LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32522\
Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57
Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 31 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@32422WMA .M
Title : VOC Analysis

Signal : TIC: VU@47692.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.363 3 7 19 rvVB2 3441 5604 0.03% 0.011%
2 1.446 27 33 41 rVB 14358 14807 0.07% 0.029%
3 1.527 51 58 69 rvB 14694 17473 0.08% 0.034%
4 1.607 73 83 103 rBV 1215080 1470205 6.69% 2.870%
5 1.694 104 110 122 rVB 11043 15334 0.07% 0.030%
6 1.919 171 180 183 rBV 101372 134379 0.61% 0.262%
7 2.575 369 384 398 rBV3 255744 486697  2.22%  ©.950%
8 2.800 443 454 466 rVB 11017 19205 0.09% 0.937%
9 2.954 495 502 505 rBv3 559 586 0.00% 0.001%
106 3.051 520 532 546 rBV 29325 57599 0.26% 0.112%
11  3.359 613 628 656 rBV 304134 600459  2.73% 1.172%
12 3.578 691 696 697 rBV2 931 622 0.00% 0.001%
13 3.874 760 788 820 rBV 4891223 11436672 52.06% 22.329%
14 4.514 981 987 988 rBv4 543 497 0.00% 0.001%
15 4.668 1012 1035 1088 rBV 9833461 21966601 100.00% 42.887%
16 5.067 1143 1159 1182 rVB 187223 421637 1.92% 0.823%
17 5.321 1220 1238 1256 rBV 439250 984591 4.48%  1.922%
18 5.729 1343 1365 1377 rBV2 372002 1019868 4.64% 1.991%
19 5.893 1415 1416 1425 rVB4 975 916 0.00% 0.002%
20  6.163 1487 1500 1508 rVB4 2384 5328 0.02% 0.010%
21  6.250 1511 1527 1557 rBV 381693 725004  3.30% 1.415%
22 6.542 1603 1618 1651 rVV 764339 1440029 6.56% 2.811%
23 6.690 1651 1664 1681 rBV 233226 450829 2.05% 0.880%
24  6.883 1718 1724 1733 rBV4 1387 2222 0.01% 0.004%
25 6.928 1735 1738 1751 rVB4 995 1437 0.01% 0.003%
26 7.005 1757 1762 1763 rBV2 839 600 0.00% 0.001%
27 7.169 1801 1813 1825 rVV5 4341 9777 0.04% 0.019%
28 7.568 1923 1937 1956 rBV 122520 215129 ©.98% 0.420%
29 7.687 1968 1974 1977 rBV3 578 706 0.00% 0.001%
30 7.800 1999 2009 2018 rBV3 2503 3978 0.02% 0.008%
31 7.899 2026 2040 2053 rBV 477058 825756 3.76% 1.612%
32 7.970 2053 2062 2074 rVB 82818 141008 0.64% 0.275%
33 8.179 2113 2127 2141 rBV 88774 153036 0.70% 0.299%
34 8.401 2183 2196 2211 rVWW2 47669 82324 0.37% 0.161%
35  8.485 2213 2222 2232 rVV6 2709 5449 0.02% 0.011%

