LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28
Operator : SY/MD

Sample - N1101-01

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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU0O46738.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

-359 3 6 27 rvB 3567772 3345008 100.00% 18.458%
.488 40 46 68 rBY 137485 142668 4.27% 0.787%
.588 68 77 95 rW2 1282045 2043111 61.08% 11.274%
.662 95 100 112 rVB 62254 73179  2.19%  0.404%
.736 113 123 147 rBV 245087 299783 8.96%  1.654%

abhwN R
PR RPR

6 1.916 170 179 197 rVB2 80492 122959 3.68% 0.678%
7 2.006 197 207 219 rVB 93386 126799 3.79%  0.700%
8 2.166 247 257 265 rBvV 232056 314605 9.41% 1.736%
9 2.224 265 275 294 rW3 232413 492739 14.73% 2.719%
10 2.327 298 307 319 rW 39492 55766 1.67% 0.308%
11 2.427 322 338 347 rVW2 118875 192949 5.77%  1.065%
12 2.475 347 353 367 rVB 32454 49776  1.49%  0.275%
13 2.581 374 386 398 rBv4 68405 154001 4.60% 0.850%
14 2.861 463 473 491 rVB 50399 90539 2.71%  0.500%
15 2.980 493 510 514 rBv5 20412 46774 1.40%  0.258%
16 3.012 516 520 531 rvB 24948 38798 1.16% 0.214%
17 3.572 680 694 718 rvB4 47398 122993 3.68% 0.679%
18 3.687 718 730 751 rVB3 18747 42404 1.27% 0.234%
19 3.819 754 771 783 rBv4 15560 37763 1.13% 0.208%
20 4.192 866 887 900 rBv4 20052 53211 1.59%  0.294%
21 4.507 960 985 1003 rBv6 14640 48069 1.44%  0.265%
22 4.687 1016 1041 1052 rBv4 34212 83318 2.49%  0.460%
23 5.099 1147 1169 1187 rBV3 51117 149079 4.46% 0.823%
24 5.752 1357 1372 1382 rBV2 97986 229188 6.85% 1.265%
25 6.272 1521 1534 1556 rBV 92929 180375 5.39%  0.995%
26 6.562 1609 1624 1647 rBV 606915 1138631 34.04% 6.283%
27 6.713 1657 1671 1686 rBv2 59362 115867 3.46% 0.639%
28 6.909 1715 1732 1746 rBV 79339 167650 5.01% 0.925%
29 7.581 1929 1941 1955 rBv2 30312 51840 1.55% 0.286%
30 7.909 2031 2043 2055 rBV 109609 188863 5.65% 1.042%
31 7.980 2055 2065 2079 rVvB 43345 75878  2.27%  0.419%
32 8.562 2232 2246 2261 rBV 1108957 1865088 55.76% 10.292%
33 8.655 2263 2275 2292 rBV 181306 355269 10.62%  1.960%
34 8.796 2306 2319 2336 rBV 1105070 1932949 57.79% 10.666%
35 9.423 2502 2514 2538 rVB 132344 219494 6.56% 1.211%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28
Operator : SY/MD

Sample - N1101-01

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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA .M
Title - TRACE VOA SFAM1.0

36 10.025 2687 2701 2719 rBV3 21450 56875 1.70% 0.314%
37 10.346 2792 2801 2830 rVB 187986 325015 9.72%  1.793%
38 10.761 2915 2930 2945 rBV 63335 103505 3.09% 0.571%
39 11.343 3103 3111 3127 rVB2 29457 52911 1.58% 0.292%
40 11.472 3143 3151 3162 rBv2 65502 98904 2.96% 0.546%
41 11.584 3175 3186 3204 rVB6 22933 63562 1.90% 0.351%
42 11.687 3206 3218 3231 rBV 116780 182349 5.45%  1.006%
43 11.812 3246 3257 3271 rVB 168539 270908 8.10%  1.495%
44 12.195 3362 3376 3389 rBvV 129371 205906 6.16% 1.136%
45 12.536 3463 3482 3510 rBv2 225964 408631 12.22%  2.255%
46 12.886 3581 3591 3616 rVB2 36480 59238 1.77% 0.327%
47 13.632 3807 3823 3856 rBvV 505647 854619 25.55% 4.716%
48 14.455 4069 4079 4099 rBv2 40382 78774 2.35% 0.435%
49 14.561 4102 4112 4128 rBv4 28899 60176 1.80% 0.332%
50 14.651 4129 4140 4159 rBV 262596 455176 13.61% 2.512%
51 16.770 4788 4799 4813 rBV2 57290 87039 2.60% 0.480%
52 16.876 4820 4832 4849 rBv4 59951 111567 3.34% 0.616%

Sum of corrected areas: 18122538
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

Abundance TIC: VU046738.D\data.ms
3500000859

3000000
2500000
2000000

1500000 1588

1000000

6.562
500000

17
148
L 66/% i 921606 e 322;@5 81 2.86%1p 35338819 4192 4.50%.687  5.099 5752 6272 |l6.713

Time--> 1.40 1.60 1.80 200220 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: VU046738.D\data.ms
3500000

o

3000000

2500000

2000000

1500000

8.562 8.796

1000000

500000

a1

655 10.346 12 q
,16:309 7581 79%B0 N 9423 10025 | 10761 11.342,&1;&%?? 1219
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--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 1150 12.00

