LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70221\
Data File : VU@44297.D

Acqg On : 02 Jul 2021 12:17
Operator : SY/MD

Sample ¢ M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SFAMUTRO62121WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@44297.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 36 42 51 rVB 64278 62589 3.32% 0.290%
2 1.600 71 81 94 rBV3 61440 115913 6.14% 0.537%
3 1.919 173 180 195 rVB 46530 63552  3.37% 0.294%
4 2.575 366 384 400 rBV2 84097 156148 8.27% 0.723%
5 3.057 523 534 547 rVB 10030 19293 1.02% ©0.089%
6 3.195 555 577 595 rBvV2 15038 40230 2.13% 0.186%
7 3.591 680 700 731 rBV 31204 84930 4.50% 0©.393%
8 3.880 774 790 807 rBv2 14176 33675 1.78% 0.156%
9 4.456 952 969 1009 rBV 161838 457200 24.22% 2.117%
10 4.642 1013 1027 1074 rVB2 80873 275210 14.58% 1.274%
11 5.073 1146 1161 1178 rBV 86209 190701 10.10% ©0.883%
12 5.735 1346 1367 1376 rBV2 168807 448106 23.74% 2.075%
13 5.784 1377 1382 1401 rVB2 68429 124468 6.59% 0.576%
14  6.256 1515 1529 1548 rBV 164674 309313 16.39% 1.432%
15 6.700 1654 1667 1682 rBV 111861 214827 11.38%  0.995%
16 7.574 1926 1939 1955 rBV 58407 103866 5.50% 0.481%
17 7.906 2029 2042 2056 rBV 219457 383500 20.32% 1.776%
18 7.976 2056 2064 2075 rVB 26988 43770  2.32% ©0.203%
19 8.189 2119 2130 2149 rBV 38506 72280 3.83% 0.335%
20 8.642 2257 2271 2308 rBV 367167 729610 38.65%  3.378%
21 8.886 2337 2347 2365 rVB 12522 23305 1.23% 0.108%
22 9.385 2482 2502 2503 rBV3 18044 28512 1.51% 0.132%
23 9.423 2505 2514 2532 rVB 230665 403385 21.37% 1.868%
24  9.578 2551 2562 2580 rBvV2 98335 187701 9.94% 0.869%
25 9.697 2580 2599 2612 rBV 197807 388964 20.60% 1.801%
26  9.883 2643 2657 2665 rBV5 19506 36671 1.94% 0.170%
27 10.105 2712 2726 2749 rVB2 19472 44335  2.35%  0.205%
28 10.491 2834 2846 2862 rVB2 48305 75801 4.02% 0.351%
29 10.713 2900 2915 2923 rVV 82710 146395 7.76% 0.678%
30 10.764 2923 2931 2954 rVB 93694 157462 8.34% 0.729%

31 10.912 2966 2977 2987 rBV 85950 131667 6.97%
32 10.973 2987 2996 2997 rBV2 15666 18888 1.00%
33 11.018 2997 3010 3023 rVV2 555024 1020286 54.05%
34 11.098 3023 3035 3047 rVB3 297300 493690 26.15%
35 11.163 3047 3055 3066 rVB8 14472 29239  1.55%
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36 11.237 3066 3078 3089 rBV 359935 571537 30.28% 2.646%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70221\
Data File : VU@44297.D

