LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33302.D

Acqg On : 14 Dec 2023 01:56
Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 37 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\SFAMVTR121323WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@33302.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.085 8 14 31 rVB 796934 749418 97.93% 10.280%
2 1.192 40 47 60 rvB 164944 151394 19.78% 2.077%
3 1.278 64 74 86 rBV3 303857 413389 54.02% 5.671%
4 1.388 103 108 117 rVB 22875 25985 3.40% 0.356%
5 1.532 142 153 165 rVvV2 54828 70778 9.25% 0.971%
6 1.600 165 174 188 rVB 79631 99993 13.07% 1.372%
7 1.728 205 214 219 rBV 38247 48281 6.31% 0.662%
8 1.767 219 226 246 rVB3 72880 121114 15.83% 1.661%
9 1.937 264 279 286 rBV3 13254 19859 2.60% 0.272%
106 2.060 303 317 331 rBV 100686 151421 19.79% 2.077%
11  2.153 331 346 365 rVB8 8533 24215 3.16% 0.332%
12 2.243 365 374 383 rBV 6611 10105 1.32% 0.139%
13 2.388 409 419 429 rBVS8 6482 16129 2.11% 0.221%
14  2.471 429 445 453 rVW3 21886 50984 6.66% 0.699%
15 2.516 453 459 475 rVB4 13458 24929 3.26% 0.342%
16 2.883 562 573 588 rVW3 13402 29519 3.86% 0.405%
17 2.970 588 600 621 rVB2 22086 45565 5.95% 0.625%
18 3.671 803 818 837 rBV3 19957 51194 6.69% 0.702%
19 3.815 847 863 900 rBV4 58577 204487 26.72% 2.805%
20 3.989 908 917 944 rVB4 10602 31028 4.05% 0.426%
21  4.252 981 999 1029 rBV3 90295 282635 36.93% 3.877%
22 4.580 1085 1101 1118 rBvV3 18747 47773 6.24% 0.655%
23 4.825 1159 1177 1188 rBV6 6063 15626 2.04% 0.214%
24 4.957 1201 1218 1233 rBV3 172140 451544 59.01% 6.194%
25 5.233 1293 1304 1305 rBvV4 8091 9492 1.24% 0.130%
26 5.410 1348 1359 1372 rBV5 8217 17933 2.34% 0.246%
27 5.535 1384 1398 1425 rBV2 133264 283740 37.08%  3.892%
28 5.841 1482 1493 1511 rVB5 12224 28248 3.69% 0.387%
29 5.989 1527 1539 1550 rBv2 89309 188120 24.58% 2.581%
30 6.050 1552 1558 1572 rVB4 29134 59038 7.71% 0.810%
31 6.301 1623 1636 1659 rBv2 133253 267694 34.98% 3.672%
32 6.918 1816 1828 1845 rBV 41476 79546 10.39% 1.091%
33 7.191 1898 1913 1918 rBV8 7523 15176 1.98% 0.208%
34 7.243 1919 1929 1942 rVW 220219 396476 51.81% 5.439%
35 7.313 1942 1951 1977 rVB 430793 765237 100.00% 10.497%
36 7.558 2018 2027 2047 rVB2 24838 53444 6.98% 0.733%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV033302.D

Acqg On : 14 Dec 2023 01:56
Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 37 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\SFAMVTR121323WMA.M
Title : TRACE VOA SFAM1.0
37 7.908 2131 2136 2147 rVB4 7440 12141 1.59% 0.167%
38 8.027 2158 2173 2200 rBV 151688 305150 39.88% 4.186%
39 8.246 2237 2241 2261 rVB4 12408 25243 3.30% 0.346%
40 8.786 2398 2409 2428 rBV 204409 345157 45.10% 4.735%
41 8.950 2450 2460 2473 rBV 56615 91915 12.901% 1.261%
42 9.075 2490 2499 2515 rVB 59822 102861 13.44% 1.411%
43 9.493 2612 2629 2653 rBV3 45714 115391 15.08% 1.583%
44  9.870 2736 2746 2757 rVB2 6470 10114 1.32% 0.139%
45 10.153 2824 2834 2855 rBV 63196 103468 13.52% 1.419%
46 10.294 2869 2878 2885 rBvV2 7411 11660 1.52% 0.160%
47 10.387 2898 2907 2922 rBV 15306 31830 4.16% ©0.437%
48 10.481 2922 2936 2946 rVB3 10806 19072 2.49% 0.262%
49 10.680 2987 2998 3008 rBV3 8165 12786 1.67% 0.175%
50 10.854 3042 3052 3066 rBV 34124 52609 6.87% ©.722%
51 11.188 3145 3156 3175 rBV 216359 343433 44.88% 4.711%
52 11.275 3175 3183 3200 rVB 14454 23035 3.01% 0.316%
53 11.561 3262 3272 3290 rVB 212548 348849 45.59% 4.785%
54 12.410 3527 3536 3546 rVB3 6367 9933 1.30% 0.136%
55 12.821 3653 3664 3675 rvVB4 10190 15672 2.05% 0.215%
56 13.451 3848 3860 3866 rBvV2 4863 8022 1.05% 0.110%
Sum of corrected areas: 7289850
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33302.D

