LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46168.D

Acqg On : 08 Dec 2021 12:13
Operator : SY/MD

Sample : M4960-11 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46168.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.475 37 42 51 rVB 27524 27612 3.36% 0.250%
2 1.604 74 82 96 rvB 107696 120938 14.71% 1.095%
3 1.919 172 180 194 rBV 76106 98524 11.98% 0.892%
4 2.382 314 324 344 rVB 59462 94957 11.55% ©.860%
5 2.575 371 384 397 rBV 169720 280254 34.08%  2.538%
6 3.054 525 533 542 rVB4 3495 6306 0.77% 0.057%
7 3.189 564 575 588 rBv2 3709 7979 0.97% 0.072%
8 3.359 620 628 636 rBv4d 1354 2184 0.27% 0.020%
9 3.880 775 790 803 rVB2 4650 10292 1.25% 0.093%
106 3.989 820 824 826 rBV3 366 363 0.04% 0.003%
11  4.449 963 967 971 rVB2 316 369 0.04% 0.003%
12 4.668 1009 1035 1074 rBV3 137358 478604 58.21% 4.334%
13 5.002 1135 1139 1143 rBV2 282 287 0.03% 0.003%
14 5.066 1143 1159 1179 rBV 145827 319511 38.86% 2.894%
15 5.729 1343 1365 1374 rBV2 300718 822227 100.00%  7.446%
16 5.880 1409 1412 1418 rVB5 1117 1152 0.14% 0.010%
17 6.160 1487 1499 1513 rBV2 4030 8313 1.01% 0.075%
18 6.253 1513 1528 1552 rBV 241309 458226 55.73%  4.150%
19 6.539 1605 1617 1632 rBV8 5261 11353 1.38% 0.103%
20  6.693 1651 1665 1681 rBV 186849 358810 43.64%  3.250%
21  6.922 1732 1736 1742 rBV2 599 711 0.09% 0.006%
22 7.054 1767 1777 1782 rBV3 499 797 0.10% 0.007%
23 7.169 1809 1813 1815 rBV2 460 336 0.04% 0.003%
24 7.182 1815 1817 1822 rVV2 495 480 0.06% 0.004%
25 7.568 1924 1937 1953 rBV 106531 185542 22.57% 1.680%
26 7.793 1995 2007 2020 rVB3 5469 10011 1.22% 0.091%
27 7.851 2020 2025 2027 rBV 316 306 0.04% 0.003%
28 7.899 2027 2040 2051 rVV 384093 667571 81.19% 6.046%
29 7.970 2052 2062 2098 rVB 404651 719614 87.52% 6.517%
30 8.182 2116 2128 2140 rBV 72022 119763 14.57% 1.085%
31 8.475 2208 2219 2231 rvVvB3 4030 7331 0.89% 0.066%
32 8.552 2234 2243 2251 rBV4 3305 4568 0.56% 0.041%
33  8.635 2255 2269 2303 rBV 251536 459641 55.90% 4.163%
34  9.372 2492 2498 2500 rvv4 901 993 0.12% 0.009%
35 9.417 2500 2512 2548 rVV2 344689 780125 94.88% 7.065%

36 9.571 2548 2560 2584 rVV 173222 284260 34.57% 2.574%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46168.D