Acqg On : 02 Jul 2021 12:17
Operator : SY/MD

Sample ¢ M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SFAMUTRO62121WMA .M
Title : TRACE VOA SFAM1.0
37 11.298 3089 3097 3118 rVvB 127371 204374 10.83%  0.946%
38 11.475 3141 3152 3167 rVB 436033 676321 35.83% 3.131%
39 11.565 3167 3180 3189 rBV 67800 110990 5.88% 0.514%
40 11.648 3189 3206 3221 rVB4 139890 246736 13.07% 1.142%
41 11.729 3222 3231 3243 rBv4 48417 112588 5.96% 0.521%
42 11.803 3243 3254 3262 rVV2 1020825 1887736 100.00% 8.740%
43 11.848 3262 3268 3278 rVV 811385 1241421 65.76% 5.748%
44 11.902 3278 3285 3293 rVB 78364 114977 6.09% 0.532%
45 11.986 3304 3311 3318 rBV 34509 47070  2.49% 0.218%
46 12.047 3322 3330 3339 rVB 154901 229243 12.14% 1.061%
47 12.102 3339 3347 3365 rVB2 152235 278141 14.73%  1.288%
48 12.198 3365 3377 3394 rBv4 330102 599894 31.78% 2.777%
49 12.311 3404 3412 3421 rBV 43065 62220 3.30% 0.288%
50 12.385 3425 3435 3449 rVB 101433 166983 8.85% 0.773%
51 12.487 3449 3467 3486 rBV2 388019 839437 44.47%  3.887%
52 12.581 3486 3496 3505 rBV2 130622 199791 10.58% 0.925%
53 12.690 3521 3530 3533 rBV2 30019 44345  2.35% 0.205%
54 12.729 3536 3542 3561 rVB5 66899 137743 7.30% 0.638%
55 12.835 3561 3575 3583 rBV6 87121 213535 11.31% ©.989%
56 12.880 3583 3589 3598 rVB5 35998 59959 3.18% 0.278%
57 12.950 3598 3611 3617 rBV5 62579 116791 6.19% 0.541%
58 13.018 3623 3632 3647 rVB2 427573 748147 39.63%  3.464%
59 13.108 3647 3660 3676 rBV 371731 599589 31.76% 2.776%
60 13.182 3676 3683 3692 rBv4 19642 30558 1.62% 0.141%
61 13.240 3693 3701 3704 rBVS5 23426 33468 1.77% 0.155%
62 13.356 3726 3737 3743 rBV6 41145 78469 4.16% 0.363%
63 13.413 3744 3755 3763 rVV 578795 932149 49.38% 4.316%
64 13.459 3764 3769 3774 rVV4 89479 136920 7.25% 0.634%
65 13.494 3775 3780 3804 rVB2 105916 252783 13.39% 1.170%
66 13.632 3814 3823 3829 rBV 33356 51207 2.71% 0.237%
67 13.671 3829 3835 3843 rVV3 41285 60797 3.22% 0.281%
68 13.738 3846 3856 3874 rVB2 165147 307856 16.31% 1.425%
69 13.831 3874 3885 3896 rBV2 111794 181593 9.62% 0.841%
70 13.976 3920 3930 3955 rVB 796031 1401511 74.24% 6.489%
71 14.095 3956 3967 3983 rVB 81355 152570 8.08% 0.706%
72 14.198 3983 3999 4020 rBV7 58246 188496 9.99% 0.873%
73 14.381 4047 4056 4069 rBV7 41790 100752 5.34% 0.466%
74 14.446 4070 4076 4085 rVB2 38824 56910 3.01% 0.263%
75 14.539 4096 4105 4111 rBV5 50580 78568 4.16% 0.364%

76 14.587 4111 4120 4130 rVB 201263 291751 15.46% 1.351%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70221\
Data File : VU@44297.D

Acqg On : 02 Jul 2021 12:17
Operator : SY/MD

Sample ¢ M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SFAMUTRO62121WMA .M
Title : TRACE VOA SFAM1.0

77 14.658 4135 4142 4150 rBV6 13854 22116 1.17% 0.102%
78 14.761 4165 4174 4185 rBV 219695 321779 17.05% 1.490%
79 14.960 4227 4236 4248 rVB4 19139 32349 1.71% 0.150%
80 15.192 4297 4308 4313 rBV4 20117 34086 1.81% 0.158%
81 15.227 4313 4319 4330 rVB 41975 63503 3.36% 0.294%
82 15.352 4350 4358 4367 rBvV4 16530 26926 1.43% 0.125%
83 15.413 4367 4377 4388 rBv4 51397 87492 4.63% 0.405%
84 16.272 4631 4644 4651 rBV3 10168 20209 1.07% 0.094%
85 16.417 4673 4689 4696 rBV3 14612 28512 1.51% 0.132%

Sum of corrected areas: 21598380
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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\VU070221\

: VUe44297.D

: 02 Jul 2021 12:17

: SY/MD

¢ M2905-21DL 10X

: 25.0mL/MSVOA_U/WATER

: 7 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR062121WMA.M
: TRACE VOA SFAM1.0

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU044297.D\data.ms
1000000
800000
600000
400000
200000 4.456 5.735 6.256
147500 1010 2.575 4642 5073 2784 6.7ot
o ' 308195 3591 3880
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VU044297.D\data.ms
1000000 11.803
11.848
800000
600000 11.018
400000 8.642
7.906 9.423
200000 9.697
9.57 89789
7.574 10.49% )
9768.189
o D PEON® | sess  ogms )| egeaogos T sfommaey| JUINTHAT
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU044297.D\data.ms
1000000
13.976
800000
400000
200000
413
. b . EEZ 16.2/2417
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 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

SFAMUTRO62121WMA.M Thu Jul @8 19:16:52 2021

Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
1.475 1.01 ug/L 62589 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl nitrite 61 CH3NO2 000624-91-9 5
2 o-Ethylhydroxylamine 61 C2H7NO 1000322-42-5 4
3 Cyanogen chloride 61 CCIN 000506-77-4 4
4 Cyanogen chloride 61 CCIN 000506-77-4 4
5 Methyl formate 60 C2H402 000107-31-3 3