Acqg On : 14 Dec 2023 01:56
Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abund :
unSOaOnOC(?O o5 TIC: VV033302.D\data.ms

600000
500000

400000

1.278
300000

2000007 (41.19
5.535 6.301

100000 1.5:898.767 2980 3815 4.252 5.989
1.388) 'Xﬁfﬂ .933&_15343 16 2.88970 3.671/\ 3.989 4 580 4 82 523341 5, 841 050

0- Ty P T T T T[T [T T [T T T [ T T i \\\ \ﬁﬁ_rf\r

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
Abunsdance TIC: VV033302.D\data.ms

600000

500000
7.313

400000

300000
7.2 8.786 11.188  11.561

200000 8.027

100000
8.950075 10.153
6.918 9.493
74 7.558 ;908\ 8.246 /\J\ A 9.870 /\o‘c_ﬁm&lsﬂo 680 8%
‘ : R

LA T L —
Time--> 7.00 7.50 8.00 8.50 9. 00 9 50 10 00 10. 50 11.00 11.50 12.00

Abunézlance TIC: VV033302.D\data.ms

600000

500000

400000

300000

200000

100000

12410 12 821 13451

‘ 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

SFAMVTR121323WMA.M Sat Dec 16 23:59:52 2023 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33302.D

Acqg On : 14 Dec 2023 01:56
Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
1.085 13.21 ug/L 749418 1,4-Difluorobenzene 5.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 59
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 7
4 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 4
5 Cyclobutylamine 71 C4HON 002516-34-9 4
Abundance  Scan 14 (1.085 min): VV033302.D\data.ms (-8) (-) m/z 40.95 100.00%
41.0
5000 i
‘ 1.101.201.301.40 1.50
o‘HHHWHH‘HHMHWHHMHWHHMHWM"HWHHMHWHHMHWHH m/z 39.00 90.38%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0

5000 M\\w\\u‘\uw‘uwwwww
27. 1.101.201.301.40 1.50
m/z 41.95 56.80%
to 180
0H\HH\H\H‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #62: Propene
41.0
“H‘_‘H‘H‘W‘H‘_‘H
1.101.201.301.401.50
5000 270 m/z 43.00 55.89%
O S e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane
42.0 1.101.201.301.401.50

m/z 43.95 55.58%

5000 970
i A,

O‘HHHWHH‘HHMHWHHMHq!
m/z--> 0 5 10 1520 25

30 35 40 45 50 55 60 65

1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33302.D

Acqg On : 14 Dec 2023 01:56
Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.192 2.67 ug/L 151394  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 64

4 Isobutane 58 C4H10 000075-28-5 59
5 Isobutane 58 C4Hie 000075-28-5 53

Abundance  Scan 47 (1.192 min): VV033302.D\data.ms (-40) (-) m/z 43.00 100.00%

43.0
5000 /k
‘ 120 140 160
49.9 57.0
Olrrrerrprerr s O et by m/Z 40,95 51.67%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0
5000
2 140 1.60

2r.0 m/z 42 00  34.19%

0 15\0 ‘\ 0‘ 50.057.0
HHH\\‘\H\‘\\H‘H\\‘\H\‘HH‘HH’HH‘HH‘H \’HH‘HH‘HH’HH‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane

43.0

120 140 1.60

5000 m/z 38.95 23.60%
27.0
Ol g b 200, 800570
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane i ‘ T
43.0 1.20 140 1.60

m/z 57.00 5.30%

5000

27.0

15.0 ‘\ \“\ | 50.0 5§.0 j\ /\A

O e e e A RV
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33302.D

Acqg On : 14 Dec 2023 01:56
Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.600 1.76 ug/L 99993  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 59
2 Butane, 2-methyl- 72 C5H12 000078-78-4 59
3 1,1-Diisobutoxy-butane 202 C12H2602 013002-16-9 38
4 Pentane 72 C5H12 000109-66-0 38
5 3-Buten-1-o0l 72 C4H80 000627-27-0 33
Abundance Scan 174 (1.600 min): VV033302.D\data.ms (-165) (-) m/z 40.95 100.00%
41,0
5000
72‘-0 1.20 1.40 1.60 1.80 2.00
Ol et i b e e 202 m/z 43.00  93.84%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #813: Butane, 2-methyl-
43.0
5000 L‘H\\‘\\H/,L\T/\‘Luwu
1.20 1.40 1.60 1.80 2.00
15.0 m/z 57.60  83.65%
4730
0 \‘\\\‘\‘\\\\ \H\‘\“\\‘}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #814: Butane, 2-methyl-
43.0 AAA
R e e
1.20 1.40 1.60 1.80 2.00
5000 m/z 42.00  79.33%
0 15.0“ L 7%'0
R R e e  AAEARREEE
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #77825: 1,1-Diisobutoxy-butane
57.0 1.20 1.40 1.60 1.80 2.00
m/z 39.00 43.52%
29.0
5000
ot 10300 a0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33302.D

Acqg On : 14 Dec 2023 01:56
Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.728 0.85 ug/L 48281 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (Z)- 70 C5H10 000627-20-3 87
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 87
3 2-Pentene 70 C5H10 000109-68-2 86

4 2(3H)-Furanone, dihydro-3,5-dime... 114 C6H1002 005145-01-7 78
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 74

Abundance Scan 214 (1.728 min): VV033302.D\data.ms (-205) (-) m/z 42.00 100.00%

42.0 55.0
70.0
5000
SSUNA N i O S
| 102.8 1.40 1.60 1.80 2.00
bl Al PSR msz s5.00 94.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #639: 2-Pentene, (Z)-
55.0
5000
42.0 70.0 1.40 1.60 1.80 2.00
29.0 m/z 70.00 77.57%
15.0 \H Ly
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\“\}\\‘\\\‘\“‘\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #637: 2-Pentene, (Z)-
55.0
/\\\‘\\\\‘\\\\‘\\‘\\’\\\\‘
1.40 1.60 1.80 2.00
5000 420 70,0 m/z 39.00 63.06%
29.0
wo |l
Ol et e st e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #630: 2-Pentene
55.0 1.40 1.60 1.80 2.00
m/z 41.00 52.40%
5000 42.0 70.0
29.0
Lo | |||
rrrprr et bl e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33302.D

Acqg On : 14 Dec 2023 01:56
Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.767 2.13 ug/L 121114  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 78
2 Pentane 72 C5H12 000109-66-0 72
3 Pentane 72 C5H12 000109-66-0 72
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 58
5 Oxirane, ethyl- 72 C4H80 000106-88-7 53

Abundance Scan 226 (1.767 min): VV033302.D\data.ms (-219) (-) m/z 43.00 100.00%

43.0
5000
57.0 72.0

M ‘ 1.40 1.60 1.80 2.00
Ol el el BT L sz a1.00 63.00%

m/z--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000

1.40 1.60 1.80 2.00

27.0 57.0 720 m/z 42.00 55.74%
0150\\\\
m/z--> 0 10 40 50 60 70 80
Abundance #807. Pentane
43.0
1.‘401.601.‘802.‘00 |
5000 m/z 39.00 29.85%
27.0
o 0 T T
A AR A AN E SRR RARSARRRRARERRRR
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0 1.40 1.60 1.80 2.00
m/z 57.00 21.93%
5000
27.0
57.0
wo | T )
O R R R B R S I I IR B AR AR AR RN
m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33302.D

Acqg On : 14 Dec 2023 01:56

Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.M
: 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.471 0.90 ug/L 50984 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 83
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 83
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 47
Abundance Scan 445 (2.471 min): VV033302.D\data.ms (-429) (-) m/z 42.95 100.00%
43.0
71.0
5000 /\]
57.0 ”“\u‘uu,uu‘\/\\u“uu
‘ ‘ 85.9 2.20 2.40 2.60 2.80
O el el mz 71.00 66.69%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
5000 71.0 N e e e
2.20 2.40 2.60 2.80
27.0 57.0 m/z 41.95 53.54%
' 86.0
0\\\‘\\\\"\]\5\-0\‘\\\‘\“\\\\‘i\}\\‘\\H‘\‘\\\\L}\\\‘\\l\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl-
43.0
2.20 2.40 2.60 2.80
m/z 41.00 45.77%
5000 710 /
57.0
27.0
86.0
ol t80 Ll L %0
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl-
43.0 2.20 2.40 2.60 2.80
m/z 38.90 22.76%
5000
mlz--> 0 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33302.D

