LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071822\
Data File : VV026811.D

Acqg On : 18 Jul 2022 15:13
Operator : SY/MD

Sample : N3710-17

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 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_ V\Method\SFAMVTRO71122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@26811.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e5 17 20 24 rVB 36880 27205 2.56% 0.170%
2 1.134 24 29 40 rVB 66340 86529 8.14% 0.540%
3  1.208 48 52 58 rBVv2 32200 27354  2.57% 0.171%
4 1.301 72 81 95 rVB2 164712 227801 21.43% 1.422%
5 1.381 100 106 113 rBV 24100 28122 2.65% 0.176%
6 1.465 125 132 146 rVB 244241 264046 24.83% 1.649%
7 1.565 156 163 175 rVB 131345 147516 13.87% 0.921%
8 1.947 273 282 298 rVB 717669 952385 89.58% 5.947%
9 2.102 321 330 343 rVV 224166 325801 30.64% 2.034%
10 2.172 344 352 375 rVB4 41348 102670 9.66% 0.641%
11  2.291 380 389 402 rBV 18673 27523 2.59% 0.172%
12 2.667 486 506 529 rBv2 23175 96728 9.10% 0.604%
13 2.954 579 595 611 rBV5 7744 19605 1.84% 0.122%
14 3.288 684 699 722 rBV3 17272 45508 4.28% 0.284%
15 3.899 871 889 934 rBV2 290548 1063208 100.00% 6.639%
16 4.343 1009 1027 1069 rBV2 366912 1003942 94.43% 6.269%
17 5.047 1229 1246 1256 rBvV2 381812 931827 87.64% 5.818%
18 5.291 1312 1322 1366 rVB 155311 381015 35.84% 2.379%
19 5.616 1411 1423 1456 rBV 334287 692399 65.12% 4.323%
20 5.915 1505 1516 1527 rVB 6154 13896 1.31% ©0.087%
21  6.069 1549 1564 1598 rBV 229385 492864 46.36% 3.078%
22 6.577 1713 1722 1732 rBV10 5808 12169 1.14% 0.076%
23 6.989 1840 1850 1871 rBV 88135 166773 15.69% 1.041%
24  7.317 1940 1952 1968 rBV 381636 669554 62.97% 4.181%
25 7.394 1968 1976 2000 rVB 32190 73395 6.90% 0.458%
26 7.625 2040 2048 2076 rBV2 49686 95311 8.96% ©.595%
27 7.937 2132 2145 2154 rBV2 13631 26308 2.47% 0.164%
28 8.088 2178 2192 2223 rBV2 545835 1014780 95.45% 6.336%
29 8.223 2224 2234 2263 rVB2 60235 152162 14.31% 0.950%
30 8.728 2378 2391 2403 rBV2 14553 29472 2.77% 0.184%
31 8.854 2418 2430 2433 rBV 531475 759139 71.40% 4.740%
32 8.879 2434 2438 2461 rVB 641394 1011381 95.13% 6.315%
33 9.024 2472 2483 2485 rBvV 16511 25985 2.44% 0.162%
34 9.140 2508 2519 2532 rVB7 28447 64589 6.07% 0.403%
35 9.220 2535 2544 2555 rBV4 7564 13260 1.25% ©0.083%
36 9.423 2598 2607 2616 rBv9 5621 12211 1.15% 0.076%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071822\
Data File : VV026811.D