Abundance  Scan 42 (1.475 min): VU044297.D\data.ms (-36) (-) m/z 60.90 100.00%

60.9
5000
45.9
e R Ea e
1.40 1.60 1.80
39.9 o
’HH‘\H\‘HH‘\H\‘HH‘\H\‘HH’HH‘HH‘HH’HH"\H’HH‘H\ m/z 59.85 64.784
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #316: Methyl nitrite
30.0
5000 L L
1.40 1.60 1.80
m/z 45.90  33.21%
15.0
’HH‘HH}HH‘HH‘HH MH‘\H\’H\%‘6\.\(\)\‘\\\\’H\\Gi]r\c\)\’\\\\‘\\\
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #307: o-Ethylhydroxylamine
27.033.0
e AN B
61.0 1.40 1.60 1.80
5000 ITI/Z 61.90 1.85%
43.0
w0 )
o IO 111 O | OO RS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #314: Cyanogen chloride et
61.0 140 160 1.80
m/z 44.80 1.38%
5000
26.0 35.0 ﬂ m ﬁ
. b M Q ‘ﬂ‘ : ‘W‘ ‘ﬂﬂ
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 Propanal, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.591 1.37 ug/L 84930 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal, 2-methyl- 72 C4H80 000078-84-2 91
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 91
3 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 64
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 53
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 50
Abundance Scan 700 (3.591 min): VU044297.D\data.ms (-680) (-) m/z 42.90 100.00%
42.9
72.0
5000
R R S
56.9 3.20 3.40 3.60 3.80 4.00
e b m/z 40.90 91.42%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #685: Propanal, 2-methyl-
43.0
72.0
5000 B RN R
270 3.20 3.40 3.60 3.80 4.00
m/z 72.00 59.34%
15.0 u‘ 360, ||, 50.0°70 ‘
\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #688: Propanal, 2-methyl-
43.0
R A RRARG REET
3.20 3.40 3.60 3.80 4.00
5000 27.0 72.0 m/z 38.90 39.44%
H‘ 361 \‘\ 5005‘7\0 [
e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #694: 1-Propene, 3-methoxy-
41.0 72.0 3.20 3.40 3.60 3.80 4.00
m/z 41.90 10.82%
5000 29.0
57.0
15.0 ‘ /\\
wu‘mlm\‘w‘l\!wlm‘ml\} !\Wm‘mimwm‘w‘\ b 1 Pt
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 Butanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.456 7.39 ug/L 457200 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 74
4 Butanal 72 C4H80 000123-72-8 53
5 Ethene, ethoxy- 72 C4H80 000109-92-2 47
Abundance Scan 969 (4.456 min): VU044297.D\data.ms (-952) (-) m/z 43.85 100.00%
43.9
72.0
5000
56.9
R A
36 4.20 4.40 4.60 4.80
e s e m/z 42,900 91.,21%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: Butanal
44.0
72.0
29.0
5000 L L I L L LN B
57.0 4.20 4.40 4.60 4.80
m/z 40.90 81.77%
\‘H\\‘\\]\.ﬁ.\c\)\\‘\\\\‘l ! ‘HH:-D‘,I}H}\! i\H\iHHiHH‘\\H‘HHM\}\‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #646: Butana
27.0 44.0
R  RARRN R
72.0 4.20 4.40 4.60 4.80
5000 m/z 72.00 72.48%
15.0 57.0
M2 .
Wuquuwuwuq“HHWMJH‘puqmquuwuwmwhmwuwm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #648: Butanal R E R EEN
44.0 4.20 4.40 4.60 4.80
m/z 38.990 45.60%
27.0 72.0
5000
57.0
\‘HH‘HH‘\H\‘\H\‘l\!\‘u\?"i.}ﬁ\!\ P T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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: Cyclic11.018 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.018 2.70 ug/L 1020290 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 95
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 93
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 001678-82-6 93
4 1-Methyl-4-(1-methylethyl)-cyclo... 140 C1l0H20 000099-82-1 81
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 81
Abundance Scan 3010 (11.018 min): VU044297.D\data.ms (-2997) (- m/z 54.95 100.00%
55.0 97.0
5000
81.0
T T
i A A S
\\\‘\\\\i\\‘\H}“\‘M‘\\H“‘\\‘\“‘\‘\\\"\\\\’\\ m/Z 96.95 88.39%
m/z--> 20 40 60 80 100 120 140
Abundance #18075: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
53.0
97.0 f\
5000
11.00
810 m/z 96.00  50.40%
3g|o ‘ 140.0
\]-\5\0‘ \‘\‘\ \“ ‘\ T \Hl“ \h“\ \““\ T \“ 1T \112\5\0\ T " T
miz--> 20 40 60 80 100 120 140
Abundance #18080: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0
R \
97.0 11.00
5000 m/z 40.90 29.53%
81.0
39‘0 ‘ ‘ 140.0
A50 y Ml el 1250 |
miz--> 20 40 60 80 100 120 140
Abundance #18078: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0 97.0 11.00
m/z 81.00 26.79%
5000
81.0
27.0 140.0
b b g Y
m/z--> 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Cyclic11.237 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.237 1.51 ug/L 571537 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 93
2 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 93
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 006069-98-3 93
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 92
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 70