Abundance TIC: VU046738.D\data.ms
3500000

3000000
2500000
2000000
1500000
1000000

500000 -
12,536 :
o /L 12.886 jL 1435561 1676876
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_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.359 92.72 ug/L 3345010 1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 6 (1.359 min): VU046738.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
” ‘ H 1.40 1.50 1.60 1.70 1.80
\H‘HH‘HH‘HH‘HM‘ H\‘HH‘\H\‘HH‘HH‘HH‘HH‘]-\]\-\S\.‘QH m/Z 39-00 78-30(y
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #61: Propene
41.0
5000
27.0 1.40 1.50 1.60 1.70 1.80
m/z 42.00 62.22%
1.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
41.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
1.40 1.50 1.60 1.70 1.80
5000 27.0 m/z 44.10 27.19Y%
13.0
\H‘\H\‘HH‘H\\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #64:Cyc|0pr0pane T
42.0 1.40 1.50 1.60 1.70 1.80
m/z 43.10 26.42%
5000 270
13.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
1.488 3.95 ug/L 142668 1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Isobutane 58 C4H10 000075-28-5 80
2 lIscobutane 58 C4H10 000075-28-5 78
3 Iscbutane 58 C4H10 000075-28-5 78
4 lsobutane 58 C4H10 000075-28-5 72
5 Iscobutane 58 C4H10 000075-28-5 64
Abundance  Scan 46 (1.488 min): VU046738.D\data.ms (-40) (-) m/z 43.10 100.00%
3.1
5000
140 160 1.80
57.1
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0
5000 ‘\\\\‘\\\\‘\\\\
270 140 160 1.80
‘ m/z 42.00 32.26%
150 “m 360 500570
\H\\\H‘\\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
43.0
‘\\\\‘\\\\‘\\\\
140 160 1.80
5000 m/z 39.00 20.45Y%
27.0
15.0 500 58.0
\H\\\H‘\\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 N e e e
43.0 140 160 1.80
m/z 57.10 4_.52%
5000
27.0
[T 15}.0 R 3\6di f 50\'0?7"‘0\ I /\‘ A /
TITT T T T I T T I T[T I T[T T T[T T T T T T [ T T T T I T T [ TI T T[T T TTTTr[TITT ‘\\\\‘\\\\‘\\\\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
1.662 2.03 ug/L 73179 1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 1-Butene 56 C4H8 000106-98-9 87
2 2-Butene, (2)- 56 C4H8 000590-18-1 86
3 1-Butene 56 C4H8 000106-98-9 86
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 86
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 86
Abundance  Scan 100 (1.662 min): VU046738.D\data.ms (-95) (-) m/z 41.00 100.00%
41.0
56.0
5000
\\\\‘\\\/\\‘\\\\‘\\\\
49 1.60 1.80 2.00
HH\H‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘\‘\‘H“ }\\‘H\J‘\}\‘\‘\}H‘?%"\g\\\‘\\\ m/Z 56.05 81-58(y
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70
Abundance #199: 1-Butene
41.0
5000 560 \\\\‘\\\\‘\\\\‘\\\\
1.60 1.80 2.00
28.0 m/z 39.00 40.82%
2.15.0 }\\‘ﬁ?{?h1\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70
Abundance
41.0
\\\\‘\\\\‘\\\\‘\\\\
56.0 1.60 1.80 2.00
5000 m/z 55.05 34.67%
28.0
49.0
\\H\H‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 /
Abundance #198: 1-Butene LA L L B B
41.0 1.60 1.80 2.00
m/z 50.00 11.86%
5000 56.0
28.0
%0\ \1?0\ T \‘\4%9“1 [T A
HmuHHHHHHHHHHHHHHHH TTT T T[T T [T T T Trrr[irT L L B L B B B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28
Operator : SY/MD

Sample : N1101-01

Misc = 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
Quant Title : TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.736 8.31 ug/L 299783 1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 87
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 83
3 1-Butene 56 C4H8 000106-98-9 83
4 1-Butene 56 C4H8 000106-98-9 83
5 2-Butene, (2)- 56 C4H8 000590-18-1 81
Abundance  Scan 123 (1.736 min): VU046738.D\data.ms (-113) (-) m/z 41.00 100.00%
41.0
56.0
5000
\\\]-\‘6\0\ \]-\‘8\0\ \2\‘0\0\\\‘
49 . - .
H‘_‘H_m‘m‘_‘ul}m“!9‘1““‘3‘3-?‘7‘?-9”‘ m/z 56.05 75.65%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #208: 1-Propene, 2-methyl-
41.0
5000 560 L B B A U R
1.60 1.80 2.00
28.0 m/z 38.95 43.20%
\\\‘2\\\\‘\]-\5\(\)‘\\\‘!“\\\‘ll}\\\}‘\H‘\\‘\\\\‘\\\\‘
m/z--> 0 10 40 50 60 70 80
Abundance
41.0
\\\\‘\\\\‘\\\\‘\\\\‘
1.60 1.80 2.00
5000 56.0 m/z 55.10 34.26Y%
28.0
15.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80 /\ /\
Abundance #198: 1-Butene LB L B IR
41.0 1.60 1.80 2.00
m/z 53.00 13.25%
5000 56.0
28.0
.150 \\\\‘\\A‘\\\A\‘\\\/\\‘/
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.006 3.51 ug/L 126799 1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 80

2 Butane, 2-methyl- 72 C5H12
3 3-Buten-1-ol 72 C4H80
4 Butane, l1l-chloro-2-methyl- 106 C5H11CI
5 Oxirane, trimethyl- 86 C5H100

000078-78-4 72
000627-27-0 43
000616-13-7 35
005076-19-7 33

Abundance  Scan 207 (2.006 min): VU046738.D\data.ms (-197) (-) m/z 43.00 100.00%
43.0 571
5000
‘ 72.1 1.60 1.80 2.00 2.20 2.40
\H‘HH‘HH‘HH‘H\WH\i‘\‘\‘m‘mm‘\‘m\‘\ m/z 41.00 91 .47Y%
Mize> 0 10 20 30 40 70 80
Abundance #813:BLnane,24nemyL
43.0
57.0
5000 270 [T T T T T [T T T[Tt
1.60 1.80 2.00 2.20 2.40
150 m/z 42.00 86.9%
‘ 72.0
\H‘?H\‘\M\‘Hl1‘\\Hi\}m‘\‘\‘m‘mmMH\‘\
miz--> 0 10 20 30 40 50 70 80
Abundance
43.0
570 1.60 1.80 2.00 2.20 2.40
5000 m/z 57.10 82.35%
29.0
150 72.0
L L L A
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol ‘\\\f\\‘\\\\‘\\\\‘\\\\‘\\
42.0 1.60 1.80 2.00 2.20 2.40
310 m/z 38.95 31.73%
5000
57.0 72.0
150 ‘1\\‘\\\‘\‘\\\\‘1\\\‘\ T T T T T
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\

Data File : VU046738.D

Acq On 12 Jan 2022 13:28 Instrument :
Operator : SY/MD MSVOA_U
Sample - N1101-01 ClientSampleld :
Misc 1 25.0mL/MSVOA_U/WATER sl

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 6 (DEL) Alkane: Cyclic2.166 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.166 8.72 ug/L 314605 1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 87
2 2-Pentene, (2)- 70 C5H10 000627-20-3 80
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 76
4 1-Pentene 70 C5H10 000109-67-1 72
5 1-Pentene 70 C5H10 000109-67-1 68
Abundance  Scan 257 (2.166 min): VU046738.D\data.ms (-247) (-) m/z 42.00 100.00%
42.0 55.0
70.1
5000
62.0 1.80 2.00 2.20 2.40
H‘\H\‘HH‘\H\‘HH‘HH‘H%?'{?\L 1\‘\\\\“{!} \‘H\‘H.H‘H‘H“\‘H\‘HH‘\ m/Z 55.05 92.67(y
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #657: Cyclopropane, ethyl-
42.0
55.0
L1
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
270 70.0 1.80 2.00 2.20 2.40
m/z 70.10 65.19%
150 |
H‘\H\‘HH‘HH‘HH‘H\ ‘HH‘H\ H‘\H\i}\HHH\‘H.H‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55.0 /\
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
1.80 2.00 2.20 2.40
m/z 41.00 53.81%
5000 42.0 70.0
29.0
H‘H\\‘HH‘\H\‘\H\‘HH‘\\H‘HH‘HH‘\H\‘HH‘\H\‘H.H‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #662: Cyclopropane, 1,2-dimethyl-, cis-
55.0 1.80 2.00 2.20 2.40
m/z 39.00 47.06%
70.0
42.0
5000 270
15.0 | |
| e g . Ly
H‘\H\‘HH‘\H\‘\H\‘HH‘\\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 80 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\

Data File : VU046738.D

Acq On 12 Jan 2022 13:28 Instrument :
Operator : SY/MD MSVOA_U
Sample - N1101-01 ClientSampleld :
Misc 1 25.0mL/MSVOA_U/WATER sl