Acqg On : 08 Dec 2021 12:13
Operator : SY/MD

Sample : M4960-11 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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\SFAMULM112921WMA.M
Title : VOC Analysis
37 9.693 2584 2598 2616 rVV 425942 709015 86.23% 6.421%
38 9.777 2618 2624 2635 rvwv4 6677 10545 1.28% 0.095%
39 9.918 2658 2668 2675 rBV3 2043 3531 0.43% 0.032%
40 10.102 2712 2725 2750 rBV2 184817 329051 40.02% 2.980%
41 10.233 2757 2766 2778 rVB2 4712 7556 ©0.92% 0.068%
42 10.362 2799 2806 2813 rVv4 1256 1924 0.23% 0.017%
43 10.484 2833 2844 2857 rVWV 24737 39893 4.85% 0.361%
44 10.568 2857 2870 2893 rVB 317967 522984 63.61% 4.736%
45 10.680 2893 2905 2913 rBV3 4270 7951 0.97% 0.072%
46 10.758 2917 2929 2946 rVB 278465 442300 53.79% 4.006%
47 10.905 2954 2975 2987 rBv4 15731 31669 3.85% 0.287%
48 10.963 2987 2993 2994 rVVv2 3147 2646 0.32% 0.024%
49 10.999 2995 3004 3021 rVvV 50488 109778 13.35% 0.994%
50 11.089 3023 3032 3050 rVvB2 32257 50862 6.19% 0.461%
51 11.291 3085 3095 3111 rVB2 24799 42891 5.22% ©0.388%
52 11.417 3130 3134 3138 rBV5 715 624 0.08% 0.006%
53 11.468 3138 3150 3163 rBV 112973 173340 21.08% 1.570%
54 11.536 3163 3171 3176 rBV3 4935 6802 0.83% 0.062%
55 11.571 3176 3182 3193 rVvB3 6969 10736 1.31% 0.097%
56 11.645 3198 3205 3214 rBV6 1265 1901 0.23% 0.017%
57 11.690 3215 3219 3226 rVB5 1114 1216 0.15% ©0.011%
58 11.738 3226 3234 3243 rVB6 4186 6838 0.83% 0.062%
59 11.812 3244 3257 3273 rBV 394835 640114 77.85% 5.797%
60 11.896 3273 3283 3294 rBV 38298 57660 7.01% 0.522%
61 11.973 3301 3307 3314 rVB5 2078 2720 0.33% 0.025%
62 12.060 3324 3334 3337 rBV3 5905 7473 0.91% 0.068%
63 12.095 3338 3345 3361 rVW3 25624 46056 5.60% 0.417%
64 12.195 3362 3376 3393 rVV 428318 741532 90.19% 6.716%
65 12.314 3404 3413 3425 rVB2 7054 11637 1.42% 0.105%
66 12.378 3425 3433 3444 rBV3 2211 2868 0.35% 0.026%
67 12.465 3453 3460 3465 rBV2 4265 6654 0.81% 0.060%
68 12.571 3484 3493 3501 rBV 5981 8449 1.03% 0.077%
69 12.613 3503 3506 3515 rVB4 1003 1194 0.15% 0.011%
70 12.684 3521 3528 3540 rVB3 2528 4417 ©.54%  0.040%
71 12.774 3547 3556 3564 rBV2 5271 6998 0.85% 0.063%
72 12.819 3565 3570 3580 rVB4 945 1243 0.15% 0.011%
73 12.876 3580 3588 3596 rBV5 2286 3023 0.37% 0.027%
74 12.950 3598 3611 3626 rBvV3 13131 27084  3.29%  0.245%
75 13.028 3626 3635 3645 rVB2 8822 12143 1.48% 0.110%
76 13.076 3645 3650 3653 rVB4 377 294 0.04% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46168.D

Acqg On : 08 Dec 2021 12:13
Operator : SY/MD

Sample : M4960-11 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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\SFAMULM112921WMA.M
Title : VOC Analysis
77 13.137 3665 3669 3672 rBV3 491 461 0.06% 0.004%
78 13.294 3711 3718 3725 rVB2 2625 3795 0.46% 0.034%
79 13.417 3753 3756 3757 rVvv2 578 370 0.04% 0.003%
80 13.455 3758 3768 3777 rVB4 9133 15345 1.87% 0.139%
81 13.516 3780 3787 3797 rVB4 5482 7161 ©.87% 0.065%
82 13.626 3813 3821 3828 rBV3 4306 6096 0.74% 0.055%
83 13.738 3847 3856 3865 rBv4 10497 17104 2.08% 0.155%
84 13.783 3865 3870 3874 rBV4 553 671 ©0.08% 0.006%
85 13.841 3880 3888 3891 rBV6 3022 3810 0.46% 0.035%
86 13.867 3892 3896 3905 rVB3 3451 4545  @.55% 0.041%
87 14.085 3951 3964 3983 rBV 282835 442113 53.77% 4.004%
88 14.208 3993 4002 4013 rBV 4053 5741 0.70% 0.052%
89 14.333 4036 4041 4044 rBV2 727 644 0.08% 0.006%
90 14.423 4058 4069 4075 rBV 2881 3906 0.48% 0.035%
91 14.478 4082 4086 4094 rBV3 655 752 0.09% 0.007%
92 14.577 4107 4117 4126 rBV2 2040 3530 0.43% 0.032%
93 14.677 4139 4148 4149 rBV2 813 1030 0.13% 0.009%
94 14.812 4188 4190 4195 rVB3 515 452 0.05% 0.004%
95 14.880 4204 4211 4217 rVB4 533 686 0.08% 0.006%
96 15.224 4307 4318 4330 rBV 33223 50773 6.18% 0.460%
97 15.323 4346 4349 4351 rBV2 396 278 0.03% 0.003%
98 15.410 4366 4376 4388 rBV 14555 22464  2.73% 0.203%
99 15.950 4539 4544 4552 rVB5 1586 2222 0.27% 0.020%
100 16.410 4679 4687 4692 rBV4 1464 2037 0.25% 0.018%
Sum of corrected areas: 11041902
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46168.D