Abundance Scan 3078 (11.237 min): VU044297.D\data.ms (-3066) (-  m/z 54.95 100.00%

55.0
97.0
5000
3sl9 81.
‘ ‘ | ‘ 140.1 11.00 1150
\\\‘\\\\"‘\\‘\H!‘\‘M‘\\H“‘\‘\\\“\\\\‘\‘\\\“\\\ ITI z 97.00 81.82%
miz--> 20 40 60 80 100 120 140
Abundance #18080: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
58.0
97.0 A
5000 T T T ‘ T
11 00 11.50
81.0 m/z 57.00 61.40%
39‘0 ‘ ‘ 140.0
\J-\S\O‘\‘\‘\\"‘\\\Hl“\‘}‘\\““\\\\“\\\\‘\\\\l\\\
miz--> 20 40 60 80 100 120 140
Abundance #18058: 1- Methyl 4-(1-methylethyl)-cyclohexane
5E
97.0 4 0
11.00 11.50
5000 m/z 96.60  53.39%
81.0
390 ‘ ‘ 140.0
‘¥59‘M“WM“ML“MH“w“ b
miz--> 20 40 60 80 100 120 140
Abundance #18075: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- poh ——
55.0 11.00 11.50
97.0
m/z 85.00 53.19%
5000
81.0
39l 140.0
150 | B R Y S N RS | R W
m/z--> 20 40 60 80 100 120 140 11.00 11.50

SFAMUTRO62121WMA.M Thu Jul @8 19:16:55 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 8 Benzene, 1-ethyl-2-methyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.298 0.54 ug/L 204374  1,4-Dichlorobenzene-d4 11.819
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-2-methyl- 120 C9H12 000611-14-3 94
3 Mesitylene 120 CO9H12 000108-67-8 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 3097 (11.298 min): VU044297.D\data.ms (-3089) (- m/z 104.95 100.00%
105.0
5000
120.0 jk
—
76.9 90.9 11.00 11.50
378 29960 || |
Ce e Al e PRt e m/z 119.95 29.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 iWAVS A ‘
1200 11.00 11.50
m/z 76.90 11.78%
77.0 91.0
H‘\H\‘\2\6\).\(‘)\\H“‘\H\HVHVG‘%\.P\‘H\‘H‘HH“M\\‘\‘11\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl- f&A
105.0
JULL T A
11.00 11.50
5000 m/z 90.90 11.35%
120.0
77.0 91.0
150 3080 et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene ] N rj¥ ‘
105.0 11.00 11.50
m/z 78.90 9.05%
120.0
5000
0 e /\]\ Aj\ j\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50

SFAMUTRO62121WMA.M Thu Jul @8 19:16:56 2021

Page:

10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.648 0.65 ug/L 246736  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 138 C10H18 001195-31-9 95
2 Cyclohexene, 1-methyl-4-(1-methy... 138 C10H18 001195-31-9 89
3 Cyclohexene, 1-methyl-4-(1-methy... 138 C10OH18 005502-88-5 87
4 Cyclohexene, 1-methyl-4-(1-methy... 138 C10H18 005502-88-5 81
5 Cyclohexene, 1-methyl-4-(1-methy... 138 C10H18 005502-88-5 81
Abundance Scan 3206 (11.648 min): VU044297.D\data.ms (-3189) (-  m/z 94.95 100.00%
95.0
67.0
5000
40.9 81.0 138.0
. —
‘ ‘ H‘ 0o 012‘3'0 11.50 12.00
H‘HH‘\\H“‘\‘\H“‘\“H\‘\‘\‘H‘HH“HH‘HH‘\‘H\‘i;\\\’\\\\‘\l\\“\\\\ m/Z 67.00 56.93%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16999: Cyclohexene, 1-methyl-4-(1-methylethyl)-, (R)-
95.0
67.0 Aj\
5000 A A /s
81.0 11.50 12.00
41.0 138.0 m/z 68.00  45.35%
‘ 10001230 ‘
H‘\H\‘\\H‘“‘\H‘\‘H\‘\\H“H\‘\“!H\“\w!\‘\H\‘;H\’\‘\H‘HH“HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140

Abundance #16997: Cyclohexene, 1-methyl-4-(1-methylethyl)-, (R)-

95.0 /\‘ -

68.0 11.50 12.00

5000 m/z 105.00  40.65%
138.0
41.0
270 ‘ ‘ 123.0
O P Y .
m/z--> 20 30 40 50 60 70 80 90 100110120130140 j\ /\
Abundance  #16983: Cyclohexene, 1-methyl-4-(1-methylethyl)- e = ‘/‘\
95.0 11.50 12.00
m/z 138.00 29.88%
68.0
5000
41.0
27.0
‘ ‘ 123.0 ‘
T ) L. S | P
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00