Acqg On : 14 Dec 2023 01:56
Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
2.883 0.52 ug/L 29519 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 90
2 1-Hexene 84 C6H12 000592-41-6 59
3 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 53
4 3-Hexene, (Z)- 84 C6H12 007642-09-3 52
5 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 50

Abundance Scan 573 (2.883 min): VV033302.D\data.ms (-562) (-) m/z 56.05 100.00%
41.0 56.0

5000 69.0 84.0 M

ol 260280300320
0l e el L m/z 4e.95  98.18%

|
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl-
41.0 56.0 VA&
5000 27.0 690 \H‘HH‘HH‘HH‘AmAH/
: 84.0 2.60 2.80 3.00 3.20
m/z 54.95 69.27%
15.0
0\\\‘\\\\‘\}‘\\‘\\11‘\\\\l\‘\\\“{‘}‘\‘\\\‘\i\\\\‘\\‘\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1640: 1-Hexene
410 560 /\« /\/\
- A AL
: 2.60 2.80 3.00 3.20
5000 m/z 38.90 58.77%
84.0
‘ 69.0
15.0
0 ‘H%P‘w‘ﬁ‘_‘lh‘ulk‘upﬂl‘_‘m,u‘w‘uu‘u
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1667: 1-Pentene, 3-methyl-
41.0 55.0 2.60 2.80 3.00 3.20

m/z 43.00  48.85%

69.0
5000 27.0
84.0 Aj\
0 “ I ‘\ | J\

m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33302.D

Acqg On : 14 Dec 2023 01:56
Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 2-Ethyl-oxetane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.970 0.80 ug/L 45565 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 91
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 Ce6H14 000110-54-3 72
4 n-Hexane 86 C6H14 000110-54-3 72
5 n-Hexane 86 C6H14 000110-54-3 64

Abundance Scan 600 (2.970 min): VV033302.D\data.ms (-588) (-) m/z 57.00 100.00%

57.0
410
5000
86.0 Vo
‘ 714 2.60 2.80 3.00 3.20
0 H‘“H"H“_"w"H“H‘ymﬁl‘w‘uﬂ“w“m“w m/z 41.80 75.12%
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
5000
2.60 2.80 3.00 3.20
29.0 86.0 m/z 55.95 53.82%
150 H \\“ 71‘-0 ‘\
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\\‘\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0
R YA N AT
43.0 2.60 2.80 3.00 3.20
5000 m/z 43.00 47.88%
86.0
71.0
or'r—r—--tl
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane A e T P
57.0 2.60 2.80 3.00 3.20
43.0 m/z 41.90  30.92%
29.0
5000
15.0 ‘ 86.0 f\
71.0
miz--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33302.D

Acqg On : 14 Dec 2023 01:56
Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 (DEL) Alkane: Cyclic3.671 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.671 0.90 ug/L 51194 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 59
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 59
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 59

Abundance Scan 818 (3.671 min): VV033302.D\data.ms (-803) (-) m/z 56.00 100.00%
56.0

69.0 /\

| 84‘-0 340360380400
0 H_m_m_H:N\m,m‘\ et~ m/z 41.00  53.36%

m/z--> 10 20 50 60 70 80 90
Abundance #1682. Cyclopentane, methyl-
56.0
5000 69.0

3.40 3.60 3.80 4.00

5000

m/z 69.00 47.15%
280 84.0
0 150 H\ L1l \H\ 1l ‘
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 50 60 70 80 90
Abundance #1683. Cyclopentane, methyl-
56.0
3.40 3.60 3.80 4.00
5000 m/z 54.90  31.45%
84.0
270
180 “ 68.0 ‘
OH‘HH‘HH‘HH_H‘,m“‘le‘,‘uu‘uu‘u
miz—> 10 50 60 70 80 90
Abundance #1679. Cyclopentane, methyl- H_MHWHWHWH
56.0 3.40 3.60 3.80 4.00