Acqg On : 08 Dec 2021 12:13
Operator : SY/MD

Sample : M4960-11 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046168.D\data.ms
400000

350000

5.729

300000
250000 6.253

200000 6.69
2.575

150000 4668 5066

1.604

100000 1.919

2.382
500001 1 47

3.051188.359 3.88089 4.449 5.0 .880 6.160 6.539

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: VU046168.D\data.ms

7.970 9.693
400000 7.899 11812

o

2.1

350000 9.417
10.568

300000 10.758

250000 8.635

200000
9571 10.102

150000

7.568 11.468

100000
8.182
10.999
50000 10.4 1.0891 291 89, 095
6.9720 54162 77! 8.87552 9.37 78918 | 10.283367) /10.6 (lﬂ 114438881905 119700
R R s SFLIRE R S 7, B A A A A S L - A tdh aNs
7.50

T o L — - Y T
Time--> 7.00

o

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU046168.D\data.ms

400000
350000
300000 14.085
250000
200000
150000
100000

50000 15.224

o ARSI TR Rian A6y |10 torommsremam) f5 ) 15950 16410 _

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\VU120821\
Data File : VU@46168.D

Acqg On : 08 Dec 2021 12:13
Operator : SY/MD

Sample : M4960-11 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 1 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1.475 3.01 ug/L 27612  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl nitrite 61 CH3NO2 000624-91-9 5
2 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
3 Methanamine, N-hydroxy-N-methyl- 61 C2H7NO 005725-96-2 4
4 Trifluoroguanidine 113 CH2F3N3 037950-72-4 4
5 Urea 60 CH4N20 000057-13-6 3
Abundance  Scan 42 (1.475 min): VU046168.D\data.ms (-37) (-) m/z 61.00 100.00%
61.0
5000
46.0
e B aaa
140 160 1.80
O e e e m/z 60.00 66.76%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #367: Methyl nitrite
30.0
5000 | AL L LA A
140 160 1.80
m/z 45.95 29.17%
15.0 1, 26.0 61.0
O ’HH‘HH‘HH‘HH‘\H HH‘\\H‘HH‘HH‘\H\‘\H\i\\\\‘\\\\‘\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #358: o-Ethylhydroxylamine
27.033.0
T
61.0 1.40 1.60 1.80
5000 m/z 45.00 1.91%
43.0
15.0 ‘
Ot H wHW!‘HMWHWmimwmw
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #362: Methanamine, N-hydroxy-N-methyl- T
42.0 60.0 140 160 1.80
m/z 62.00 1.84%
5000
28.0
Otprrrrprerrprrrrprerr e e e R R LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46168.D

Acqg On : 08 Dec 2021 12:13
Operator : SY/MD

Sample : M4960-11 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 2 Ethyl ether Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.382 10.36 ug/L 94957  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl ether 74 C4H1e0 000060-29-7 90
2 Ethyl ether 74 C4H1e0 000060-29-7 90
3 Ethyl ether 74 C4H1e0 000060-29-7 83

4 Ethyl ether 74 C4H1e0 000060-29-7 80
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 74

Abundance Scan 324 (2.382 min): VU046168.D\data.ms (-314) (-) m/z 59.10 100.00%

59.
74.1
45.0
5000

| 2.00 2.20 2.40 2.60 2.80
O b ettt m/z 74,10 81.32%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #972: Ethyl ether
31.0
59.0
74.0
5000 450 [T T T[T I T[T TrrrTl
2.00 2.20 2.40 2.60 2.80
m/z 45.00 65.94%
15.0 H ‘\‘\ | ‘\
0\‘\\H‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #973: Ethyl ether
31.0
R RRREE SRS
59.0 2.00 2.20 2.40 2.60 2.80
5000 45.0 74.0 ITI/Z 43.00 18.86%
O Frprrrrprrr e T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #970: Ethyl ether R B
31.0 2.00 2.20 2.40 2.60 2.80
m/z 41.00 12.09%
5000 59.0
45.0 74.0
15.0
owwmlmﬁﬁdwHW:RH‘;W‘m"m‘w_HWWWM e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46168.D