SFAMUTRO62121WMA.M Thu Jul @8 19:16:57 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Cyclicl12.047 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.047 0.61 ug/L 229243  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47
2 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 40
3 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 37
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 22
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 10
Abundance Scan 3330 (12.047 min): VU044297.D\data.ms (-3322) (- m/z 56.00 100.00%
56.0
5000
97.0
117.0 12.00
143.0
L T S sz se.95 43.28%
m/z--> 0O 20 40 60 80 100 120 140 160
Abundance #1471 Cyclobutane, ethyl-
568.0
5000 = Mmﬂ
12.00
27.0 m/z 40.90  24.09%
\\\H“\\‘\\8‘1"9\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 40 60 80 100 120 140 160
Abundance #6685: 1-Heptene, 2-methyl-
56.0
RN T
12.00
5000 m/z 96.95 22.91%
29.0
‘ 112.0
miz--> 0O 20 40 60 80 100 120 140 160
Abundance #1553: Propane, l-isocyanato- Py =
56.0 12.00
m/z 54.95 21.69%
5000
290 84.0
m e =
m/z--> 60 80 100 120 140 160 12.00

SFAMUTRO62121WMA.M Thu Jul @8 19:16:57 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.102 0.74 ug/L 278141 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 95
2 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 92
3 Indane 118 C9H10 000496-11-7 87
4 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e0 000622-97-9 83
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 60

Abundance Scan 3347 (12.102 min): VU044297.D\data.ms (-3339) (-  m/z 116.95 100.00%
.0

11y
5000 /\j\
%09 1340 A
3?.9 ‘ 67.9 | ‘ ‘ ‘ 12.00 12.50
ekl el ML myz 118.00 56.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8983: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
11y7.0
5000 = -
91.0 12.00 12.50
m/z 118.95 55.74%
39.0 63.0
H‘\H\%ﬂ-\p\‘\\\}‘i‘\\\\H}‘H‘\“}HH‘\MH‘HH‘HH\M‘\H’H!\“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117.0
e <
12.00 12.50
5000 ITI/Z 104.95 50.91%
91.0
390 gg
\\‘\\\\‘\\m‘\\u‘\\\\}‘1m“M\‘7\?1"10‘\\\\H1u\‘hu,u!\“\m‘uwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 j\ J\
Abundance #8951: Indane R A A o
117.0 12.00 12.50
m/z 114.95 36.48%
91.0
39.0 63.0
150 ‘ 1l ‘ \“ ‘ a ‘ T T ‘ 1

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50

SFAMUTRO62121WMA.M Thu Jul @8 19:16:58 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.488 2.22 ug/L 839437 1,4-Dichlorobenzene-d4 11.819
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 93
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 80
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 47

Abundance Scan 3467 (12.487 min): VU044297.D\data.ms (-3449) (-  m/z 82.95 100.00%

83.0
5000
55.0
38/9 119.0 140.0 e A
‘ ‘ : 12.50
\\\\‘\\\\““\\‘\“\“\“\‘\\““!\‘\ %?2\.\9\\‘\‘\\‘\“\\ m/Z 68.90 48.67%
miz--> 20 40 60 80 100 120 140
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 JK‘ T
55.0 12.50
140.0 m/z 54.95  35.23%
39‘0
T \]-\5\.0‘ T H\ \‘i“\ T \‘ \“ \‘\‘\ T “! T U“ \1\1\2.\0‘ \‘\ T “\ T
miz--> 20 40 60 80 100 120 140
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83.0
e
12.50
5000 m/Z 55.95 32.09%
55.0
39/0 140.0
S S .7 S
miz--> 20 40 60 80 100 120 140
Abundance #18741: Cyclohexanone, 3,3,5-trimethyl-
83.0 12.50
m/z 40.90 30.41%
5000 55.0
39.0
150 ‘ 140.0
s 90 0 O T T JU
m/z--> 20 40 60 80 100 120 140 12.50

SFAMUTRO62121WMA.M Thu Jul @8 19:16:58 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 o-Cymene Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.581 0.53 ug/L 199791 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
Abundance Scan 3496 (12.581 min): VU044297.D\data.ms (-3486) (-  m/z 119.00 100.00%
119.0
76.9 A 12:50 j\ |
43.0
m_m““ ! wHW ‘ ‘ Al o 185 myz 55095 35.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14811: 0o-Cymene
119.0
5000 A‘A
12 50
91.0 m/z 133.95  28.60%
om0 T 4]
L Lo m |,
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0 A
12.50
5000 m/z 97.00 18.94%
91.0
39.0 65.0 ‘ ‘
2 e Y Y O
miz--> 20 40 60 80 100 120 140 160 180 ka
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl- /‘Vkﬁ = Ay
119.0 12.50
m/z 40.90 15.71%
5000
\39\\0\ 620 | 91\.0 Ll
| n In
e A e e e
m/z--> 20 40 60 80 100 120 140 160 180 12.50