36 8.555 2232 2244 2256 rVWW 126076 212957 0.97% 0.416%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32522\
Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57
Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 31 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@32422WMA .M
Title : VOC Analysis
37 8.636 2257 2269 2305 rVV 348505 650764  2.96% 1.271%
38 8.787 2309 2316 2329 rvB8 3993 7774 0.04% 0.015%
39 8.861 2334 2339 2348 rVB7 1642 2367 0.01% 0.005%
40  8.925 2354 2359 2366 rBV6 1005 1282 0.01% 0.003%
41  9.282 2463 2470 2474 rBV3 991 1229 0.01% 0.002%
42 9.359 2484 2494 2497 rBV7 547 689 0.00% 0.001%
43 9.417 2499 2512 2537 rBV 565625 954476 4.35% 1.863%
44  9.571 2548 2560 2579 rBV 159259 263423 1.20% 0.514%
45  9.693 2587 2598 2617 rVB 39993 68171 0.31% 0.133%
46 10.099 2710 2724 2748 rBV 201276 331135 1.51% 0.646%
47 10.275 2771 2779 2786 rBV5 2890 3937 0.02% 0.008%
48 10.349 2795 2802 2810 rBV6 2671 3991 0.02% 0.008%
49 10.484 2833 2844 2857 rBV 83700 129822 0.59% 0.253%
50 10.600 2874 2880 2881 rBV 1080 903 0.00% 0.002%
51 10.642 2889 2893 2900 rBV5 734 1046 ©0.00% 0.002%
52 10.758 2916 2929 2944 rBV 364924 591970 2.69% 1.156%
53 10.816 2944 2947 2953 rWV5 2437 2331 0.01% 0.005%
54 10.857 2955 2960 2961 rvv2 968 940 0.00% 0.002%
55 10.906 2962 2975 2988 rVB 101803 165850 ©.76% 0.324%
56 10.999 2993 3004 3027 rBV 98310 217247 0.99% 0.424%
57 11.089 3027 3032 3036 rBvV3 1631 1744 0.01% 0.003%
58 11.230 3069 3076 3083 rvv3 4502 6688 0.03% 0.013%
59 11.291 3083 3095 3113 rVB 186102 296592 1.35% 0.579%
60 11.362 3113 3117 3123 rBV4 684 761 0.00% ©0.001%
61 11.423 3126 3136 3140 rBV5S 3727 5270 0.02% 0.010%
62 11.468 3140 3150 3168 rVB2 56680 91684 0.42% 0.179%
63 11.552 3168 3176 3184 rBV6 3592 5658 ©.03% 0.011%
64 11.610 3189 3194 3198 rBV2 4551 5878 ©.03% 0.011%
65 11.645 3199 3205 3215 rVB2 13715 19554 0.09% 0.038%
66 11.697 3215 3221 3228 rBV6 1777 2802 0.01% 0.005%
67 11.745 3228 3236 3244 rVB3 10494 14592 0.07% 0.028%
68 11.812 3244 3257 3272 rBV 680295 1082342 4.93%  2.113%
69 11.896 3273 3283 3292 rBV 38270 60700 0.28% 0.119%
70 12.095 3327 3345 3363 rBvV2 75221 141697 ©.65% 0.277%
71 12.195 3363 3376 3399 rVV2 557370 1068569 4.86% 2.086%
72 12.301 3399 3409 3422 rVV4 5038 9324 0.04% 0.018%
73 12.375 3425 3432 3442 rVB2 13659 20931 0.10% 0.041%
74 12.481 3451 3465 3488 rBV 350477 616358 2.81% 1.203%
75 12.613 3501 3506 3514 rVB5 4019 4563 0.02% 0.009%
76 12.681 3518 3527 3537 rBV3 10549 18347 0.08% 0.036%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32522\
Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57
Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 31 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@32422WMA .M
Title : VOC Analysis
77 12.790 3549 3561 3580 rBV 142253 294745 1.34% 0.575%
78 13.012 3623 3630 3642 rVB4 8808 14892 0.07% 0.029%
79 13.115 3659 3662 3669 rVB6 1020 1122 0.01% 0.002%
80 13.320 3723 3726 3732 rVB4 593 580 0.00% 0.001%
81 13.446 3761 3765 3766 rBV2 794 569 0.00% 0.001%
82 13.529 3780 3791 3808 rBV3 36487 57888 0.26% 0.113%
83 13.626 3815 3821 3825 rBV6 4093 5149 0.02% 0.010%
84 13.664 3825 3833 3844 rVB3 13729 21343 0.10% 0.042%
85 13.735 3849 3855 3863 rBV4 3815 5271 0.02% 0.010%
86 13.873 3886 3898 3912 rVB4 10004 18445 ©.08% 0.036%
87 14.008 3927 3940 3952 rVV2 84486 141875 ©.65% 0.277%
88 14.086 3952 3964 3974 rVV2 250555 415513 1.89% 0.811%
89 14.150 3974 3984 4010 rVB 171177 295677 1.35% 0.577%
90 14.327 4037 4039 4043 rVB4 1090 625 0.00% 0.001%
91 14.388 4048 4058 4078 rVB2 28504 49481 0.23% 0.097%
92 14.481 4082 4087 4094 rBV7 1581 2015 0.01% 0.004%
93 14.539 4095 4105 4119 rBV2 15303 26780 0.12% 0.052%
94 14.745 4164 4169 4171 rBV3 1010 953 0.00% 0.002%
95 14.880 4206 4211 4220 rVB6 2170 2818 0.01% 0.006%
96 14.951 4227 4233 4247 rVB6 3151 5624 0.03% 0.011%
97 15.111 4281 4283 4287 rBV2 707 543 0.00% 0.001%
98 15.221 4308 4317 4330 rVVW2 17954 29450 0.13% 0.057%
99 15.291 4335 4339 4343 rBV4 1051 1200 0.01% 0.002%
100 15.410 4367 4376 4389 rBV2 14982 24624 0.11% 0.048%
Sum of corrected areas: 51219904
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32522\

