LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70121\
Data File : VU@44282.D

Acqg On : 01 Jul 2021 13:32
Operator : SY/MD

Sample : M2905-08DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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@44282.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 52 rVB 53365 52116 8.04% 0.765%
2 1.601 71 81 95 rBv 47612 63141 9.74% 0.927%
3 1.919 172 180 191 rBV 48187 62693 9.67% 0.921%
4 2,572 371 383 397 rBV 90871 150637 23.25%  2.212%
5 3.054 522 533 548 rBV2 17916 33132 5.11% 0.487%
6 3.366 619 630 639 rBv2 4919 9218 1.42% 0.135%
7 4.465 958 972 988 rBV3 4166 10799 1.67% 0.159%
8 4.674 1012 1037 1068 rBvV2 135628 482785 74.50%  7.090%
9 5.073 1143 1161 1180 rBV 94082 210331 32.46% 3.089%
10 5.732 1345 1366 1400 rBV2 185184 512755 79.13% 7.530%
11  6.256 1515 1529 1544 rBV 186662 348045 53.71% 5.111%
12 6.549 1607 1620 1643 rBV 157132 295922 45.67% 4.346%
13  6.697 1652 1666 1686 rBV 121007 235609 36.36%  3.460%
14 7.571 1926 1938 1954 rBV 63913 112959 17.43% 1.659%
15 7.906 2028 2042 2056 rBV 239624 413879 63.87% 6.078%
16 7.973 2057 2063 2073 rVB2 4603 7871 1.21% 0.116%
17 8.186 2115 2129 2142 rBV2 40400 71632 11.05% 1.052%
18 8.558 2233 2245 2259 rBV 180259 302757 46.72%  4.446%
19 8.642 2259 2271 2311 rVB 323163 647997 100.00% 9.516%
20 9.423 2502 2514 2535 rBV2 259472 533207 82.29% 7.830%
21 9.575 2553 2561 2574 rBvV 6114 10017 1.55% 0.147%
22 10.105 2715 2726 2736 rBV2 9181 14541 2.24% 0.214%
23 10.491 2834 2846 2858 rVB2 16701 26077 4.02% 0.383%
24 10.764 2919 2931 2943 rBV 96797 157967 24.38%  2.320%
25 10.912 2968 2977 2987 rVB 20800 31877 4.92% 0.468%
26 11.002 2995 3005 3024 rVV 15612 33290 5.14% 0.489%
27 11.095 3024 3034 3050 rVB2 11105 17828 2.75% 0.262%
28 11.298 3087 3097 3108 rBV3 17080 27856 4.30% 0.409%
29 11.475 3141 3152 3163 rVB 20223 31441 4.85% 0.462%
30 11.565 3169 3180 3190 rBV3 6855 11612 1.79% 0.171%
31 11.819 3247 3259 3276 rBV 290572 501062 77.32% 7.358%
32 11.899 3276 3284 3293 rVB 11505 17537 2.71% 0.258%
33 12.099 3337 3346 3363 rVB2 36474 59588 9.20% 0.875%
34 12.198 3364 3377 3394 rBV 256521 441122 68.97% 6.478%
35 12.491 3448 3468 3478 rBV5 6433 14605 2.25% 0.214%
36 12.581 3486 3496 3504 rBV5 5530 9378 1.45% 0.138%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70121\
Data File : VU@44282.D