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.224 13.66 ug/L 492739 1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 81
2 2-Pentene, (2)- 70 C5H10 000627-20-3 81
3 2-Pentene, (E)- 70 C5H10 000646-04-8 74
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 74
5 2-Pentene, (2)- 70 C5H10 000627-20-3 74
Abundance  Scan 275 (2.224 min): VU046738.D\data.ms (-265) (-) m/z 55.05 100.00%
55.0
43.0
5000
m L) M\/\
\\\\‘\\\\‘\\\\‘\\\\‘\\\
J 2.00 2.20 2.40 2.60
\\\‘\\\\‘\\\\‘\\\\‘\3\5\1\}\\\\“i‘}\“\‘\\\‘\“‘1\\\‘\ m/Z 43-05 53-10(y
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #644: 2-Methyl-1-butene
55.0
000 390 70.0 2.00 2.20 2.40 2.60
m/z 42.00 46.44%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80
Abundance
55.0
2.00 2.20 2.40 2.60
5000 42.0 m/z 41.00 43.60%
70.0
29.0
15.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #638: 2-Pentene, (E)-
55.0 2.00 2.20 2.40 2.60
m/z 39.00 37.14%
5000 42.0 70.0
wo 1Ll
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 60 70 80 2.00 2.20 2.40 2.60

SFAMUTR122121WMA_M Sat Jan 22 04-14-01 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\

Data File : VU046738.D

Acq On 12 Jan 2022 13:28 Instrument :
Operator : SY/MD MSVOA_U
Sample - N1101-01 ClientSampleld :
Misc 1 25.0mL/MSVOA_U/WATER sl

ALS Vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
Quant Title : TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
2.327 1.55 ug/L 55766 1,4-Difluorobenzene 6.272
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 86
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 86
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
5 2-Pentene, (2)- 70 C5H10 000627-20-3 86
Abundance  Scan 307 (2.327 min): VU046738.D\data.ms (-298) (-) m/z 55.05 100.00%
55.0
5000 70.1
42.0 I\
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ 2.00 2.20 2.40 2.60
\\\‘\\\\‘\\\\‘\\\\‘\\\}}\\\\i‘\‘\}\‘\\\‘\“‘\\\\‘ m/Z 70-10 47-84[y
m/z--> 0 10 20 60 70 80
Abundance #651: 2-Butene, 2—methy|—
55.0
41.0 70.0 2.00 2.20 2.40 2.60
21.0 m/z 42.00 28.86%
10 150 wH il il ‘ |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80
Abundance
55.0 J\
ﬁ/\\j‘\\\\‘\\\\‘\\\\‘\\\\‘
2.00 2.20 2.40 2.60
m/z 39.00 27.38%
5000 70.0
41.0
29.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 10 20 60 70 80
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
55.0 2.00 2.20 2.40 2.60
m/z 40.95 22.27%
5000 70.0
41.0
29.0 ‘
m/z--> 0 10 20 40 50 60 70 80 2.00 2.20 2.40 2.60

SFAMUTR122121WMA_M Sat Jan 22 04:14:01 2022

Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.427 5.35 ug/L 192949 1,4-Difluorcbenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 93
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
3 2-Methyl-1-butene 70 C5H10 000563-46-2 87
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
Abundance  Scan 338 (2.427 min): VU046738.D\data.ms (-322) (-) m/z 55.10 100.00%
1

=i
5000 70.1 )\/\
39.0
\ A

62.0 2.20 2.40 2.60 2.80
\‘\H\‘\\H‘HH‘HH‘HH‘HH‘\}H \H‘HHH{!}}H\‘H.Hi\H}H\H‘HH‘\ m/Z 70-10 44-23(y

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #642: 2-Pentene, (E)-
\ i AA

55.0

5000 70.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
390 2.20 2.40 2.60 2.80

29.0 m/z 39.00 31.60%

\‘HH‘H]\-?.HOH‘HH‘\ \!‘\\\\‘\”\}\\Hﬁ?l\%i!l 1\\\6‘%.\\0‘\}\}“\\\‘\\\\‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55.0

2.20 2.40 2.60 2.80
5000 m/z 42.00 29 .40%

70.0
41.0
29.0
\‘\H\‘\\H‘H\\‘\H\‘\H\‘HH‘\H\‘HH‘\\\\‘H\\‘\H\‘H.H‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 J\ /\A
Abundance #643: Z-Methyl-l-butene T T T T T T T

55.0 2.20 2.40 2.60 2.80
m/z 41.00 21.42%

5000 70.0

wo

miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.20 2.40 2.60 2.80
SFAMUTR122121IWMA.M Sat Jan 22 04:14:02 2022 Page: 12




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
2.475 1.38 ug/L 49776  1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 78
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 72
3 1-Butene, 3-methyl- 70 C5H10 000563-45-1 72
4 2-Methyl-1-butene 70 C5H10 000563-46-2 64
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 64
Abundance  Scan 353 (2.475 min): VU046738.D\data.ms (-347) (-) m/z 55.10 100.00%

55.1
5000 70.1
39.0 /\

‘H | 2.20 2.40 2.60 2.80
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\“‘\‘\‘\\\‘\“\\\\‘ m/Z 70-10 45-72(y

m/z--> 0 10 20 60 70 80
Abundance #651: 2-Butene, 2—methy -
55.0

5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
41.0 70.0 2.20 2.40 2.60 2.80

2.0 m/z 39.00 25.77%

10 150 H | ‘\
Il Il L il
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80
Abundance
55.0

2.20 2.40 2.60 2.80

m/z 40.95 22.8%
5000 70.0
41.0
29.0

L B B B AL B e

m/z--> 0 10 20 30 40 50 60 70 80
Abundance #650: 1-Butene, 3-methy|- RRE \'/\\\ EEERRRARRNRRRE

55.0 2.20 2.40 2.60 2.80

m/z 42.00 19.67%

5000
g0 39.0 70.0
wo

\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘ \H‘\\/\\\‘HH‘HH‘HH

m/z--> 0 40 60 70 80 2.20 2.40 2.60 2.80
SFAMUTR122121WMA _M Sat Jan 22 04.14.03 2022 Page: 13
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28
Operator : SY/MD

Sample : N1101-01

Misc = 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
Quant Title : TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 11 1,3-Cyclopentadiene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
2.861 2.51 ug/L 90539 1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 1,3-Cyclopentadiene 66 C5H6 000542-92-7 91
2 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 91
3 1,3-Cyclopentadiene 66 C5H6 000542-92-7 91
4 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 90
5 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 83
Abundance  Scan 473 (2.861 min): VU046738.D\data.ms (-463) (-) m/z 66.05 100.00%