Acqg On : 18 Jul 2022 15:13
Operator : SY/MD

Sample : N3710-17

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 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_ V\Method\SFAMVTRO71122WMA.M
Title : TRACE VOA SFAM1.0
37 9.548 2637 2646 2664 rBV3 19996 40707 3.83% 0.254%
38 9.709 2680 2696 2705 rBvV3 9527 21085 1.98% 0.132%
39 9.802 2715 2725 2735 rBV3 8508 20567 1.93% 0.128%
40 9.931 2751 2765 2777 rBV 68595 113513 10.68% 0.709%
41 10.185 2834 2844 2845 rBV6 14097 19807 1.86% 0.124%
42 10.217 2845 2854 2870 rVB 182230 294913 27.74% 1.841%
43 10.355 2887 2897 2904 rBV 54581 88287 8.30% ©.551%
44 10.452 2918 2927 2938 rVB2 56744 88753 8.35% ©.554%
45 10.561 2948 2961 2977 rVBl1le 24401 64145 6.03% 0.401%
46 10.696 2988 3003 3008 rBV5 16801 32184 3.03% 0.201%
47 10.735 3008 3015 3037 rVB4 46323 83264 7.83% 0.520%
48 10.915 3063 3071 3077 rBV2 44847 64024 6.02%  0.400%
49 10.950 3078 3082 3090 rVB 30805 38099 3.58% 0.238%
50 11.085 3112 3124 3140 rVB2 397477 640308 60.22% 3.998%
51 11.191 3151 3157 3164 rVB3 17986 24650  2.32% 0.154%
52 11.249 3164 3175 3194 rBV2 584686 1013335 95.31% 6.327%
53 11.336 3194 3202 3213 rBV2 40159 62344 5.86% 0.389%
54 11.529 3252 3262 3280 rBV3 119997 232152 21.84% 1.450%
55 11.622 3281 3291 3316 rVB 463516 795736 74.84%  4.969%
56 11.744 3322 3329 3335 rBV6 8101 11781 1.11% 0.074%
57 11.818 3347 3352 3360 rBV 9474 12904 1.21% 0.081%
58 11.918 3371 3383 3384 rBV7 12969 18227 1.71% 0.114%
59 12.014 3405 3413 3430 rBv2 51984 90149 8.48% 0.563%
60 12.114 3438 3444 3466 rVB5 27691 57941 5.45% 0.362%
61 12.236 3475 3482 3495 rVB5 12023 20305 1.91% 0.127%
62 12.320 3495 3508 3521 rBV2 29369 59480 5.59% 0.371%
63 12.413 3530 3537 3545 rVv4 28017 38254 3.60% 0.239%
64 12.464 3546 3553 3560 rVB4 11034 17899 1.68% 0.112%
65 12.664 3605 3615 3625 rBV8 25461 44955 4.23% 0.281%
66 12.725 3626 3634 3649 rVB7 14921 30085 2.83% 0.188%
67 12.886 3666 3684 3695 rBV3 163867 285814 26.88% 1.785%
68 13.046 3726 3734 3746 rVB8 15901 31304 2.94% 0.195%
69 13.111 3746 3754 3763 rBV9 13508 25997 2.45% 0.162%
70 13.162 3765 3770 3781 rVB9 10097 16444 1.55% 0.103%
71 13.268 3796 3803 3812 rBV6 11489 17861 1.68% 0.112%
72 13.503 3866 3876 3890 rBV 99718 160531 15.10% 1.002%
73 13.911 3995 4003 4012 rVB 6682 11736 1.10% 0.073%
74 14.635 4217 4228 4240 rBV 42526 68000 6.40% 0.425%
75 14.760 4254 4267 4275 rBV 9249 17596 1.65% 0.110%
76 14.815 4276 4284 4299 rVB 29230 48874 4.60% 0.305%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071822\
Data File : VV026811.D

Acqg On : 18 Jul 2022 15:13
Operator : SY/MD

Sample : N3710-17

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 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_V\Method\SFAMVTRO71122WMA.M

Title : TRACE VOA SFAM1.0

77 15.805 4584 4592 4600 rBV8 12758 20173 1.90% 0.126%

78 16.104 4677 4685 4693 rBvV8 8288 12866 1.21% 0.080%

79 16.178 4699 4708 4721 rBvVS8 15898 28732 2.70% 0.179%

80 16.310 4740 4749 4757 rVB 29912 44706 4.20% 0.279%
Sum of corrected areas: 16014920
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71822\