Acqg On : 01 Jul 2021 13:32
Operator : SY/MD

Sample : M2905-08DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 12.719 3532 3539 3549 rVB1eo 5018 8763 1.35% ©0.129%
38 13.015 3618 3631 3645 rVB3 15017 31713 4.89% 0.466%
39 13.108 3648 3660 3676 rVB2 15856 27673 4.27% 0.406%
40 13.349 3726 3735 3745 rBV9 3817 7241 1.12% 0.106%
41 13.455 3760 3768 3774 rVWW4 4867 7161 1.11% 0.105%
42 13.494 3774 3780 3790 rVB5 4906 7209 1.11% 0.106%
43 13.735 3847 3855 3870 rVB4 5416 10656 1.64% 0.156%
44 13.841 3877 3888 3894 rBV1e 4220 8059 1.24% 0.118%
45 13.976 3912 3930 3942 rBV5S 41704 83347 12.86% 1.224%
46 14.086 3952 3964 3976 rBV6 9629 18882 2.91% 0.277%
47 14.153 3977 3985 3995 rBV7 7721 14751 2.28% 0.217%
48 14.327 4030 4039 4046 rBV6 11007 18189 2.81% 0.267%
49 14.381 4048 4056 4071 rVB4 12874 22711 3.50% 0.334%
50 14.584 4112 4119 4131 rVB2 5409 8365 1.29% 0.123%
51 14.761 4164 4174 4180 rBV3 7653 12310 1.90% 0.181%
52 14.796 4180 4185 4194 rVB5 5058 7014 1.08% 0.103%
53 15.134 4283 4290 4294 rBV6 8059 11835 1.83% 0.174%
54 15.185 4297 4306 4317 rVB 51100 89303 13.78% 1.311%
55 15.368 4351 4363 4367 rBV9 5043 8702 1.34% 0.128%
56 15.410 4367 4376 4385 rVvVv2 15052 26521 4.09% 0.389%
57 15.536 4408 4415 4421 rBV5 5679 9504 1.47% 0.140%
58 15.568 4422 4425 4437 rVB8 6051 7369 1.14% 0.108%
59 15.655 4443 4452 4471 rVB3 10822 26313 4.06% 0.386%
60 15.806 4490 4499 4509 rBV4 9164 15247 2.35% 0.224%
61 15.992 4548 4557 4568 rVB1o 8316 15883 2.45% 0.233%
62 16.073 4572 4582 4586 rBV5 9569 15586 2.41% 0.229%
63 16.111 4587 4594 4606 rVB 15102 26571 4.10% 0.390%
64 16.204 4613 4623 4641 rVB5 32064 72584 11.20% 1.066%
65 16.391 4671 4681 4701 rVB4 32201 63573 9.81% 0.934%
66 16.520 4713 4721 4730 rVB4 4262 8883 1.37% 0.130%
67 16.671 4761 4768 4775 rBV9 7487 11244 1.74% 0.165%
68 16.819 4805 4814 4828 rVB9 11598 24313 3.75% 0.357%
69 16.944 4845 4853 4864 rVB4 7141 10938 1.69% 0.161%
70 17.021 4867 4877 4894 rVB2 45547 73823 11.39% 1.084%
71 17.166 4914 4922 4934 rBV2 5906 12004 1.85% 0.176%
72 17.442 5000 5008 5022 rVB8 11210 22058 3.40% 0.324%
Sum of corrected areas: 6809581
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70121\
Data File : VU@44282.D

Acq On : 01 Jul 2021 13:32

Operator : SY/MD

Sample : M2905-08DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

300000

250000

200000

150000

100000

50000

0

Time-->

Abundance

300000

250000

200000

150000

100000

50000

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

¢ C:\DATABASE\NIST11.L
LSCINT.P

149501

1.919

2.572

3.054
3.366

TIC: VU044282.D\data.ms

6.256

5.732

6.549

4.674
6.69°

5.073

4.465

7.571

8.642

7.906

8.55¢

1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

TIC: VU044282.D\data.ms
11.819

9.423 12.1

10.764

12. OQJ

10.491 |10} 1.244.475 899
10.105 /\ %69% 1}\% 565 i

9 575

0

Time-->

Abundance

300000

250000

200000

150000

100000

50000

13.976

Lzmsmng l3mﬁ§§y5w3y334gé\4l@&@§? 2Ly, 5344796 15.]

—T
9.00

10 50

9. 50 10. 00
TIC: VU044282.D\data.ms

11 00 11. 50 12 00

Time-->

12 50

13. OO

13.50 14.00

SFAMUTRO62121WMA.M Tue Jul @06 18:16:14 2021

14.50

1 AN
T 1 L T L N
15.00 17.00 17.50

Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44282.D

Acq On : 01 Jul 2021 13:32
Operator : SY/MD

Sample : M2905-08DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 4
R.T. EstConc Area Relative to ISTD R.T.
1.475 0.75 ug/L 52116 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 Trifluoroguanidine 113 CH2F3N3 037950-72-4 4
4 Cyanogen chloride 61 CCIN 000506-77-4 4

5 Cyanogen chloride 61 CCIN 000506-77-4 4
Abundance  Scan 42 (1.475 min): VU044282.D\data.ms (-36) (-) m/z 60.90 100.00%

60.9
5000
45.9

140 160 1.80

O e T T T T T T T m/z 59.90 65.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #316: Methyl nitrite
30.0
5000 L L L

140 160 1.80
m/z 45.90 31.10%

190 I, 460 610
O\\‘\\\\’\\\\\\\\‘\\\\’\\\\i\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #307: o-Ethylhydroxylamine
27.0
T
61.0 1.40 1.60 1.80
5000 ITI/Z 44 .90 2.05%
43.0
RS 0 S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7031: Trifluoroguanidine o MM M M mm(
61.0 . . .
28.0 1.40 1.60 1.80 .
42.0 m/z 61.90 1.77%
5000
0 750 113.0
T T R T T e e e e e I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44282.D