66.0

5000
39.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ 51.0 2.60 2.80 3.00 3.20
\\\‘\\\\‘\\\\‘\\\H\‘\\\\“‘\\\\“H} ‘\‘\\\\8‘2\.\0\\‘ m/Z 65-00 61-27(y
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #433: 1,3-Cyclopentadiene
66.0
5000 \H‘/\\\\\‘\\\\‘H\\‘\\\\
39.0 2.60 2.80 3.00 3.20
m/z 39.00 30.31%
15.024.031.051.0 \‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
66.0
39.0 T T T T T T T
2.60 2.80 3.00 3.20
5000 m/z 39.95 20.12%
51.0
15.0 27.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 A A
Abundance #A434: l,3—CyC|0pentadiene \H‘H"\M\‘HH‘\,\\/\\\‘MH(\‘\
66.0 2.60 2.80 3.00 3.20
m/z 63.00 11.19%
5000 39.0
310 51.0
\\\‘\\\\‘\\i\‘i‘\\\‘\\\\“\\\\‘\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20

SFAMUTR122121WMA.M Sat Jan 22 04:14:04 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
2.980 1.30 ug/L 46774  1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 91
2 Cyclopropane, l-ethyl-1-methyl- 84 C6H12 053778-43-1 91
3 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 90
4 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 87
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 87
Abundance  Scan 510 (2.980 min): VU046738.D\data.ms (-493) (-) m/z 69.10 100.00%
55.1 69.1
41.0
5000 841
\‘r\‘\\\‘\\\\‘\\\\‘\\\\‘\\
‘ ‘ ‘ 2.60 2.80 3.00 3.20 3.40
\\\‘\\\\‘\\\\‘\\\\‘\\\1“\‘{\\“\1\‘\‘\\‘\}}\\\‘\‘\\‘\\‘\\ m/Z 55.10 94.77(y
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1674: 1-Pentene, 3-methyl-
55.0
41.0
69.0
5000 270 T T T
84.0 2.60 2.80 3.00 3.20 3.40
m/z 41.00 68.13%
15.0 ‘ ‘
\\\‘\\\\‘\\‘\\‘\\}!‘\\\\}\‘\\\“\1\\‘\\\‘\i\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
41.0
55.0
69.0 2.60 2.80 3.00 3.20 3.40
5000 27.0 m/z 56.00 50.91%
84.0
15.0
\\\‘.\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1665: 1-Pentene, 3-methy|- \ \T\ T \/\\/\\\ BERRREA
55.0 69.0 2.60 2.80 3.00 3.20 3.40
41.0 m/z 84.10 37.11%
5000
270 84.0
15.0 \ﬂ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20 3.40

SFAMUTR122121WMA.M Sat Jan 22 04:14:04 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 13 Cyclopentene Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
3.012 1.08 ug/L 38798 1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Cyclopentene 68 C5H8 000142-29-0 90
2 Cyclopentene 68 C5H8 000142-29-0 83
3 Cyclopentene 68 C5H8 000142-29-0 83
4 Cyclopentene 68 C5H8 000142-29-0 78
5 Cyclopentene 68 C5H8 000142-29-0 74
Abundance  Scan 520 (3.012 min): VU046738.D\data.ms (-516) (-) m/z 67.05 100.00%

67.0
5000 /\ " J\

‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT
39"0 530 2.60 2.80 3.00 3.20 3.40
[

\HHH\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH“\!\‘HH‘\‘H\H H‘HH‘HH m/Z 53-00 16-35(y
m/z--> 0 5 101520 25 30 3540 45 50 55 60 65 70 75

Abundance #505: Cyclopentene
67.0
/\ (\A Ohany /

5000 BERRAEERAREARRNEREA N
2.60 2.80 3.00 3.20 3.40

39.0 53.0 m/z 39.00 15.78%

270 N |
| N
\HHH\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\H‘HH‘HH
m/z--> 0 5 1015202530 354045505560 657075
Abundance
67.0
LA

2.60 2.80 3.00 3.20 3.40

0,
5000 390 m/z 65.05 9.32%
53.0
27.0
HHHH]"\?\ T \\]\-\5\?\ ARRRRRRR RN AR ARAN AR RR AR RARARE \9\07\0\\ ARARRARARRRR]
m/z--> 6 é 1‘0 1‘5 2‘0 2‘5 3‘0 3‘5 4‘0 4‘5 5‘0 5‘5 6‘0 6‘5 7‘0 7‘5 J\
Abundance #498: CyCIOpentene [T T T T T T T TR
67.0 2.60 2.80 3.00 3.20 3.40

m/z  66.00 8.68%

5000
39.0 53.0
27.0
150 “Hw | e00,

miz--> 0 5 1015202530 354045 505560657075 2.60 2.80 3.00 3.20 3.40
SFAMUTR122121IWMA.M Sat Jan 22 04:14:05 2022 Page: 16




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.572 3.41 ug/L 122993 1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 94
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 91
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
4 Cyclohexane 84 C6H12 000110-82-7 72
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
Abundance  Scan 694 (3.572 min): VU046738.D\data.ms (-680) (-) m/z 56.10 100.00%
56.1
41.0
5000 69.1 84.1

‘ 3.20 3.40 3.60 3.80
\\\‘\\\\‘\\\\‘\\\‘\}\\\\i‘\‘l‘\‘\\‘\‘\‘\\\\‘\\\\‘\\ m/Z 41-00 73-24(y

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl-
56.0
41.0 \/\

5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
27.0 69.0 g4 3.20 3.40 3.60 3.80

‘ m/z 55.05 49.93%
| |

15.0
| | | | L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
41.0 56.0
A‘\\\\‘\\\\‘\\\\‘\\\\‘\
3.20 3.40 3.60 3.80
5000 27.0 m/z 38.95 42 .03%

69.0
84.0
15.0
L L L B B B
miz-> 10 20 30 40 50 60 70 80 90 J\ M
Abundance #1676: 1-Pentene, 2-methy|- T M\ T T T

56.0 3.20 3.40 3.60 3.80
m/z 84.10 41.67%

41.0

5000
69.0 84.0

)
il |

] A M,

miz--> 10 20 30 40 650 60 70 80 90 3.20 3.40 3.60 3.80
SFAMUTR122121IWMA.M Sat Jan 22 04:14:05 2022 Page: 17




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 15 2-Ethyl-oxetane Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
3.687 1.18 ug/L 42404  1,4-Difluorobenzene 6.272
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 91
2 n-Hexane 86 C6H14 000110-54-3 78
3 n-Hexane 86 C6H14 000110-54-3 72
4 n-Hexane 86 C6H14 000110-54-3 72
5 n-Hexane 86 C6H14 000110-54-3 56

m/z 57.10 100.00%

A

3.40 3.60 3.80 4.00

m/z 41.00 65.69%

sl

3.40 3.60 3.80 4.00

m/z 43.00 59.68%

3.40 3.60 3.80 4.00

m/z 56.10 54.21%

i

3.40 3.60 3.80 4.00

m/z 41.95 32.36%

"

Abundance  Scan 730 (3.687 min): VU046738.D\data.ms (-718) (-)
57.1
41.0
5000
86.1
1
Al NEEil]
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
5000
290 86.0
50 Lo
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance
57.0
43.0
29.0
5000
15.0 110 86.0
\\\‘?\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0
43.0
5000
86.0
71.0
L ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90

3.40 3.60 3.80 4.00

SFAMUTR122121WMA.M Sat Jan 22 04:14:06 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
3.819 1.05 ug/L 37763 1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Pentane, 3-methylene- 84 C6H12 000760-21-4 91
2 Pentane, 3-methylene- 84 C6H12 000760-21-4 76
3 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 76
4 Pentane, 3-methylene- 84 C6H12 000760-21-4 76
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 68
Abundance  Scan 771 (3.819 min): VU046738.D\data.ms (-754) (-) m/z 69.10 100.00%