: VVe26811.D

: 18 Jul 2022 15:13

: SY/MD

: N3710-17

: 25.0mL/MSVOA_V/WATER

: 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV026811.D\data.ms
1000000
800000 Loa7
600000
5.047
400000 4.343 5.616
3.899
6.069
200000 5.291
o 13501 2667 ,954 3.288 5.915 6.F
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 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
Abundance TIC: VV026811.D\data.ms
1000000
800000
8.879
11.249
600000 8.088 g.854
11.622
400000 7.317
6.989
8.223 9.931 aE 201
. A [R3e4 7'%5 7.937 8.728| 19.084("% 09 49546, 802\ 10-&8 I §é§% ﬂwﬁlm 5i¥)
‘ e e A e e e e A N A YL e
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: VV026811.D\data.ms
1000000
800000
600000
400000
200000 12.886
13.503
| 2238038A 0545 13 gannzes 13911 14.03% 845 15.805 16160H5310
T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071822\
Data File : VV026811.D

Acqg On : 18 Jul 2022 15:13
Operator : SY/MD

Sample : N3710-17

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Difluorochloromethane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
1.134 0.62 ug/L 86529 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Difluorochloromethane 86 CHC1F2 000075-45-6 91
2 Difluorochloromethane 86 CHC1F2 000075-45-6 91
3 Ethane, 1,1-difluoro- 66 C2HAF2 000075-37-6 7
4 Ethane, 1,1-difluoro- 66 C2HA4F2 000075-37-6 5
5 Propiolonitrile 51 C3HN 001070-71-9 3
Abundance  Scan 29 (1.134 min): VV026811.D\data.ms (-24) (-) m/z 51.00 100.00%
51.0
5000
670 LA L N I R B |
6.9 ‘ 85.0 1.20 1.40
\\\‘\\\\‘\\\\‘\\\\‘\\\\.‘\\\\“\\\\‘\\‘\\“\\\\‘\\H\.\‘\\\ m/z 66.95 17.8900
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2063: Difluorochloromethane
51.0
5000 \/\\‘\\\\‘\\\\‘
1.20 1.40
670 m/z 68.90 5.88%
31.0 ’
\\\‘\\\\‘\\.\\‘\\\i‘H\‘ﬂ"\\\\}\\\\‘\\\\“\\\\‘g?i.o\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
51.0
A4
1.20 1.40
5000 m/z 49.90 5.85%
31.0 67.0
13.0 85.0
A o e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #422: Ethane, 1,1-difluoro- R R A e e i
51.0 1.20 1.40
m/z 85.00 2.56%
5000 65.0
15.0 2ﬁ.o | ‘
. ul | | 11 |
AR B e e R e
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.20 1.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071822\
Data File : VV026811.D

Acqg On : 18 Jul 2022 15:13
Operator : SY/MD

Sample : N3710-17

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Ethane, methoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.465 1.91 ug/L 264046  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, methoxy- 60 C3H80 000540-67-0 78
2 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 72
3 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 56
4 Ethane, methoxy- 60 C3H80 000540-67-0 40
5 Ethane, methoxy- 60 C3H80 000540-67-0 9
Abundance Scan 132 (1.465 min): VV026811.D\data.ms (-125) (-) m/z 45.00 100.00%
45.0
5000
SN/ A | M———
‘ ; 1.20 1.40 1.60 1.80
e 129 1048 2L m/z 6@.05  36.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #340: Ethane, methoxy-
45.0
5000
1.20 1.40 1.60 1.80
15.0 m/z 59.00 14.49%
’
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance
45.0
AR
1.20 1.40 1.60 1.80
5000 ITI/Z 42.95 5.93%
B e R Raa L e s anana A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #319: Hydrazine, ethyl-
45.0 1.20 1.40 1.60 1.80
m/z 45.95 2.34%
5000
!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071822\
Data File : VV026811.D

Acqg On : 18 Jul 2022 15:13
Operator : SY/MD

Sample : N3710-17

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 3 Ethyl ether Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.947 6.88 ug/L 952385  1,4-Difluorobenzene 5.616