SFAMUTRO62121WMA.M Thu Jul @8 19:16:59 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 unknown-02 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.835 0.57 ug/L 213535 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentenoic acid, methyl ester, ... 114 C6H1002 015790-88-2 47
2 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 35
3 3-Butenoic acid, 3-methyl-, meth... 114 C6H1002 025859-52-3 30
4 Cyclopropane, 1,1,2,2-tetramethyl- 98 C7H14 004127-47-3 27
5 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 25

Abundance Scan 3575 (12.835 min): VU044297.D\data.ms (-3561) (- m/z 82.95 100.00%

55.0 83.0
5000 128.9
- /LA
12.50 13 00
99.9 171.0
‘_‘?’7"\ . lmwH“,“M“‘f‘?‘?_m, m/z 54.95 97.06%
miz--> 20 40 80 100 120 140 160
Abundance #7289: 2-Pentenoic acid, methyl ester, (E)-
55.0 83.0
29.0 114.0
5000 - AVRSA
12.50 13.00
m/z 72.90 79.49%
\‘\‘\‘\\‘ “\‘\H\\‘\Lﬂ\\\‘\\\“\’\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #1278: 1H-Imidazol-2-amine
83.0
] R
12.50 13.00
5000 m/z 48.90  45.92%
56.0
miz--> 20 40 60 80 100 120 140 160
Abundance #7308: 3-Butenoic acid, 3-methyl-, methyl ester P =
55.0 12.50 13.00
m/z 42.90 43.86%
5000
29.0 820 114.0
m/z--> 20 40 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Cyclic13.018 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.018 1.98 ug/L 748147 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 47
2 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 40
3 1-Oxa-4-azaspiro[4.5]decan-4-oxy... 198 C1OH16NO3 1000115-84-0 33
4 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 33
5 Cyclopentane, (1,1-dimethylethyl)- 126 C9H18 003875-52-3 33

Abundance Scan 3632 (13.018 min): VU044297.D\data.ms (-3623) (- m/z 56.00 100.00%
.0

56
5000
1110 A VVAVAUN JJ‘\
‘ ‘ 85.0 w 157.0 1850 13.00
el L L T 180wz s7.00  41.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6811: Cyclobutane, 1,2,3,4-tetramethyl-
56.0
5000 S, ‘
13.00
m/z 69.00 29.07%
27.0
\‘\‘\‘\\“\\f““\\‘\\8‘:’7\-\0\\‘]\.:!-\2\.’0\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81262: Pentadecane, 8-methylene-
56.0
T T
13.00
5000 m/z 40.90 25.11%
290 84.0
125.0
Lo 168.0 196.0 224.0
e e A RRRERSES T a SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59310: 1-Oxa-4-azaspiro[4.5]decan-4-oxyl, 3,3-dimethyl P |
56.0 13.00
m/z 54.90 20.94%
5000
28.0 86.0 113.0
142.0
O VO e S LI )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 unknown-@3 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.108 1.59 ug/L 599589 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 43
2 trans-1,2-Cyclohexanediamine 114 C6H14N2 001121-22-8 40
3 1,2-Cyclohexanediamine 114 C6H14N2 000694-83-7 33
4 Nonane, 5-methylene- 140 C1eH20 006795-79-5 23
5 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 23

Abundance Scan 3660 (13.108 min): VU044297.D\data.ms (-3647) (- m/z 56.00 100.00%
5

6.0
5000
97.0 A/J\N
PN et
\Jﬂ 131.0 1851 13.00 13.50
e M e L L 11570 1851 5695 36.46%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #8847: 2,2-Dimethyl-1,3-butanediol
56.0
5000 SR AUARS
13.00 13.50
m/z 96.95 36.21%
“‘\\H‘\‘\B‘I‘S\H\O\\“\\]-\178‘.\()\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #7368: trans-1,2-Cyclohexanediamine
56.0 /\
i, e
13.00 13.50
28.0 Py
5000 97.0 m/Z 55.00 33.54%
e
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #7345: 1,2-Cyclohexanediamine R —
56.0 13.00 13.50
m/z 40.90 28.80%
5000 97.0
30.0
m/z--> 0 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 Cyclohexanol, 1-methyl-4-(1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.414 2.47 ug/L 932149  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 1-methyl-4-(1-meth... 156 C1@H200 003901-93-7 91
2 Cyclohexanol, 1-methyl-4-(1-meth... 156 C1@H200 003901-95-9 91
3 Cyclohexanol, 1-methyl-4-(1-meth... 156 C1@H200 003901-93-7 80
4 4-Hexen-3-ol 100 C6H120 004798-58-7 43
5 2,4-Dimethyl-1-penten-3-0l 114 C7H140 019781-54-5 43

Abundance Scan 3755 (13.413 min): VU044297.D\data.ms (-3744) (- m/z 70.95 100.00%