: VUe47692.D

: 25 Mar 2022 22:57
: SY/MD

: N2082-17

: 5.0mL/MSVOA_U/WATER
31

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA .M
: VOC Analysis

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance TIC: VU047692.D\data.ms
4.668
8000000
6000000
3.874
4000000
2000000
1.607
5.321 5.729 6.250 6242
3684621.694 1.919 2575, gop.ga51 2203578 . 5.067 = A°Bgo3 6168 | 6:6%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time—>  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
Abundance TIC: VU047692.D\data.ms
8000000
6000000
4000000
2000000
7.899 636 9.417 10.7
0[6B8amWB.1690 75688 B0, 9708.179 84080 S pEEDS  9.98%09-561603 10-091?191&494%00&%&9&%
it EOVELERD G LS Gl SAAS A S AR U NEER - S S A ST LS S
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VU047692.D\data.ms
8000000
6000000
4000000
2000000
doaeingo &
o225 A B ERT Q3132153 3208828e6m59750%0 4pREsBe4. B8 AIFE 19825410
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 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\VU@32522\
Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57

Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA .M
: VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzene, propyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.906 7.66 ug/L 165850 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 87

5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2

000140-28-3 64

Abundance Scan 2975 (10.906 min): VU047692.D\data.ms (-2962) (- m/z 91.00 100.00%

91.0
5000
11.00
39.0
ol b 2070 2810 ) 906,10 23.97%
m/z--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0 ﬁ\
5000 A\ ‘ J\ ‘
11.00
m/z 92.00 10.85%
0 |, | 120
0\\‘\\‘1\‘\‘\‘\“\\‘\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0 J\ [\
2 T ‘ T T T
11.00
5000 ITI/Z 65.00 9.74%
39.0 | | 1210
ol b e T e e
m/z--> 50 100 150 200 250 A
Abundance #10699: Benzene, propyl- 4
91.0 11.00
m/z 78.00 6.49%
5000
39.0 | 12L.o
O e L R A
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32522\
Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57
Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, 1l-ethyl-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.999 10.04 ug/L 217247 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 3004 (10.999 min): VU047692.D\data.ms (-2993) (-  m/z 105.05 100.00%
105.1
5000
120.1
AT
77.0 91.0
39.0 630 T 11.00
Ol i el et i - m/z 120010 32.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 L ‘ /\ i A
m/z 90.95 13.15%
390 63.0 77.0 91.0
OH‘\H\.‘H\‘\‘H\\“‘\\H“\\H“\‘\-‘H‘H\‘}“HH“}\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 /\
Ry
11.00
5000 m/z 77.00 11.63%
120.0
39.0 77.0 91.0
0‘WH‘“29‘?””““m{‘\w?%;‘?wu‘1“””“1"W‘;Mmu“uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #10723: Benzene, 1-ethyl-3-methyl- \ s e
105.0 11.00
m/z 103.10 8.45%
5000
120.0
39.0 77.0 91.0 j\
PN -{ O T N Y T I Y W L
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\VU@32522\
Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57
Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.291 13.70 ug/L 296592 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
Abundance Scan 3095 (11.291 min): VU047692.D\data.ms (-3083) (-  m/z 105.00 100.00%
105.0
5000
77.0 11.00 11.50
0 b 207.0
ot e e m/z 120.10 31.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 J\
5000 A 7 ‘ A :
11.00 11.50
m/z 91.00 12.71%
77.0
0 ;\5\-(‘)\‘\\3\9“.\0\‘\\“\‘H\““H‘M‘MH‘\H“\ LB B B I B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 A
Ry
11.00 11.50
5000 m/z 77.00 12.06%
39.0 77.0
R Y Y ——
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #10727: Benzene, 1-ethyl-4-methyl- e Pl frad
105.0 11.00 11.50
m/z 103.00 9.00%
5000
79.0 }\
39.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32522\
Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57
Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 1,2,3-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.896 2.80 ug/L 60700 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3283 (11.896 min): VU047692.D\data.ms (-3273) (- m/z 105.05 100.00%
106.1
L)
P i
38.9 77‘0 rosg 15O 12.00
o"w‘HJ‘w‘mmJ\H‘w‘:“mw“mH_Wwwwu m/z 120.05  40.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000 P AR
11.50 12.00
m/z 77.00 14.83%
77.0
O\J-\\‘\‘\\\“‘\\‘\\“\‘\\\““\\‘\\‘H‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
1150 1200
5000 m/z 119.00 12.05%
77.0
0150, 20 ke
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0 1150 1200
m/z 91.00 9.44%
5000
77.0
51.0
P2 O Y A]\ ‘ /\A/\A p
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32522\
Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57
Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Indane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.095 6.55 ug/L 141697 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 70
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
3 Indane 118 C9H10 000496-11-7 70
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 62
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 58