Acq On : 01 Jul 2021 13:32
Operator : SY/MD

Sample : M2905-08DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 1Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.099 0.59 ug/L 59588 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
3 Indane 118 C9H1e 000496-11-7 76
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 76
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
Abundance Scan 3346 (12.099 min): VU044282.D\data.ms (-3337) (-  m/z 116.95 100.00%
117.0
5000
90.9 o =
3?9 6%? o | “ 133.9 12.00 1252
0‘HM‘HMH‘_H‘_HW‘HWMH‘HH_‘H_HWJHWH‘Wuuwluw m/z 118.00 57.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8950: Indane
117.0
5000 A DA
12.00 12.50
m/z 115.00  33.92%
390 430 91‘0 ‘
O\\\‘l\\5\\0‘\\1‘\‘HH“HH“}H‘\‘}‘\‘H‘\H‘HH\\“\H\‘HH‘H!\“HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8961: Benzene, 2-propenyl-
117.0
A
12.00 12.50
m/z 90.90 20.16%
5000 910 /
39.0 65.0
0‘H_‘H_‘H_wau‘wu‘MLW‘HW‘Hﬁluwﬁ‘wulﬁu‘wuu‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #8951: Indane ﬂw‘“ﬁ A plalifa ﬁ“ﬁ
117.0 12.00 12.50
m/z 119.00  15.81%
5000
91.0
39.0 630 /\
SEECT TN S NN R R g (1 W 411 ATl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44282.D

Acq On : 01 Jul 2021 13:32
Operator : SY/MD

Sample : M2905-08DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.976 0.83 ug/L 83347 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 74
2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 43
3 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 38
4 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27
5 1-Heptene, 2,6-dimethyl- 126 C9H18 003074-78-0 27
Abundance Scan 3930 (13.976 min): VU044282.D\data.ms (-3912) (- m/z 55.90 100.00%
55.9
5000
111.0 A VANS
‘ 84.9 145.0 14.00
bl L1990y 7690 41.61%
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 /\ AV T /\P/\\\” i
14.00
29.0 111.0 m/z 56.95 40.15%
145.0
O ‘\\ \8‘?\0\\‘f\\\‘\w\\‘\‘\\f“l\?(\)\o‘f\%g\?\o\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
A ey :
14.00
5000 m/z 40.90 34.54%
0 (I~ \“‘ 95.0 128.0
LA o e e AR BAREA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #600: Cyanic acid, ethyl ester T
29.0 14.00
m/z 54.90  33.24%
56.0
5000
O‘H““mi“‘m‘H‘H‘HH‘HH_m‘m“mwm‘u T
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\VU070121\
Data File : VU@44282.D

Acq On : 01 Jul 2021 13:32
Operator : SY/MD

Sample : M2905-08DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 5 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.185 0.89 ug/L 89303 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrimidine, 2,4,5-triamino- 125 C4H7N5 003546-50-7 35
2 1-(4-Methylcyclohexyl)imidazolid... 182 C10H18N20 1000103-58-2 27
3 Cyclopropane, 1l-methylene-3-meth... 140 C8H16Si 1000152-74-9 27
4 5-Amino-1-ethylpyrazole 111 C5H9N3 003528-58-3 27
5 3-Amino-2-cyclohexenone 111 C6HINO 005220-49-5 27

Abundance Scan 4306 (15.185 min): VU044282.D\data.ms (-4297) (- m/z 125.00 100.00%

82.9 125.0
54.9
5000
167.0

7 Ty
15.00 15.50

ol b L 2089 s 82,90 91.10%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10747: Pyrimidine, 2,4,5-triamino-
125.0

o

5000
15 00 15 50
43.0 m/z 54.90 65.89%
Wi
O\‘\\\\‘H\\\H\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46927: 1-(4-Methylcyclohexyl)imidazolidin-2-one
125.0
15 00 15 50

o

56.0  87.0 182.0
I O PR VAN Y- N R
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #18597: Cyclopropane, 1-methylene-3-methyl-2-trimethyl
73.0 125.0 15 OO 15 50

m/z 68.90 46.87%

5000
45.0 ‘ 97.0
0 MH M‘ gl ‘\ \‘ 1 ‘\ Mmmm

m/z--> 20 40 60 80 100 120 140 160 180 200 15. OO 15 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44282.D

Acq On : 01 Jul 2021 13:32
Operator : SY/MD

Sample : M2905-08DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.204 0.72 ug/L 72584 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 52
2 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 30
3 Pentane, 3-methylene- 84 C6H12 000760-21-4 30
4 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 30
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 30