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 72
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 72
Abundance Scan 282 (1.947 min): VV026811.D\data.ms (-273) (-) m/z 59.05 100.00%
59.0
74.0
45.0
5000
/k\‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ 1.60 1.80 2.00 2.20
Obprrreerreperr e 2490 s 74005 75.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #973: Ethyl ether
31.0
59.0
5000 450 740 LI LA L L L L BN R
1.60 1.80 2.00 2.20
m/z 45.00 67.40%
\H’]_\?\‘\O‘HH‘\\H“\‘\H’\H\‘HH‘\‘H\‘HH’HH‘HH‘HH‘HH’HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
31.0
59.0 T
74.0 1.60 1.80 2.00 2.20
5000 45.0 m/z 43.00 18.97%
15.0
T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #970: Ethyl ether REEEE R
31.0 1.60 1.80 2.00 2.20
m/z 40.95 11.36%
5000 59.0
45.0 74.0
15.0
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071822\
Data File : VV026811.D

Acqg On : 18 Jul 2022 15:13
Operator : SY/MD

Sample : N3710-17

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 4 2-Propanol, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.667 0.70 ug/L 96728 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 64
2 Guanidine 59 CH5N3 000113-00-8 9
3 3-Pentanol 88 C5H120 000584-02-1 9
4 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 9
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 9

Abundance Scan 506 (2.667 min): VV026811.D\data.ms (-486) (-) m/z 59.05 100.00%

59.0
5000
41.0 SN S S
‘ ‘ 502 || 2.40 2.60 2.80 3.00
‘\\H‘\H\‘\H\’\H\’HH’HH’HH‘HH‘HH‘HHHH ‘HH‘HH‘HH‘HH‘ m/z 41.06 23.6900
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #991: 2-Propanol, 2-methyl-
59.0
5000 /L\I‘H\‘HH‘HH‘HH‘HM\/\T
2.40 2.60 2.80 3.00
31.0

' 41.0 m/z 43.00 16.75%
| ‘

15.0 ‘\\ 50.0
‘HH‘H\\‘\\H’HH’\H\’\\H’HH‘HH‘HH‘HH‘H\ ‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
43.0 59.0 J\m

L R R R I B

2.40 2.60 2.80 3.00

5000 m/z 39.00 12.60%
28.0
RSN RARS ARAR AR A LN RARR) LR SRR LR RARRN AR SRR RARRN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #2358: 3-Pentanol
59.0 2.40 2.60 2.80 3.00

m/z 57.00 10.55%

5000 31.0
41.0
L] | i 71.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71822\
Data File : VV026811.D

Acqg On : 18 Jul 2022 15:13

Operator : SY/MD

Sample : N3710-17

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Methane, diethoxy- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.291 2.75 ug/L 381015 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, diethoxy- 104 C5H1202 000462-95-3 83
2 Methane, diethoxy- 104 C5H1202 000462-95-3 80
3 Methane, diethoxy- 104 C5H1202 000462-95-3 80
4 Butane, 2-methoxy-3-methyl- 102 C6H140 062016-49-3 43
5 Pentane, 2-methoxy- 102 C6H140 006795-88-6 37

Abundance Scan 1322 (5.291 min): VV026811.D\data.ms (-1312) (-) m/z 59.05 100.00%

59.0
103.1
5000

45”0 751 go1 5.00520540560
S 1 Y A N (S N V2 2K T E 61.62%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5366: Methane, diethoxy-
59.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
31.0 103.0 5.00 5.20 5.40 5.60
470 m/z 44.95  14.28%

"W%HQM‘“MH‘w“myw‘wﬂH‘wTi?w‘§%9H‘w‘H\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
31.0 59.0

5.00 5.20 5.40 5.60

5000 m/z 47.00 13.17%
103.0
15.0 45.0
75.0 89.0

R N R L EEARRRREAIS E

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5364: Methane, diethoxy- SMNAND AN M5 SV NIV

31.0 59.0 5.00 5.20 5.40 5.60

m/z 58.00 9.44%

5000 103.0
47.0
180 ‘\\ WL 30 se0

m/z-->

10 20 30 40 50 60 70 80 90 100 110

5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071822\
Data File : VV026811.D

Acqg On : 18 Jul 2022 15:13
Operator : SY/MD

Sample : N3710-17

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 1,3-Oxathiolane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

8223 1.00 ug/l 152162 Chlorobenzene-ds 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,3-Oxathiolane 90 C3H60S 002094-97-5 94
ydrazinecarboxylic acid, methyl... 90 C2H6N202 006294-89-9 64
»3-Oxathiolane 90 C3H60S 002094-97-5 56
hiourea, methyl- 90 C2H6N2S 000598-52-7 50
-Thietanol 90 C3H60S 010304-16-2 42