m/z 38.90  26.55%

5000 410
69.0
84.0
27.0 ‘ ‘ |
O 1 50 ‘ ‘ ‘ | ‘ L] L

m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33302.D

Acqg On : 14 Dec 2023 01:56
Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 Ethyl Acetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.989 0.55 ug/L 31028 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 86
2 Ethyl Acetate 88 C4H802 000141-78-6 78
3 Ethyl Acetate 88 C4H802 000141-78-6 78
4 Ethyl Acetate 88 C4H802 000141-78-6 78
5 Ethyl Acetate 88 C4H802 000141-78-6 78
Abundance Scan 917 (3.989 min): VV033302.D\data.ms (-908) (-) m/z 42.95 100.00%
43.0
5000
61.070-0 ‘m\‘\\\\‘\\\\‘\\\\’\\
‘ ‘ 88.0 3.60 3.80 4.00 4.20 4.40
Obe il sz e1.00 16.99%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2279: CH3C(O)CH2CH20H
43.0
5000 ‘u\\‘u\J?ﬁW\‘u\\,u
3.60 3.80 4.00 4.20 4.40
15.0 31.0 550 700 ., m/z 70.00 15.03%
0\\\‘\\‘\\‘\\{‘U“\\\\“‘!}‘\\‘\\‘\w“\\\\‘!‘\‘\\\‘\\\}“\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2272: Ethyl Acetate
43.0
0 I
3.60 3.80 4.00 4.20 4.40
5000 m/z 44.85 12.67%
29.0 61.0
15.0 | | 70‘-0 88.0
L B L B RS
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2270: Ethyl Acetate SRS} AN B SN
43.0 3.60 3.80 4.00 4.20 4.40
m/z 73.00 9.27%
5000
150 250 61.0
. U70.0
mlz--> 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33302.D

Acqg On : 14 Dec 2023 01:56
Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 Methyl methacrylate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.301 4.72 ug/L 267694  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl methacrylate 100 C5H802 000080-62-6 97
2 Methyl methacrylate 100 C5H802 000080-62-6 76
3 2-Butenoic acid, methyl ester, (Z)- 100 C5H802 004358-59-2 72
4 Methyl methacrylate 100 C5H802 000080-62-6 72
5 Methyl methacrylate 100 C5H802 000080-62-6 68
Abundance Scan 1636 (6.301 min): VV033302.D\data.ms (-1623) (-) m/z 69.00 100.00%
41.0 69.0
5000 100.0
R
55. 84.9 6.00 6.20 6.40 6.60
0m‘uH‘mwm‘wluu‘,M‘JWH:}HH,\“HWH‘um, m/z 40.95 86.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4144: Methyl methacrylate
41.0 69.0
5000 T T T
100.0 6.00 6.20 6.40 6.60
m/z 39.00 59.40%
150 200 5% 85.0
0\\\‘\\1\‘\\\‘\“\\\‘1‘1‘\‘\\’\‘\H\‘\\\i}\\\\’}\\\‘\\\\“\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4148: Methyl methacrylate
41.0 69.0
T e A
6.00 6.20 6.40 6.60
5000 m/z 100.00  46.85%
100.0
150 290 55.0 85.0 ‘
0 ‘H"“H_mhwllm‘,m‘:“_m;w,m‘_‘wum,
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4228: 2-Butenoic acid, methyl ester, (Z)- R
69.0 6.00 6.20 6.40 6.60
410 m/z 99.00  25.05%
5000 100.0
0 290 |, 880 | 850
\\\‘\\\\‘\\\\“\\\‘\‘\\\\’\\‘\\‘\\\\‘\\\\’\\‘\\‘\\\\“\\\\’ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘
mlz--> 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV033302.D

Acqg On : 14 Dec 2023 01:56
Operator : SY/MD

Sample : 05770-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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|
(DEL) Alkane: S.. 1.085 13.2 ug/L 749418 1 5.535 283740 5.0
(DEL) Alkane: S.. 1.192 2.7 ug/L 151394 1 5.535 283740 5.0
(DEL) Alkane: S.. 1.600 1.8 ug/L 99993 1 5.535 283740 5.0
(DEL) Alkane: S.. 1.728 0.8 ug/L 48281 1 5.535 283740 5.0
(DEL) Alkane: S.. 1.767 2.1 ug/L 121114 1 5.535 283740 5.0
(DEL) Alkane: S.. 2.471 0.9 ug/L 50984 1 5.535 283740 5.0
(DEL) Alkane: S.. 2.883 0.5 ug/L 29519 1 5.535 283740 5.0
2-Ethyl-oxetane 2.970 0.8 ug/L 45565 1 5.535 283740 5.0
(DEL) Alkane: C... 3.671 0.9 ug/L 51194 1 5.535 283740 5.0
Ethyl Acetate 3.989 0.6 ug/L 31028 1 5.535 283740 5.0
Methyl methacry... 6.301 4.7 wug/L 267694 1 5.535 283740 5.0
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