41.0 55.0 69.1
84.1
5000 A
AW,

‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ 3.40 3.60 3.80 4.00 4.20
\\\‘\\\\‘\\\\‘\\\‘\}\\\\“‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\ m/Z 4100 8597(y

m/z--> 10 20 30 40 70 80 90
Abundance #1677: Pentane, S—methylene—
41.0 69.0
55.0
27.0

5000 - ‘\\\\‘\\\\\\\\‘\\\\\\
84.0 3.40 3.60 3.80 4.00 4.20

m/z 55.00 83.93%
iR ‘\

15.0 I

| il |
TTT ‘ TTTT ‘ T T ‘ T \ ‘ T ‘ \ T ‘ TTTT ‘ TTTT ‘ T \ T ‘ T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance

41.0 69.0
55.0

3.40 3.60 3.80 4.00 4.20

5000 84.0 m/z 84.10 67.85)
27.0
15.0
L I B L B B B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1699: 2-Pentene, 3-methy|-, (Z)- EERRRRERRE \\\\‘\\\\‘\\/
41.0 3.40 3.60 3.80 4.00 4.20
69.0 m/z 39.00 44.22%
5000
550 84.0
159 \ | M
‘ ! \“ A Jv\\ !

m/z--> 10 0 50 60 70 80 90 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28
Operator : SY/MD

Sample : N1101-01

Misc = 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
Quant Title : TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
4.192 1.48 ug/L 53211 1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Hexene, (2)- 84 C6H12 007688-21-3 74
2 3-Hexene, (BE)- 84 C6H12 013269-52-8 72
3 3-Hexene, (2)- 84 C6H12 007642-09-3 70
4 3-Hexene, (2)- 84 C6H12 007642-09-3 64
5 2-Hexene, (2)- 84 C6H12 007688-21-3 64
Abundance  Scan 887 (4.192 min): VU046738.D\data.ms (-866) (-) m/z 55.10 100.00%
55.1
5000 41.0 84.1
69.1 \‘\\\\n‘\/\\\\‘\\(\\‘\\r/\\\‘\\
‘ ‘ 26 3.80 4.00 4.20 4.40 4.60
\\‘\\\\‘\\\\‘\\\\}\‘\\\“\!\\‘\\‘\\‘\\\;9‘1\\\‘\\ m/Z 84.10 51.65[y
m/z--> 10 20 30 40 60 70 80 90
Abundance #1653: 2-Hexene, (Z)-
55.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
27 0 84.0 3.80 4.00 4.20 4.40 4.60
690 m/z 41.00 46.06%
1? 0 1 \

m/z--> 10 90
Abundance
410 550 A /\

3.80 4.00 4.20 4.40 4.60

5000 m/z 42.00 43.60%
27.0 690 84.0
15.0
L L B B B B L L B B
m/z-- 10 70 80 A
Abundance #1652: 3-HeXene, (Z)- ‘H\M\mu‘u\ﬂ\‘uuwu
55.0 3.80 4.00 4.20 4.40 4.60
41.0 m/z 39.00 33.82%
5000 84.0
69.0
15.0 m
‘ : !\\‘\\\\‘\\\\‘\\\\‘\\ ‘H\\‘\K\\\\‘\\\\‘H\\‘\\

miz--> 10 80 90 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 18 Butanal Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
4.507 1.33 ug/L 48069 1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4H80 000123-72-8 90
3 Butanal 72 C4H80 000123-72-8 72
4 Butanal 72 C4H80 000123-72-8 72
5 Butanal 72 C4H80 000123-72-8 46
Abundance  Scan 985 (4.507 min): VU046738.D\data.ms (-960) (-) m/z 44.00 100.00%

44.0 721
5000 570

. ‘ 4.20 4.40 4.60 4.80
H‘HH‘HH‘HH‘HH‘HH‘HH‘Hl\‘\\ ‘HH‘\H\‘}\H‘HH‘HHHH\‘HH‘HH m/Z 43 OO 90 31[y

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #739: Butanal
44.0
72.0
29.0

5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
57.0 4.20 4.40 4.60 4.80
m/z 72.10 87.25%
H‘\\\\‘\\]\-\5‘\(\)\\‘\\\\‘1\!\‘\\\?31\\}\! ‘\m‘mwm‘\m‘uu‘lm‘uu‘uu
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
27.0 44.0
\\‘\\\\‘\\\\‘\,\/\\,\\\mm‘/
720 4.20 4.40 4.60 4.80
5000 m/z 41.00 83.05%
15.0 57.0
37.0
RN LR RN RN RN LN R AR RN AR RA RN RN RA R RR AR AARRN RN RRAR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 /\ /\
Abundance #736 Butanal \\‘\\\\‘\\\\‘\\\\‘M\M{{\\M‘
44.0 4.20 4.40 4.60 4.80
72.0 m/z 39.00 50.29%
5000
57.0
15.0 ‘ [\
: “"\‘HH‘Mii\m‘\m‘uu‘l\l\‘\m‘uu /\\\‘\\\\‘\\\\‘\\\,\m‘\\‘/\\\ﬂ‘

miz--> 5 1015 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\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 19 Pentanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.909 4.65 ug/L 167650 1,4-Difluorobenzene 6.272

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Pentanal 86 C5H100 000110-62-3 83
2 Pentanal 86 C5H100 000110-62-3 78
3 Pentanal 86 C5H100 000110-62-3 64
4 Pentanal 86 C5H100 000110-62-3 64
5 2-Propanamine 59 C3HON 000075-31-0 38

Abundance Scan 1732 (6.909 min): VU046738.D\data.ms (-1715) () m/z 43.95 100.00%

44.0
5000 58.0

‘ ‘ 670 6.60 6.80 7.00 7.20
\\‘\\\\‘\\\\‘\\\}i\‘\\“‘\‘\M\‘\\\‘;“\\\\‘8\4\.\0\‘\\\ m/Z 58-00 44-68(y

miz--> 10 20 30 40 50 60 70 80 90
Abundance #1917: Pentanal
44.0

5000 29.0 N RN RN RN RN
58.0 6.60 6.80 7.00 7.20

m/z 41.00 42.86%

o | mgw
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
290 44.0

58.0 6.60 6.80 7.00 7.20
5000 m/z 57.00 34.41%
71.0 86.0
L L L L L B
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1914 Pentanal T T T T T T T T
44.0 6.60 6.80 7.00 7.20