71.0
5000 42.9

123.0 141.0 13 50

WH““m““‘muu“‘”““““““““‘1‘5‘70 m/z 42.90  45.98%

miz--> 20 40 80 100 120 140 160
Abundance #28361: Cyclohexanol, 1-methyl-4-(1-methylethyl)-, trans
71.0

S

5000
43.0 98.0 1350 .
o 1930 141.0 m/z 97.95 19.98%
“‘““““‘\H““!“““““““‘\“““““‘]-‘5!70
miz--> 20 80 100 120 140 160
Abundance #28358.Cyd0hexanm,14nemyh4{14nemykﬁhwy,cs—
71.0
TIBEAIEY L S
13.50
43.0 8.0
27 0 ‘ 123.0 141.0
- \\ ‘ Hu\‘ ul Ll Ll 1570
miz--> 20 80 100 120 140 160
Abundance #28364.CydohexanoL14nemyk4{14nemykﬁhwy,Hans
71.0 13 50

m/z 57.90  14.36%

43.0
5000 95.0
113.0
27.0 ‘ 141.0
ol \\ ‘H |

m/z--> 20 40 60 100 120 140 160 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.494 0.67 ug/L 252783 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 64
2 Cyclohexanamine 99 C6H13N 000108-91-8 38
3 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 38
4 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 33
5 Tridecane, 7-methylene- 196 C14H28 019780-80-4 28
Abundance Scan 3780 (13.494 min): VU044297.D\data.ms (-3775) (- m/z 56.00 100.00%
56.0
5000
111.0
e
145.0
HH‘HH“‘H\‘H‘ “\‘\ \“\‘\\‘\“\‘\\”\‘\\‘\‘\‘HH‘HH‘HH“H m/Z 69.00 48.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000
13.50
29.0 111.0 m/z 70.90  37.26%
145.0
85.0
T \M‘\ s T \“\‘\ T \“ T o T \“1\7\0\\0‘ T \]\.g\?\c\)
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3531: Cyclohexanamine
56.0 KJA
R 4
13.50
5000 m/z 56.95 34.94%
28.0 99.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0 13.50
m/z 54.90 34.05%
5000
L “\‘ 950 128.0
e e .
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 unknown-04 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.738 0.82 ug/L 307856 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Pentadecanol 228 C15H320 109212-91-1 37
2 Propanedinitrile, cyclohexyl(2-m... 244 C16H24N2 074764-55-9 27
3 5-Octen-4-one, 7-methyl- 140 C9H160 032064-78-1 25
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 25
5 4-Heptanol 116 C7H160 000589-55-9 22

Abundance Scan 3856 (13.738 min): VU044297.D\data.ms (-3846) (- m/z 54.95 100.00%

97.0
5000
143.0 e =
L ‘ | ‘ 185.0 13.50 1400
"_‘H\mdwwww‘H‘_‘H‘H‘W‘H‘_H‘_‘H‘H‘w‘u‘_“ m/z 73.00 99.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84595: 4-Pentadecanol
55.0
5000
13.50 14.00
83.0 185.0 m/z 96.95 63.28%
T ‘ T \‘\ T T \‘1““\ ‘H\ T \‘:L\:I\-]\-\‘O\ \]-\3?‘9\?\ T ‘ TrTT ‘ \‘\ T \‘2\]-\0\\0‘\ TTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97525: Propanedinitrile, cyclohexyl(2-methylcyclohexyl)- J\
55.0
LA L
97.0 13.50 14.00
5000 ITI/Z 42.90 35.65%
29.0
Ly 133.0 162.0188.0 216.0 244.C
R R e e e A RARE ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18704: 5-Octen-4-one, 7-methyl- —= =
97.0 13.50 14.00
m/z 40.90 30.44%
41.0
5000 71.0
I ‘ 1400
T e e e e e e —= L=
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17

Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER
ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR062121WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 unknown-©5 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.976 3.71 ug/L 1401510 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 47
2 2-Methyl-1-nonene 140 C10H20 002980-71-4 27
3 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 25
4 1-Octene, 2-methyl- 126 C9H18 004588-18-5 17
5 Decane, 5-methyl-6-methylene- 168 C12H24 075029-95-7 17

Abundance Scan 3930 (13.976 min): VU044297.D\data.ms (-3920) (- m/z 55.95 100.00%

56.0
5000
111.0 A“T L —
85.0 ‘ 145.0 199.1 14.00
el e L A wyz 7e.90  4e.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
568.0
5000 Ahj L
14.00
29.0 111.0 m/z 55.00 33.29%
145.0
850
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17960: 2-Methyl-1-nonene
56.0
e
14.00
5000 ITI/Z 68.95 32.35%
29.0
H | 840 112.0 1400
“‘w“u““"H“‘H“H“‘H“_“‘_“w“‘w“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0 14.00
m/z 57.00 31.61%
5000
L ‘\‘ 95.0 128.0
e e e e e Y
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 unknown-06 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.587 0.77 ug/L 291751 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentyl glycol 104 C5H1202 000126-30-7 40
2 Nonane, 4-methylene- 140 C10H20 033717-91-8 38
3 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38
4 Cyclobutane, 1,2-diethyl-, trans- 112 C8H16 019341-98-1 38
5 Pentanal, 3-methyl- 100 C6H120 015877-57-3 37