Acqg On : 08 Dec 2021 12:13
Operator : SY/MD

Sample : M4960-11 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
: VOC Analysis

: 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 1,5-Cyclooctadiene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.568 33.52 ug/L 522984  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Cyclooctadiene 108 C8H12 000111-78-4 94
2 Platinum, bis[(1,2,5,6-.eta.)-1,... 411 C16H24Pt 012130-66-4 86
3 1,5-Cyclooctadiene 108 C8H12 000111-78-4 81
4 1,5-Cyclooctadiene 108 C8H12 000111-78-4 78
5 1,5-Cyclooctadiene, (E,Z)- 108 C8H12 005259-71-2 72

Abundance Scan 2870 (10.568 min): VU046168.D\data.ms (-2857) (- m/z 54.10 100.00%

54.1
5000
T T \
‘\ | } 081 10.50
ob— e m/z 67.18  98.59%
miz--> 50 100 150 200 250 300 350 400
Abundance #6109: 1,5-Cyclooctadiene
54.0
5000 — ‘
10.50
m/z 80.10 59.88%
0 \‘\‘L\‘llh\‘“‘\‘\‘%‘og.\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance #308326: Platinum, bis[(1,2,5,6-.eta.)-1,5-cyclooctadiene]
54.0
T 7 \
10.50
5000 ITI/Z 79.10 58.55%
08.0
oL AL} " | | 154.0202.0248.0 303.0 357.0 411.(
T B e S S I T L S
miz--> 50 100 150 200 250 300 350 400
Abundance #6103: 1,5-Cyclooctadiene A ‘ 4 I
54.0 10.50
m/z 39.00 43.41%
5000
oL lieme (N
m/z--> 50 100 150 200 250 300 350 400 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46168.D

Acqg On : 08 Dec 2021 12:13
Operator : SY/MD

Sample : M4960-11 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.999 8.57 ug/L 109778 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 97
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 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3004 (10.999 min): VU046168.D\data.ms (-2995) (-  m/z 105.10 100.00%
105.1
5000 j\/\
120.1
—
77.0 91.0
39.0 63.0 i ‘ | 11.00
O e e e e e e e e m/z 120.10  31.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 j M i /‘\ \
m/z 91.05 14.02%
39.0 63.0 77.0 91.0
O\\‘\H\.‘\H‘\‘HH“‘HH“\H\“\‘\‘\\‘\H‘}“HH“}H\‘\M1\‘\\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 j\
ATAV el
11.00
5000 m/z 77.00 11.25%
120.0
77.0 91.0
1 e O 0 OO A N N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #10723: Benzene, 1-ethyl-3-methyl- : 4\A - ‘
105.0 11.00
m/z 106.10 9.11%
5000
120.0
39.0 77.0 91.0 N\ /\
I N U R OO0 N B Y, Y A W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46168.D

Acqg On : 08 Dec 2021 12:13
Operator : SY/MD

Sample : M4960-11 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 Benzene, 1-ethyl-4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.291 3.35 ug/L 42891 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 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 90
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 3095 (11.291 min): VU046168.D\data.ms (-3085) (-  m/z 105.10 100.00%
105.1
5000
120.1 /\
o 710 a1o oo | 1o
o840 P
O trrprrrr e e e e e e m/z 120.10 29.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ N\ A —
120.0 11.00 11.50
m/z 77.00 13.15%
77.0 91.0
0 \\’]\_\5\.(\)’H\‘\’\\3\?’.?\\\"H\\6‘%\.‘(\)\|H\m“\H|‘MH|\H\|H‘\‘\‘|‘HH|
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 ]\ /\
T ‘ T T T T ‘ T 1
11.00 11.50
5000 m/z 91.00 10.99%
790 120.0
39.0 65.0 ‘ 92.0
Ot e ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 A /\
Abundance #10728: Benzene, 1-ethyl-4-methyl- VAR R R
105.0 11.00 11.50
m/z 106.10 10.14%
5000
120.0
77.0 91.0
ol 180 . 30 8 ol /\/\ ‘ /\ 1
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\VU120821\
Data File : VU@46168.D