m/z 39.00 23.03%

5000 29.0 58.0 /\\
86.0
‘\ | ‘ 71.0 \ /\

\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\ H‘H“\\‘HH‘HH‘HH‘

miz--> 10 20 30 40 50 60 70 80 90 6.60 6.80 7.00 7.20
SFAMUTR122121IWMA.M Sat Jan 22 04:14:07 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 21 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.796 44.03 ug/L 1932950 Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Hexanal 100 C6H120 000066-25-1 96
2 Hexanal 100 C6H120 000066-25-1 94
3 Hexanal 100 C6H120 000066-25-1 91
4 Hexanal 100 C6H120 000066-25-1 90
5 Hexanal 100 C6H120 000066-25-1 83
Abundance Scan 2319 (8.796 min): VU046738.D\data.ms (-2306) (-) m/z 56.05 100.00%
44.0 56.0
5000
72.1
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ ‘ ‘ ‘ 8£1 1001 8.40 8.60 8.80 9.00 9.20
\\‘\\\\‘\\\\‘\\\}‘\ \\i‘\u !‘\\\\“\\\\“\‘\.\\‘\\\\‘\.\\\‘ m/Z 43-95 95-15[y
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexanal
44.0 56.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
29.0 220 8.40 8.60 8.80 9.00 9.20
' ’ m/z 40.95 80.96%
\\‘\\\\‘\\\‘1‘\\\{}! 8£.0100.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
44.0 56.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
8.40 8.60 8.80 9.00 9.20
5000 m/z 57.05 68 .69%
27.0
72.0
15.0 83.0 100.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal BERRNEARER RN R
44.0 56.0 8.40 8.60 8.80 9.00 9.20
' m/z 42.95 58.53%
5000 290
72.0
H‘HH‘H}}“HHM!‘H‘\‘1‘\1‘\\\‘\“!\H??\.(\)\‘H]\-(\)?\.(\)H‘ EARENRENENRRRENEERER RS
miz--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 22 1-Hexanol Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
10.025 1.30 ug/L 56875 Chlorobenzene-d5 9.423
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 1-Hexanol 102 C6H140 000111-27-3 83
2 1-Hexanol 102 C6H140 000111-27-3 83
3 1-Hexanol 102 C6H140 000111-27-3 83
4 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 78
5 Formic acid, hexyl ester 130 C7H1402 000629-33-4 78

Abundance Scan 2701 (10.025 min): VU046738.D\data.ms (-2687) (-) M/z 56.10 100.00%
56.1

5000

43.0
69.1
T I

‘ | | 84.0 10.00
\\‘\\\\‘\\\\‘\\\\i\H\‘\}\‘\\\‘\i\\\\‘\}\\‘\\\\‘\\\\‘ m/Z 55-00 58-88(y

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4964: 1-Hexano
56.0
43.0
31.0
T ‘/\\\ T ‘

5000

10.00
69.0 m/z 43.00 51.10%
‘ 84.0
\\‘\\\\‘\\1!‘\\\}‘\1‘\\‘\‘} \‘\\\\i‘\\\\‘\\\\‘\\\]-\o‘]\"\o\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
56.0
T N T ‘
43.0 10.00
31.0 69.0
180 84.0 .
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4967: 1-Hexanol T {\T“
56.0 10.00

m/z 42.00 39.71%

5000 43.0
69.0
31.0 ‘
150 L[ 840 4010 A
\‘\\

miz--> 10 20 30 40 50 60 70 80 90 100 10.00
SFAMUTR122121IWMA.M Sat Jan 22 04:14:08 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 23 Heptanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.346 7.40 ug/L 325015 Chlorobenzene-d5 9.423
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Heptanal 114 C7H140 000111-71-7 98
2 Heptanal 114 C7H140 000111-71-7 95
3 Heptanal 114 C7H140 000111-71-7 95
4 Heptanal 114 C7H140 000111-71-7 93
5 Heptanal 114 C7H140 000111-71-7 38
Abundance Scan 2801 (10.346 min): VU046738.D\data.ms (-2792) () |« m/z 70.05 100.00%
70.0
44.0
57.0
5000
86.1
‘ M ‘ ‘ 107.0 10. 00 10 50
H‘HH‘\\H‘H\‘\i\\\\i‘\w“‘\\\\‘\‘\H‘H‘\\‘\\\\‘\\\\‘\\\]-\2‘\2\9‘ m/Z 4400 73.87[y
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8412: Heptana
41.0 70.0
55.0
5000
2700 10.00 10.50
Fao m/z 41.00 69.44%
H‘]-ﬂ..\(\)‘\\}l‘\\\w\‘Hi‘\w“‘\\\‘!‘!\H‘H‘!\‘\\é\\g‘.\o\\\]-‘]\-ﬁ.\o‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
9 JAN
70.0 ‘ T T T ‘
29.0 10.00 10.50
5000 57.0 m/z 43.00 67.40%
86.0
16.0 114.0
H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘\\H‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8414: Heptanal
44.0 1000 1050
m/z 55.00 61.90%
270 70.0
5000 57.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10. 00 10 50

SFAMUTR122121WMA.M Sat Jan 22 04:14:09 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 24 1-Heptancl Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
11.343 0.98 ug/L 52911 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 1-Heptanol 116 C7H160 000111-70-6 90
2 1-Heptanol 116 C7H160 000111-70-6 83
3 1-Heptanol 116 C7H160 000111-70-6 78
4 1-Pentene, 3,4-dimethyl- 98 C7H14 007385-78-6 72
5 Isopropylcyclobutane 98 C7H14 000872-56-0 72

Abundance Scan 3111 (11.343 min): VU046738.D\data.ms (-3103) (-) m/z 70.10 100.00%

70.1
56.0
41.0
5000
T
‘ 98.0 : :
H‘HH‘HH‘HHM\MH“\‘}H‘\H‘!‘\H\8“\3\.\0\‘\HHHH‘HH‘H m/Z 56-05 74.99(y
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9454: 1-Heptano
410 g5go 70.0
5000 27. - =
11.00 11.50
m/z 55.00 59.59%

| ‘ 83.0 98,0
| LTl I | |
\\‘HH‘\\\\‘\\\\‘\\\\‘\\\‘\H\\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
56.0 70.0
T T ‘ T

I
43.0 11.00 11.50

29.0
15.0 830 980
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9449: 1-Heptanol - T
56.0 70.0 11.00 11.50
41.0 m/z 69.00 51.49%
5000
27.7
83.0
140 M et 980 1150
TT TTTT TTTT TTTT TTrTT TT T TTTT TTTT TTTT TTTT TTTT TTTT TT ‘ T T ‘ T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50

SFAMUTR122121WMA.M Sat Jan 22 04:14:09 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 25 3-Octanone Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.472 1.83 ug/L 98904 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 3-Octanone 128 C8H160 000106-68-3 93
2 3-Octanone 128 C8H160 000106-68-3 90
3 3-Octanone 128 C8H160 000106-68-3 90
4 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 76
5 3-Octanone 128 C8H160 000106-68-3 64