VA wWwN R
W= R TR

Abundance Scan 2234 (8.223 min): VV026811.D\data.ms (-2224) (-)| | m/z 89.95 100.00%

60.0 90.0
45.0
5000

130 7.80 8.00 8.20 8.40 8.60
el 73O 131 59,05 os.88%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2559: 1,3-Oxathiolane
60.0 90.0

5000 “‘H,““_““H“,“
45.0 7.80 8.00 8.20 8.40 8.60

m/z 59.00 57.97%

27.0
‘”!””\”JMWMW‘NM‘”l‘”‘W‘”N‘”M“”\”‘W”‘W‘ A\kad&
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
31.0 90.0

45.0 7.80 8.00 8.20 8.40 8.60
5000 59.0 m/z 44.95 57.27%
15.0
75.0
L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2558: 1,3-Oxathiolane RERRRmEmEEEE
90.0 7.80 8.00 8.20 8.40 8.60
60.0 m/z 60.95 23.91%
5000
45.0
29.0
HW‘H‘_HHM‘lew‘HHJH‘WH‘W‘HJ‘H‘_H‘M‘HM IEREEES L1 B T EEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071822\
Data File : VV026811.D

Acqg On : 18 Jul 2022 15:13
Operator : SY/MD

Sample : N3710-17

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 7-Oxabicyclo[2.2.1]heptane,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11085 3.6 ug/ll 646368 1,4-Dichlorobenzene-dd  11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H180 000470-67-7 93
-Oxabicyclo[2.2.1]heptane, 1-me... 154 C1@H180 000470-67-7 93
-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10OH180 000470-67-7 93
-Oxabicyclo[2.2.1]heptane, 1-me... 154 C1@H180 000470-67-7 91
-Oxabicyclo[2.2.1]heptane, 1-me... 154 C1@H180 000470-67-7 76

uih wNnPE
\l\l\l\l\l
OOOOO

Abundance Scan 3124 (11.085 min): VV026811.D\data.ms (-3112) (- | m/z 43.00 100.00%
43.0 1111
71.0
5000
154.2
93.0 ] \
IR e
\\\’\\\\"‘1\‘1”‘ “ ‘\H\\‘\‘ ‘\‘H\‘\“‘\\\\‘\\\‘\‘\ m/Z 111.05 98.76%
miz--> 20 40 60 80 100 120 140 160
Abundance #31304: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth
43.0
111.0
71.0
5000
11.00
154.0 m/z 71.00 73.45%
93.0 ‘
\\\’2\6‘19\"\\\“‘ \‘\W\“HH ““\‘\‘1\“\‘\1\3\6‘0\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
111.0 o :
71.0 11.00
5000 m/z 55.00 52.90%
154.0
15.0 93.0
R B o B
m/z--> 20 40 60 80 100 120 140 160
Abundance #31311: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth P {
43.0 11.00
m/z 69.05 47.28%
71.0 111.0
5000
154.0
S | S " N N ),
m/z--> 20 40 60 80 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071822\
Data File : VV026811.D

Acqg On : 18 Jul 2022 15:13
Operator : SY/MD

Sample : N3710-17

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.529 1.15 ug/L 232152 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 76
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 70
4 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 64
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 62
Abundance Scan 3262 (11.529 min): VV026811.D\data.ms (-3252) (| m/z 117.10 100.00%
11y.1
41.0 91‘ 1 11 50
e ““ ““” “ WH L “ RASTRSTR ‘M 4L m/z 118.60 51.34%
m/z--> 20 100 120 140
Abundance #10178: Indane
117.0
5000 A1y ‘
11.50
m/z 57.05 46.32%
39.0 580 91.0
\\\‘\\\\“\\‘\\“‘\‘\7\5\.()‘\\“\\ ‘\\\“‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
117.0
11.50
5000 m/z 114.95 42 .56%
91.0
15.0 39.0 63.0
T T e e
miz--> 20 40 60 80 100 120 140
Abundance #10185: (Z)-1-Phenylpropene —
117.0 11.50
m/z 91.10 16.61%
5000
91.0
51.0
-zl | ‘mH‘ kA N | A
m/z--> 20 40 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071822\
Data File : VV026811.D