Abundance Scan 3345 (12.095 min): VU047692.D\data.ms (-3327) (-
A

m/z 117.10 100.00%

11
5000
63.0 ‘12‘00‘ |
38.9 . .
Ol e e Ll 1989 7 118,10 52.40%
mlz--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
117.0
5000 A“ N - \
12.00
390 580 910 m/z 115.00  39.20%
miz--> 20 40 60 100 120 140 160
Abundance #10197.Benzene,cydopropyh
117.0
T T
12.00
m/z 91.00 16.72%
5000 91.0
51.0
miz--> 20 80 100 120 140 160 /\ j\M
Abundance #10181Jndane ‘AA G AA“
117.0 12.00
m/z 116.00 15.35%
5000
39.0 63.0 91‘0 L“‘
L 1
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32522\
Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57
Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Cyclohexanone, 3,3,5-trimet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.481  28.47 ug/L 616358 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 97
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 97
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 3-Acetamidofuran 125 C6H7NO2 059445-85-1 50

Abundance Scan 3465 (12.481 min): VU047692.D\data.ms (-3451) (- m/z 83.00 100.00%
3.0

5000
55.0
‘ 140.1 A
12.50
07.1 ‘
o‘Hww“‘hH‘_um,ﬂluﬁuH‘“‘H_MW_M%Q‘?‘? m/z 69.00 48.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 L
55.0 12.50
140.0 m/z 55.00 33.31%
29.0
0\\\\‘\U\\“H\\\\“\\\\’!\\}M‘J\-]\-\Z\‘O\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
e
12.50
5000 ITI/Z 56.00 31.50%
55.0
270 140.0
olrrrpvr ol sk B970 1 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl- ‘ A e
83.0 12.50
m/z 41.00 25.76%
5000 55.0
27.0 140.0
bbb Lz L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32522\
Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57
Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzaldehyde, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.790 13.62 ug/L 294745 1,4-Dichlorobenzene-d4 11.812
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, 2-methyl- 120 C8H80 000529-20-4 96
4 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 96
5 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 96

Abundance Scan 3561 (12.790 min): VU047692.D\data.ms (-3549) (- m/z 91.00 100.00%