Abundance Scan 3151 (11.472 min): VU046738.D\datams (-3143) () m/z 57.00 100.00%
43.0 57.0
5000
L —
L
H‘\H\‘HH‘\H\i\}H“\‘\H‘H\\“‘\‘H‘\“‘\\M\‘H\‘\i\\‘h‘\\\\“\\\\‘\\\\ m/Z 43.00 92 .89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14269: 3-Octanone
43.0 57.0
72.0 99.0
5000 29.0 LT
11.50
128.0 m/z 72.05 68.41%
u‘\u\‘u\}‘\\\\“‘MH‘MMHuu‘\‘\u‘\\M\‘\\\\}\\\%%3\?9‘\\\\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
29.0 43.0
57.0
T \[\\ f
11.50
99.0
128.0
u‘\u\‘uu‘\u\‘uu‘\u\‘uu‘uu‘\u\‘uu‘uu‘\u'\‘uu‘\u\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14273: 3-Octanone U
43.0 57.0 11.50
29.0 72.0 m/z 71.05 60.81%
99.0
5000
‘ 128.0
u%\5\'\0‘\\\1‘\u\“‘“u‘\\‘iHuu‘\‘\u‘\\‘\\‘uuiuu‘uu‘uu‘\u\ = \A\ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 26 unknown-01 Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
11.584 1.17 ug/L 63562 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 3-Octanol 130 C8H180 000589-98-0 43
2 3-0Octanol 130 C8H180 000589-98-0 43
3 3-Octanol 130 C8H180 000589-98-0 43
4 3-Octanol 130 C8H180 000589-98-0 38
5 2-Octanone 128 C8H160 000111-13-7 38

Abundance Scan 3186 (11.584 min): VU046738.D\data.ms (-3175) (-) |« m/z  59.00 100.00%
59.0
43.0
83.1
5000
101.1 . b T
11.50
128.1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15663: 3-Octano
59.0
5000 83.0 il%d \ﬂ
41.0 .
101.0 m/z 58.05 80.50%
\\‘\H\‘HH‘\H\‘\MH‘\HH‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
59.0
/\\ ‘,} \”/\‘ T /\\ ‘,\"
11.50
5000 83.0 m/z 54.95 61.58%
27.0 41.0 :
101.0
29.0
\\‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15662: 3-Octanol e ‘f
59.0 11.50
m/z 83.10 56.18%
83.0
5000
41.0
101.0 ﬂ\
H‘HH‘HH“‘TH\‘M“H \\m‘\H\‘M\H‘\H\‘\\\\“\\\\‘1\\\‘\]-\2\\8‘9\\ T T \mnm\ \[J\\\ {\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 27 Octanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.687 3.37 ug/L 182349 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 91
3 Octanal 128 C8H160 000124-13-0 86
4 Octanal 128 C8H160 000124-13-0 83
5 Cyclopentancl, 2-methyl-, cis- 100 C6H120 025144-05-2 38
Abundance Scan 3218 (11.687 min): VU046738.D\data.ms (-3206) () |« m/z 41.00 100.00%
410 570
84.1
5000
T ‘ T T ‘ T
b T
H‘HH‘HH‘H\‘\}HH“\H\‘H‘l\}\H\‘\H\‘HH‘HH“HH‘HH‘HH m/Z 43.00 90.54(y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
57.0
5000 29.0 T T \]\‘\”
11.50 12.00
100.0 m/z 57.05 85.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
40 o k
T ‘ T T ‘ T
84.0 11.50 12.00
5000 m/z 56.00 81.86%
27.0
100.0
H‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14262: Octanal [ i \A‘J
43.0 11.50 12.00
m/z 84.10 79.27%
84.0
5000 200 || °f0
1000
o | | \Hn I 128.0
H‘HH‘HH‘HH‘HH‘\H\‘HH\H\‘\H\‘HH‘HH‘HH‘HH‘HH T ‘ T T ‘ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 28 1-Octanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.536 7.54 ug/L 408631 1,4-Dichlorcbenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 1-Octanol 130 C8H180 000111-87-5 91
2 Formic acid, octyl ester 158 C9H1802 000112-32-3 90
3 1-Octanol 130 C8H180 000111-87-5 90
4 Octyl chloroformate 192 C9H17ClI02 007452-59-7 90
5 1-Nonanol 144 C9H200 000143-08-8 86

Abundance Scan 3482 (12.536 min): VU046738.D\data.ms (-3463) (-) M/z 56.10 100.00%

56.1
84.1
5000
39 - -

112.1 12.50
\‘\“‘\‘\\\“\\‘\‘\‘\\\\‘\\\\‘\\ m/z 55.05 94 _94Y%

m/z--> 20 40 60 80 100 120 140 160
Abundance #15659: 1-Octano
56.0
T T

5000 84.0 \
12.50

m/z 41.00 78.58%

\‘ T “\‘\ T \“ \]-\]-\2.\0‘]-\2\9\.0\‘ T T 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance
56.0
T T

84.0 12.50
5000 m/z 70.10 73.03%
39.0 112.0
L ‘ L ‘ T T ‘ T ‘ L ‘ T T ‘ T T ‘ L ‘ .\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #15658: 1-Octanol P |
56.0 12.50

m/z 69.10 72.26%

5000 84.0
29.0
_ b 112.0129.0
‘ T

miz--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 29 Nonanal Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
12.886 1.09 ug/L 59238 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Nonanal 142 C9H180 000124-19-6 83
2 Nonanal 142 C9H180 000124-19-6 80
3 Nonanal 142 C9H180 000124-19-6 78
4 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 42
5 Butane, 1-isocyanato- 99 C5HONO 000111-36-4 30

Abundance Scan 3591 (12.886 min): VU046738.D\data.ms (-3581) () = m/z 57.05 100.00%
57.0
41.0
5000
g21 981 J\
‘ T T T ‘ T
L b || e
\\\\‘\\\\}\‘\\“\\\‘\\\‘\\\\‘\\\\‘\\ m/Z 4095 76-37(y
miz--> 20 40 100 120 140
Abundance #22961: Nonana
41.0 57.0
5000
82.0 98.0 1250 1300
m/z 56.00 56.77%
114.0
miz-—-> 20 40 60 80 100 120 140
Abundance
57.0
41.0 =l
12.50 13.00
5000 98.0 m/z 54.95 55.77%
82.0
114.0
26.0 142.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-—-> 20 40 60 80 100 120 140
Abundance #22960: Nonanal
41.0 57.0 1250 1300
m/z 43.00 54 _59%
82.0
1140
T \1\5‘\.0‘ T ‘\ \‘\ \“ “ \ T \H ‘ T \ \ T ‘ } T \]\-4‘.2\.0\
miz-—-> 20 40 60 80 100 120 140 1250 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 30 1-Nonanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.632 15.77 ug/L 854619 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 1-Nonanol 144 C9H200 000143-08-8 91
3 Acetic acid, trichloro-, nonyl e... 288 C11H19CI1302 065611-32-7 90
4 Cyclopropane, l-methyl-2-octyl- 168 C12H24 037617-26-8 86
5 1-Nonanol 144 C9H200 000143-08-8 86
Abundance Scan 3823 (13.632 min): VU046738.D\data.ms (-3807) (-) m/z 56.10 100.00%
56.1
5000 83.1 JL
1350 1400
126.2 : .
38 S MR m/z 55.05 96.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24382: 1-Nonano
56.0
5000 P ——
83.0 13.50 14.00
29.0 m/z 70.10 83.34%
R
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
56.0
T ‘ T T ‘ T
13.50 14.00
5000 m/z 41.00 75 .60%
83.0
29.0
126.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #183189: Acetic acid, trichloro-, nonyl ester —— et
43.0 13.50 14.00
m/z 69.10 74.12%
69.0
5000
98.0
25 H‘ %11‘0‘ 1‘450 ‘1710
T \ L TTTT L L T ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 31 3-Decen-1-ol, (E)- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.