Acqg On : 08 Dec 2021 12:13
Operator : SY/MD

Sample : M4960-11 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.896 4.50 ug/L 57660 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 94
2 Mesitylene 120 C9H12 000108-67-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3283 (11.896 min): VU046168.D\data.ms (-3273) (- m/z 105.10 100.00%
105.1
5000 120.1 j\
: —
770 911 11.50 12.00
380 210639 || 7] \
O eyttt ey m/z 120.10  41.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10695: Mesitylene
105.0
120.0 A
5000 S N
11.50 12.00
m/z 77.00 11.86%
39.0 630 (70 910 ‘
OH‘\\H‘\HP\‘\\\\“‘\\\\i“\‘\\}“\‘\-‘\\‘\i\‘H‘HH‘M\H‘\Hl\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0 A
o UL )
11.50 12.00
5000 120.0 m/z 79.08  8.69%
. 70 910
Obrprrrer 200 et Ll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl- — AL
105.0 11.50 12.00
m/z 91.10 8.66%
5000
120.0
77.0 91.0 /\ /\
39.0
ol 280 i B30 Ml e an L Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46168.D

Acqg On : 08 Dec 2021 12:13
Operator : SY/MD

Sample : M4960-11 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 1Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.095 3.60 ug/L 46056 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 86
3 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 78
4 Indane 118 C9H1e 000496-11-7 70
5 Indane 118 C9H10 000496-11-7 70

Abundance Scan 3345 (12.095 min): VU046168.D\data.ms (-3338) (-  m/z 117.10 100.00%

117.1
5000
91.0 LT
63.0 ‘ 12.00
o"w‘m"uhJ“M“_Mw‘mu_Ww_www m/z 118.10  61.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10181: Indane
11y7.0
5000 ' /\/\ \ /\ \
12.00
m/z 115.10  38.23%
39.0 63.0 9L.0
0:\L\E)\‘()\\\\“\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102215: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis-
117.0
T I
12.00
5000 ITI/Z 91.00 17.41%
91.0
39.0 65.0
0 S 147.0 177.0 207.0
R AR L e ARRARE TR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 qw / /\/\A
Abundance #26260: Benzeneethanol, .beta.-ethenyl- ‘m‘ T I
117.0 12.00
m/z 119.10  14.24%
5000
91.0
0 ‘39\'0‘65\'0\‘ 5 148.0 /\/\/\ n/\ 0
R L e RBRARams R S LA f
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46168.D

Acqg On : 08 Dec 2021 12:13
Operator : SY/MD

Sample : M4960-11 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 9 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.085 34.53 ug/L 442113  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 95
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 94
5 Naphthalene 128 C10H8 000091-20-3 94
Abundance Scan 3964 (14.085 min): VU046168.D\data.ms (-3951) (-  m/z 128.05 100.00%
128.1
5000
T \
ag.0 510 64.0 77,0 102.1 I 14.00
b b el m/z 127.100 12.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
5000 — :
14.00
m/z 129.05 10.83%
O \‘\H\‘HH‘HH“HH‘HH‘\“M‘HH‘\\H“\\H‘H\\‘\H ‘H\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13688: 1H-Indene, 1-methylene-
128.0
T \
14.00
5000 m/z 102.10 8.65%
51.0
‘ 64.0 770 102.0 ‘
0 W‘H‘_‘HHH‘N:H‘HHH‘JWM‘Hw_‘HpH‘W‘H‘_‘lMH‘W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13683: Naphthalene e ‘
128.0 14.00
m/z 126.10 7.61%
5000
51.0 64.0 77 102.0
0“H‘W‘quu‘p‘HMWH‘NWMH‘W‘H‘pH‘_‘H‘HlMu‘w s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46168.D

Acqg On : 08 Dec 2021 12:13
Operator : SY/MD

Sample : M4960-11 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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|
unknown-01 1.475 3.0 ug/L 27612 1 6.253 458226 50.0
Ethyl ether 2.382 10.4 ug/L 94957 1 6.253 458226 50.0
1,5-Cyclooctadiene 10.568 33.5 ug/L 522984 2 9.420 780125 50.0
Benzene, 1l-ethy... 10.999 8.6 ug/L 109778 3 11.812 640114 50.0
Benzene, 1l-ethy... 11.291 3.4 ug/L 42891 3 11.812 640114 50.0
Benzene, 1l-ethy... 11.896 4.5 ug/L 57660 3 11.812 640114 50.0
Indane 12.095 3.6 ug/L 46056 3 11.812 640114 50.0
Azulene 14.085 34.5 ug/L 442113 3 11.812 640114 50.0
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