Acqg On : 18 Jul 2022 15:13
Operator : SY/MD

Sample : N3710-17

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 10 Allyl dithioacetate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.886  1.41 ug/L 285814  1,4-Dichlorobenzene-d4  11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Allyl dithioacetate 132 csHes2 027249-83-8 50

000498-81-7 43

2 Cyclohexanemethanol, .alpha.,.al... 156 C10H200

3 Cyclohexanemethanol,
4 Cyclohexanemethanol,

5 Pentane, 2-methoxy-

.alpha.,.al... 156 C10H200
.alpha.,.al... 156 C10H200
102 C6H140

007322-63-6 43
005114-00-1 43
006795-88-6 35

Abundance Scan 3684 (12.886 min): VV026811.D\data.ms (-3666) (- m/z 59.10 100.00%
59.1
5000 /\A
95.1 117.1
411 | H 134.1 12.50 13.00
il w‘ “ ., “?‘ il 1522 s 197 10 24.63%
miz--> 20 40 100 120 140
Abundance #16346.AHyIdnmoaceune
59.0
5000 h o ﬂ L.
12.50 13.00
41.0 117-01320 m/z 119.10  22.35%
\‘\\\\U\‘\\\“\\7ﬂ.\0‘\9\]a9‘\\\\‘\\!.\‘\\\\
miz--> 20 80 100 120 140
Abundance
59.0
1250 1300
5000 ITI/Z 95.10 17.19%
43.0
27.0 810 960 1230 1410
—— e ——
miz--> 20 80 100 120 140 J\m\
Abundance #33019: Cyclohexanemethanol, .alpha.,.alpha.,4-trimeth Pt e :
59.0 12.50 13.00
m/z 81.10 15.12%
5000
26,0 41‘-‘0 I 810 960 1230 1410
i 1 | L L In L
e e e e [ —F
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071822\
Data File : VV026811.D

Acqg On : 18 Jul 2022 15:13
Operator : SY/MD

Sample : N3710-17

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 11 Azulene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.503 0.79 ug/L 160531 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 93
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3876 (13.503 min): VV026811.D\data.ms (-3866) (- m/z 128.05 100.00%
128.1
5000
1350 |
51.1 :
b 2OFO 2070 26BC L 157.10 12.63%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #13686: Naphthalene
128.0
5000 R e I
13.50
m/z 129.05 10.99%
5:!\"0\\ m 10‘ 0 ‘H
‘HH‘HH‘HH‘HH‘HH‘\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
128.0
Dopafnen L, o
13.50
5000 m/z 102.00 8.73%
51.0 78.0
R aamaE o e B B manans e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #13684: Naphthalene ey — I
128.0 13.50
m/z 126.00 7.15%
5000
51.0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071822\
Data File : VV026811.D

Acqg On : 18 Jul 2022 15:13
Operator : SY/MD

Sample : N3710-17

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Difluorochlorom... 1.134 0.6 ug/L 86529 1 5.616 692399 5.0
Ethane, methoxy- 1.465 1.9 ug/L 264046 1 5.616 692399 5.0
Ethyl ether 1.947 6.9 ug/L 952385 1 5.616 692399 5.0
2-Propanol, 2-m... 2.667 0.7 ug/L 96728 1 5.616 692399 5.0
Methane, diethoxy- 5.291 2.8 ug/L 381015 1 5.616 692399 5.0
1,3-Oxathiolane 8.223 1.0 ug/L 152162 2 8.854 759139 5.0
7-Oxabicyclo[2.... 11.085 3.2 ug/L 640308 3 11.249 1013340 5.0
Indane 11.529 1.1 ug/L 232152 3 11.249 1013340 5.0
Allyl dithioace... 12.886 1.4 ug/L 285814 3 11.249 1013340 5.0
Azulene 13.503 0.8 ug/L 160531 3 11.249 1013340 5.0
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