Abundance Scan 4623 (16.204 min): VU044282.D\data.ms (-4613) - m/z 82.90 100.00%

82.9
41.0
5000
153.0 NN

‘H ‘ ‘ ‘ 2811 16,00 16,50
ol 1 ML mMM\\m\mmwuud “2979 e m/z 68.99 84.30%
m/z--> 0 50 100 150 200 250
Abundance #17993: 3-Octene, 2,2-dimethyl-
69.0
5000 \f“”/\”“\ /\n/'”‘
1600 1650

m/z 54.90  75.10%

290 ‘ ‘ k 140.0
0 T \H\ H “H\“‘ “\“‘\]T“S\.O\‘\ ! L B B B B
miz--> 0 50 100 150 200 250
Abundance #1513: 2-Pentene, 3-methyl-, (2)-
41.0

1600 1650
5000 m/z 40.95 57.74%

84.0
0%0 .
m/z--> 0 50 100 150 200 250

Abundance #1495: Pentane, 3-methylene-
69.0 1600 1650
m/z 83.90 43.95%
5000
27.0
ol Al Ll
m/z--> 0 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44282.D

Acq On : 01 Jul 2021 13:32
Operator : SY/MD

Sample : M2905-08DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.391 0.63 ug/L 63573 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 43
2 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 30
3 5-Tridecene, (E)- 182 C13H26 023051-84-5 30
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 22
5 1,3-Cyclohexanedione, 5,5-dimeth... 182 C11H1802 001919-64-8 20

Abundance Scan 4681 (16.391 min): VU044282.D\data.ms (-4671) (- m/z 82.90 100.00%

82.9
54.9 109.0
5000
153.0 ‘ ‘ ol
“ | ‘ 18212069 16.00 16,50
0! U“_u“ pw‘\m‘_uw_ww m/z 68.90  86.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17993: 3-Octene, 2,2-dimethyl-
69.0
5000 41.0 ‘ e/l
16. 00 16. 50
97.0 m/z 108.95 77 .50%
‘ ‘ ‘ 140.0
O \\\‘\H\\"“\\\‘1’\‘\‘\\H‘h\\\\‘\\\\‘\\\\l\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11607: Cyclopentane, (2-methylpropyl)-
41.0 69.0 j\
M;M\M\ ol wla [\
16.00 16.50
5000 ITI z 54.90 71.41%
111.0
SELLYE 0 Y A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47273: 5-Tridecene, (E)-
55.0 16. 00 16 50
m/z 81.90 65.91%
5000
29.0 83.0
AU R LAY SR \,A\ :
m/z--> 20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44282.D

Acq On : 01 Jul 2021 13:32
Operator : SY/MD

Sample : M2905-08DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 2,5-Dibutoxy-2,5-dihydrofuran Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.021 0.74 ug/L 73823 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Dibutoxy-2,5-dihydrofuran 214 C12H2203 020295-23-2 53
2 Decane, 3-bromo- 220 C10H21Br 030571-71-2 43
3 4-Amino-5-methyl-2(1H)-pyrimidin... 141 C5H7N3S 007390-56-9 35
4 trans-2-Hexenyl valerate 184 C11H2002 056922-74-8 27
5 Sulfurous acid, butyl isohexyl e... 222 C10H2203S 1000309-17-2 27

Abundance Scan 4877 (17.021 min): VU044282.D\data.ms (-4867) (- m/z 84.90 100.00%
84.9 141.0
5000
40.9
183.1 SVAS
17.00
240.1
Olrrrprreater bt i ke bei ot ookt m/z 141.00 88.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72484: 2,5-Dibutoxy-2,5-dihydrofuran
85.0
141.0
5000 i :
17.00
m/z 56.95 80.23%
29.0
O\H‘\‘\‘\\“‘\HW’\1H“U\H“H\‘\‘H\\“\H\"\H\’\\H%:\LEI‘O\\H‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #76838: Decane, 3-bromo-
57.0
T
17.00
5000 141.0 m/z 82.90 70.57%
‘ ‘\ H'o |
O ettt
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #18864: 4-Amino-5-methyl-2(1H)-pyrimidinethione = ‘A‘ : ‘A“
141.0 17.00
m/z 40.90 37.44%
83.0
5000
54.0
otsol o Lm0 4o athe
m/z--> 20 40 60 80 100120140160180200220240260280 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70121\
Data File : VU@44282.D

Acqg On : 01 Jul 2021 13:32
Operator : SY/MD

Sample : M2905-08DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 0.8 ug/L 52116 1 6.256 348045 5.0
Indane 12.099 0.6 ug/L 59588 3 11.819 501062 5.0
2,4-Dipropyl-5-... 13.976 0.8 ug/L 83347 3 11.819 501062 5.0
unknown-02 15.185 0.9 ug/L 89303 3 11.819 501062 5.0
(DEL) Alkane: S... 16.204 0.7 ug/L 72584 3 11.819 501062 5.0
(DEL) Alkane: S... 16.391 0.6 ug/L 63573 3 11.819 501062 5.0
2,5-Dibutoxy-2,... 17.021 0.7 ug/L 73823 3 11.819 501062 5.0
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