Abundance Scan 4120 (14.587 min): VU044297.D\data.ms (-4111) (- m/z 55.95 100.00%
5

6.0
5000
111.0
‘ 157.0 1450
84.8 199.1 :
“‘w“whwwm‘mauwh‘up‘:‘_:‘w“wh“w“u‘ww m/z 73.00 81.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4757 Neopentyl glycol
56.0
5000
14.50
m/z 54.95 79.20%
30| | |60
\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17975: Nonane, 4-methylene-
56.0
T T
14.50
5000 m/z 68.95 61.28%
85.0
‘ ‘ 140.0
SN Y N P 0 A SR,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane —F ‘
56.0 14.50
m/z 40.90 39.61%
5000
29.0 ‘ 111.0
145.0
85.0
il 430 L T g 1900 A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070221\
Data File : VU@44297.D

Acq On : 02 Jul 2021 12:17
Operator : SY/MD

Sample : M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.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 unknown-07 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.761 0.85 ug/L 321779 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Azonin-2-one, octahydro-6-hyd... 157 C8H15N02 023435-07-6 38
2 Cyclohexane, 1l-ethyl-1,3-dimethy... 140 C10H20 062238-29-3 25
3 Neopentyl glycol 104 C5H1202 000126-30-7 25
4 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 22
5 Cyclohexane, 1l-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 16
Abundance Scan 4174 (14.761 min): VU044297.D\data.ms (-4165) (- m/z 55.95 100.00%
56.0
5000
111.0
157.0 L ——r
14.50 15.00
85.0 ‘ 199.1
S m“ Al oo ‘l‘?’f"‘g‘“ A L8O m/z 54.95  87.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29438: 2H-Azonin-2-one, octahydro-6-hydroxy-
30.0
—F e
5000 14.50 15.00
68.0 m/z 72.95 78.45%
‘ ‘ 101.0 1390
\\\‘\\\\“H\\H‘\\HU\‘\\\\“\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #18072: Cyclohexane, 1-ethyl-1,3-dimethyl-, trans-
69.0
111.0 14.50 15.00
5000 m/z 68.95 76.35%
41.0
SN O O O ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4758: Neopentyl glycol —F AT
56.0 14.50 15.00
m/z 40.90 45.23%
5000
31.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70221\
Data File : VU@44297.D

Acqg On : 02 Jul 2021 12:17
Operator : SY/MD

Sample ¢ M2905-21DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 1.475 1.0 ug/L 62589 1 6.256 309313 5.0
Propanal, 2-met... 3.591 1.4 ug/L 84930 1 6.256 309313 5.0
Butanal 4.456 7.4 ug/L 457200 1 6.256 309313 5.0
(DEL) Alkane: C... 11.018 2.7 wug/L 1020290 3 11.819 1887740 5.0
(DEL) Alkane: C... 11.237 1.5 wug/L 571537 3 11.819 1887740 5.0
Benzene, 1l-ethy... 11.298 0.5 wug/L 204374 3 11.819 1887740 5.0
Cyclohexene, 1-... 11.648 0.7 ug/L 246736 3 11.819 1887740 5.0
(DEL) Alkane: C... 12.047 0.6 ug/L 229243 3 11.819 1887740 5.0
Bicyclo[4.2.0]o... 12.102 0.7 ug/L 278141 3 11.819 1887740 5.0
Cyclohexanone, ... 12.488 2.2 wug/L 839437 3 11.819 1887740 5.0
o-Cymene 12.581 0.5 ug/L 199791 3 11.819 1887740 5.0
unknown-02 12.835 0.6 ug/L 213535 3 11.819 1887740 5.0
(DEL) Alkane: C... 13.018 2.0 ug/L 748147 3 11.819 1887740 5.0
unknown-03 13.108 1.6 ug/L 599589 3 11.819 1887740 5.0
Cyclohexanol, 1... 13.414 2.5 ug/L 932149 3 11.819 1887740 5.0
2,4-Dipropyl-5-... 13.494 0.7 ug/L 252783 3 11.819 1887740 5.0
unknown-04 13.738 0.8 ug/L 307856 3 11.819 1887740 5.0
unknown-05 13.976 3.7 ug/L 141510 3 11.819 1887740 5.0
unknown-06 14.587 0.8 ug/L 291751 3 11.819 1887740 5.0
unknown-07 14.761 0.8 ug/L 321779 3 11.819 1887740 5.0
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