o b Ll /\Mﬂm \

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@45227.D

Acqg On : @07 Oct 2021 23:04

Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 32

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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 17

R.T. EstConc Area Relative to ISTD R.T.
12.973 6.49 ug/L 128980 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, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 96
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95

Abundance Scan 3618 (12.973 min): VU045227.D\data.ms (-3601) (- m/z 118.95 100.00%
119.0
AM
38.9 o0 1300
N 64. ‘ 135.0 152.0 .
O e u:‘wﬁ lul. “\1‘0‘%"9‘ s 1 60 m/z 134.00 49.58%
m/z--> 20 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 v\ ‘ /‘\ /\1300
m/z 81.00 21.43%
41.0 91.0 135.0
0 \1\5\.(‘)\‘\\\“"\\‘\‘\‘6?.\0\ \“‘\\\\‘m\\‘\“l\\\%‘\"\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
e
13.00
5000 m/z 90.90 17.89%
39.0 o0
: 65.0 135.0
0 ‘1‘5(?“‘ ‘ ““‘ VRN M T “1 et ‘M ; ‘?“ e
miz--> 20 40 60 80 100 120 140 j\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- == ‘
119.0 13.00
m/z 68.95 11.27%
5000
91.0
41.0 63.0 | ‘ | 1%50
o N I SN DU VREBS USSR L
m/z--> 20 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 16

R.T. EstConc Area Relative to ISTD R.T.
13.028 6.55 ug/L 130255 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 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 95

Abundance Scan 3635 (13.028 min): VU045227.D\data.ms (-3626) (-  m/z 119.00 100.00%

119.0
5000 134.0
91.0
38.9 65.0 13.00
Ol el i et Al m/z 134,00 41.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 A
5000 A A :
13.00
m/z 91.00 16.80%
91.0
O\\‘]-\\5\.\0‘\\\‘\‘\3?‘.‘?\\“\‘H\??\.\0‘\\\‘\“\\H‘HH‘\‘\‘H‘H‘\Hl\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 /A,
e -
134.0 13.00
5000 ' ITI/Z 120.00 9.48%
91.0
| 411.0 | 63\'0 L Ll L li
O e et e e et e e
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ f/\
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- L ‘A‘
119.0 13.00
m/z 76.90 9.02%
134.0
5000
41.0 910 /\
0 15.0 H. 6?0 L | H“ ‘\ ol ‘ ‘/\nm‘u/‘\;\‘

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 25 3-Phenylbut-1-ene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.455 9.21 ug/L 183194 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 50
2 o-Cymene 134 C1oH14 000527-84-4 50
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 50
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 50
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 50
Abundance Scan 3768 (13.455 min): VU045227.D\data.ms (-3745) (-  m/z 119.00 100.00%
119.0
5000 134.0
91.0
03 | 1356
el P2 ki MLl mz 117.00 86.56%
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
5000 e
13.50
m/z 134.00  41.25%
41.0 910
OH‘lHSH()‘HH‘HH“‘HH‘\\\\‘6\\5\\0‘\\\‘\“\\\\‘\\H‘HH‘H‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16991: o-Cymene
119.0
e
13.50
m/z 115.00  31.53%
5000 910 /
134.0
39.0 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 fJ\ JR
Abundance #16106: 3-Phenylbut-1-ene e Bl A‘
11v.0 13.50
91.00 28.54%
5000
91.0 132.0
39.0 650 ‘
o e I w

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : @07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 13.12 ug/L 260874 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 Azulene 128 C10HS8 000275-51-4 94
4 Naphthalene 128 C10HS8 000091-20-3 93
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3965 (14.089 min): VU045227.D\data.ms (-3953) (-  m/z 128.00 100.00%
12

8.0
5000
T
;g 510 75.0 102.0 | 14.00
O S0l Ty 889 Ll myz 127.00  12.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13683: Naphthalene
128.0
5000 —r ‘
14.00
m/z 129.00 11.01%
OH‘HH‘\\\\.‘Q\\s\]i.\'?\\‘Gﬁl\(\)‘z‘{?{.‘o\\H‘H\J-\?lz\.\()\‘\\\\‘\\l"\H\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120130
Abundance #13686: Naphthalene
128.0
ey
14.00
5000 ITI/Z 102.00 9.13%
510 64.0 7.0 10‘2.0 |
O et e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120130
Abundance #13679: Azulene T
128.0 14.00
m/z 51.00 8.11%
5000
51.0 102.0
64.0 :
270 | | TE° Il A
Ol b bl e pa L
m/z--> 20 30 40 50 60 70 80 90 100110120130 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100721\
Data File : VU@45227.D

Acqg On : 07 Oct 2021 23:04
Operator : SY/MD

Sample : M4138-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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... 1.359 2.6 ug/L 37407 1 6.253 731201 50.0
Sulfur dioxide 1.498 152.3 ug/L 2226710 1 6.253 731201 50.0
Aminomethanesul... 1.845 6.7 ug/L 98596 1 6.253 731201 50.0
(DEL) Alkane: S... 3.359 2.9 ug/L 41838 1 6.253 731201 50.0
(DEL) Alkane: S... 3.697 2.9 ug/L 42936 1 6.253 731201 50.0
(DEL) Alkane: C... 4,533 4.7 ug/L 68428 1 6.253 731201 50.0
2-Butanol 4.989 29.9 ug/L 436991 1 6.253 731201 50.0
2-Pentanol, 4-m... 8.234 11.5 ug/L 220557 2 9.423 957754 50.0
Benzene, propyl- 10.909 36.2 ug/L 720585 3 11.816 994052 50.0
Benzene, 1l-ethy... 11.002 157.3 ug/L 3128310 3 11.816 994052 50.0
4-Heptanone, 2,... 11.237 4.0 ug/L 80200 3 11.816 994052 50.0
Benzene, 1l-ethy... 11.295 53.1 ug/L 1056060 3 11.816 994052 50.0
p-Cymene 11.745 4.1 ug/L 81625 3 11.816 994052 50.0
Benzene, 1,2,3-... 11.899 68.1 wug/L 1353590 3 11.816 994052 50.0
Indane 12.098 31.1 wug/L 618756 3 11.816 994052 50.0
Benzene, 1-meth... 12.375 4.9 ug/L 97938 3 11.816 994052 50.0
Cyclohexanone, ... 12.488 24.3 ug/L 483853 3 11.816 994052 50.0
o-Cymene 12.574 6.1 ug/L 121211 3 11.816 994052 50.0
Benzene, 1-meth... 12.687 7.1 ug/L 140433 3 11.816 994052 50.0
Benzaldehyde, 3... 12.819 7.5 ug/L 149464 3 11.816 994052 50.0
Benzene, 2-ethy... 12.880 3.3 ug/L 65184 3 11.816 994052 50.0
Benzene, 1,2,3,... 12.973 6.5 ug/L 128980 3 11.816 994052 50.0
Benzene, 1,2,3,... 13.028 6.5 ug/L 130255 3 11.816 994052 50.0
3-Phenylbut-1-ene 13.455 9.2 ug/L 183194 3 11.816 994052 50.0
Azulene 14.089 13.1 ug/L 260874 3 11.816 994052 50.0
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