91.0 120.0
5000
65.0
39‘-0 519 “ 12:50 1300
Ol ol 780 WL 1080 w2 126,00 82.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10667: Benzaldehyde, 3-methyl-
91.0 119.0
5000
1250 1300
65.0 9
390 m/z 119.00 8.12%
O\\‘\\\\‘\\\\‘\\\‘\"\\\\‘\\\\’1‘\\\‘\\\\‘\\\\‘!\\\]‘-9\\0‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10675: Benzaldehyde, 2-methyl-
91.0
120.0
1250 1300
5000 ITI Z 65.00 5.05%
65.0
39
0‘w‘Hw‘H‘_H\ﬁwHN‘H,WH‘HH‘H‘WM‘W‘HW‘H‘MH‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10676: Benzaldehyde, 2-methyl-
91.0 120.0 12 50 13 00
m/z 63.00 4.91%
5000
65.0
39.0 ‘
oH_m_mwu‘,ww‘,1“”‘””_m‘;!”wwm‘w_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12 50 13 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32522\
Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57

Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA .M
: VOC Analysis

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Ethanone, 1-(2-methylphenyl)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.529 2.67 ug/L 57888 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(2-methylphenyl)- 134 C9H100 000577-16-2 97
2 Ethanone, 1-(2-methylphenyl)- 134 C9H100 000577-16-2 97
3 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 97
4 Ethanone, 1-(2-methylphenyl)- 134 C9H1e0 000577-16-2 97
5 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 95

Abundance Scan 3791 (13.529 min): VU047692.D\data.ms (-3780) (- m/z 91.00 100.00%

91.0 119.0
5000 134.0
65.0 s s :
43.0 ‘ 13.50
Obrerrerrrerreprertptbrebers bbb bbb m/z 119.00  98.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17588: Ethanone, 1-(2-methylphenyl)-
91.0 119.0
5000 134.0 - /\/\
13.50
65.0 m/z 134.00 47.08%
43.0 ‘
O\\‘]—\?\\0‘\\H‘HH"\‘\H“\H\’}‘\\\‘\H\‘HH’l\H‘\H\’\\Hl\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17601: Ethanone, 1-(2-methylphenyl)-
91.0 119.0 A
LA AL
13.50
5000 134.0 ITI/Z 65.00 23.26%
43.0 65.0
50 |
o] i NRSIRD AN SIS RS S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17587: Ethanone, 1-(3-methylphenyl)- \ — JA‘ ‘ ﬁ
91.0 119.0 13.50
m/z 43.00 12.82%
5000 134.0
65.0
43.0 ‘ A
oH‘HH‘W‘m“,“m}“H‘,:‘m_m_m,!‘H_m,w}w‘mw Ly {W”‘ [
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32522\
Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57
Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Benzaldehyde, 3,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.008 6.55 ug/L 141875 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dimethyl- 134 CS9H1e0 005779-95-3 94
2 Benzaldehyde, 4-ethyl- 134 C9H100 004748-78-1 94
3 Benzaldehyde, 4-ethyl- 134 C9H100 004748-78-1 90
4 Benzaldehyde, 3,4-dimethyl- 134 C9H100 005973-71-7 87
5 Benzaldehyde, 2,4-dimethyl- 134 CS9H1e0 015764-16-6 87
Abundance Scan 3940 (14.008 min): VU047692.D\data.ms (-3927) (-  m/z 134.00 100.00%
134.0
105.0
5000
77.0
51.0 . 1400 ‘
PR S0
Ol L nyz 133,00 98.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17567: Benzaldehyde, 3,5-dimethyl-
105.0 138.0
5000 77.0 L :
390 14.00
m/z 105.00  65.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17544: Benzaldehyde, 4-ethyl-
134.0
U A
14.00
5000 105.0 m/z 91.00  42.64%
510 77.0
27.0 H
0‘WH‘WH‘WHHMHHHNH‘NHMMH_‘JU‘H_M‘_H‘_HW‘Mw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 Fj\
Abundance #17551: Benzaldehyde, 4-ethyl- 1 =
133.0 14.00
m/z 77.00 31.27%
105.0
5000
77.0
51.0
27.0 ‘
0"‘H"‘H“"‘H"‘H‘lwu":HH"M"‘H‘}:W“‘lww“w“‘HW - ‘A\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32522\

Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57
Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M

Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 1H-Indene, 1-methylene- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.086 19.20 ug/L 415513  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 92
2 Naphthalene 128 C10H8 000091-20-3 90
3 Naphthalene 128 C10HS8 000091-20-3 64
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 64
5 Naphthalene 128 C10H8 000091-20-3 64

Abundance Scan 3964 (14.086 min): VU047692.D\data.ms (-3952) (-

m/z 128.00 100.00%

128.0
5000
105.0 1T \
5.0 770 g1, | | H 14.00
O 300 e L myz 134,05 24.06%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #13684: Naphthalene
128.0
5000 — ‘
14.00
102.0 m/z 133.00 23.79%
51.0 74.0 : ‘
O \‘\\2\8\-‘0\\\\“\\\\H\\\\‘}H\\‘\U“}‘\\\‘\.‘\\\i“!\\\‘\\\\‘\\l“\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #13686: Naphthalene
128.0
T T
14.00
5000 m/z 105.00 18.21%
0 mo w0
Ot e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #13683: Naphthalene s rﬁqu¥
128.0 14.00
m/z 127.00 13.53%
5000
51.0 770  102.0
0“HH‘HHWH‘Ju‘wN‘WNWHH‘W‘HWWHW‘HW‘JHMH‘_H e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32522\
Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57
Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Benzaldehyde, 3,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.150 13.66 ug/L 295677 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,4-dimethyl- 134 CS9H1e0 005973-71-7 97
2 Benzaldehyde, 3,5-dimethyl- 134 C9H100 005779-95-3 94
3 Benzaldehyde, 3,4-dimethyl- 134 C9H100 005973-71-7 94
4 Benzaldehyde, 2,4-dimethyl- 134 C9H100 015764-16-6 93
5 Benzaldehyde, 2,4-dimethyl- 134 CS9H1e0 015764-16-6 90
Abundance Scan 3984 (14.150 min): VU047692.D\data.ms (-3974) (- 133.00 100.00%
133.0
105.0
5000
77.0

51.0 “‘ ‘ ‘ 14.00 14.50

b e 2070 s 134,65 85.54%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17570: Benzaldehyde, 3,4-dimethyl-
138.0
105.0

o

5000 1
14 00 14 50
770 105.00  56.32%
O\\\‘\\\\‘\\‘\.\“‘\‘\\\“‘\\\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17567: Benzaldehyde, 3,5-dimethyl-
105.0 133.0
14.00 14.50
5000 39.0 77.0 m/z 77.00 27.40%
ol150
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17578: Benzaldehyde, 3,4-dimethyl- Jxﬂﬁk‘
133.0 14 00 14.50

m/z 91.00 17.40%

105.0
5000
77.0
)b x A
0 I \\H Ll o A A

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32522\
Data File : VU@47692.D

Acqg On : 25 Mar 2022 22:57
Operator : SY/MD

Sample : N2082-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

1H-Indene, 1-me... 14.086 19.
Benzaldehyde, 3... 14.150 13.

ug/L 415513
ug/L 295677

11.812 1082340 50.
11.812 1082340 50.

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, propyl- 10.906 7.7 ug/L 165850 3 11.812 1082340 50.0
Benzene, 1-ethy... 10.999 10.0 ug/L 217247 3 11.812 1082340 50.0
Benzene, 1l-ethy... 11.291 13.7 wug/L 296592 3 11.812 1082340 50.0
Benzene, 1,2,3-... 11.896 2.8 ug/L 60700 3 11.812 1082340 50.0
Indane 12.095 6.5 ug/L 141697 3 11.812 1082340 50.0
Cyclohexanone, ... 12.481 28.5 wug/L 616358 3 11.812 1082340 50.0
Benzaldehyde, 3... 12.790 13.6 wug/L 294745 3 11.812 1082340 50.0
Ethanone, 1-(2-... 13.529 2.7 ug/L 57888 3 11.812 1082340 50.0
Benzaldehyde, 3... 14.008 6.5 ug/L 141875 3 11.812 1082340 50.0

2 3 0
7 3 0
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