14 .455 1.45 ug/L 78774  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 3-Decen-1-ol, (E)- 156 C10H200 010339-60-3 90
2 1,10-Decanediol 174 C10H2202 000112-47-0 90
3 9-Decen-1-ol 156 C10H200 013019-22-2 90
4 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 89
5 3-Nonen-1-ol, (2)- 142 C9H180 010340-23-5 83

Abundance Scan 4079 (14.455 min): VU046738.D\data.ms (-4069) (-) m/z 55.05 100.00%
55.0
81.1
5000
T ‘ T
LD e
\\\‘\\\\i\\‘\‘\”\\\‘i \‘\\“\\\\‘\\\\“\\\\‘\ m/Z 68-10 83-45(y
m/z--> 20 40 60 80 100 120 140 160
Abundance #32878: 3-Decen-1-0l, (E)-
55.0
5000 81.0 s
29.0 14.50
m/z 67.10 71.60%
‘ | ‘ ‘ 1100  138.0
\\\‘\!\\}!‘\‘1 T “‘\\\\‘\\\\“\\1\5\6.‘0\
m/z--> 20 40 60 80 100 120 140 160
Abundance
55.0
T ‘ T
14.50
81.0 .
109.0
126.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #32867: 9-Decen-1-ol ouap g T ™
55.0 14.50
m/z 69.10 67.14%
5000 81.0
29. O
109.0
\\\‘\‘ ‘H\\ \\“\‘\\“\\\\‘\\]\-3\8‘\0\\\‘\ \‘\
m/z--> 60 80 100 120 140 160 14.50

SFAMUTR122121WMA-M Sat Jan 22 04:14:14 2022 Page: 33



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 32 Bicyclo[4.1.0]heptane, 3-me... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14.562 1.11 ug/L 60176 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 90
2 Z-4-Dodecenol 184 C12H240 040642-37-3 86
3 1-Tetradecyne 194 C14H26 000765-10-6 68
4 1-Tetradecyne 194 C14H26 000765-10-6 64
5 Cyclohexane, ethenyl- 110 C8H14 000695-12-5 58
Abundance Scan 4112 (14.561 min): VU046738.D\data.ms (-4102) () |« m/z 81.05 100.00%
81.0
55.0
5000
WA ‘m ‘/\‘ ‘ : ‘/\/q/\
“ ‘1130 138.1 14.50
\\\‘\\\\i‘}‘\‘\ ‘\‘\‘\“\\‘\\‘\\\\“\\\\‘\\\\‘\\\\2‘0\\7.\]\- m/Z 68-05 88-25(y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6785: Bicyclo[4.1.0]heptane, 3-methyl-
41.0 81.0
5000 . ‘
14.50
110.0 m/z 67.05 82.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 68.0
T
14.50
5000 m/z 55.05 68.49%
95.0
138.0 166.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69369: 1-Tetradecyne P ‘
41.0 81.0 14.50
m/z 40.95 65.52%
5000
‘1090
15.0 “\‘L “13?0 1§50‘194p
TTr T T T T T[T T[T T T T[T I rrorrT T ‘ T
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\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 33 (DEL) Alkane: Cyclicl4.652 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.652 8.40 ug/L 455176  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Cyclodecane 140 C10H20 000293-96-9 93
2 1-Decanol 158 C10H220 000112-30-1 91
3 1-Undecanol 172 C11H240 000112-42-5 91
4 1-Decanol 158 C10H220 000112-30-1 91
5 1-Undecanol 172 C11H240 000112-42-5 90

Abundance Scan 4140 (14.651 min): VU046738.D\data.ms (-4129) (-) m/z 55.05 100.00%

55.0
83.0
5000

e 1450 15.00
38 - “‘ \‘ T ‘\“‘ T \”‘! 140.2 . .

L L B m/z 70.10 86 .33%

m/z--> 20 40 60 80 100 120 140 160
Abundance #20646: Cyclodecane
55.0
83.0

5000 - ——

14.50 15.00
290 111.0 140.0 m/z 56.10 77 .44Y%
\\\‘\‘}‘\\‘i\\\“‘\‘ \\‘1“\\‘”\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance
70.0
430 T T T T T T
14.50 15.00
m/z 41.00 75.88%
5000 97.0
1T ‘2\6.\()\ T ‘ LU ‘ T ‘ T T ‘ \]\-]\-4\..‘0\ T \]-\4.‘0.\()\]-\5\7‘.0\
miz--> 20 40 60 80 100 120 140 160
Abundance #47350: 1-Undecanol T T
55.0 14.50 15.00

83.0
5000
31.0
‘ ‘ 111.0
o || i L asa0

T ‘ T ‘ T ‘ T T ‘ T ‘ T L T ‘ T ‘ T T ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 34 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.

16.770 1.61 ug/L 87039 1,4-Dichlorobenzene-d4 11.812

Hit# of 5 Tentative ID MW MolForm CAS#H Qual

2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 95
2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 94
2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 70
2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 60
2H-1-Benzopyran, 3,5,6,8a-tetrah... 192 C13H200 041678-29-9 51

abwnN e

Abundance Scan 4799 (16.770 min): VU046738.D\data.ms (-4788) (-)  m/z 177.20 100.00%
177.2

5000 41.0 135.1 220.2
91.1 — A
‘ | 16.50 17.00

m

L n hm H‘H H\u H \HH \\L‘d \\h‘h‘m\ \u‘ ‘ ¥ S L2811 T 20020  48.45%
miz-—-> 50 100 150 200 250
Abundance #99031: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethylethyl)-
177.0

220.0
41.0

5000 7 e
135.0 16.50 17.00

m/z 135.05  42.40%
i

o

95.0

\‘ H‘ H\H M ‘HH‘ n“\\ lh w M‘\\ ‘

T T T T ‘ T T T T T \ ‘ T T T T ‘ T T T T
m/z--> 50 100 200 250
Abundance

177.0
A

T ‘ T T T ‘ T
220.0 16.50 17.00
5000 410 m/z 41.00 41.93%
135.0

95.0

miz--> 50 100 150 200 250

Abundance #99032: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethylethft———= I
177.0 220.0 16.50 17.00
m/z 149.05 37.19%
91.0
. \“ “ ‘\H‘ U m ‘H \‘\\L ‘\“M L : “ \‘\‘ an ‘ e —— | /\‘ —

m/z--> 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28

Operator : SY/MD

Sample : N1101-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA _M
TRACE VOA SFAM1.0

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 35 2,6-Di-tert-butyl-4-hydroxy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.877 2.06 ug/L 111567  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2,6-Di-tert-butyl-4-hydroxy-4-me... 236 C15H2402 010396-80-2 95
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 80
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 74
4 Atropic acid, TMS derivative 220 C12H1602Si 1000484-83-7 46
5 Phenol, 3-(1,1-dimethylethyl)-4-___. 180 C11H1602 000088-32-4 41
Abundance Scan 4832 (16.876 min): VU046738.D\data.ms (-4820) () = m/z 205.30 100.00%
571 205.3
165.1
5000
91 1 137.1 ‘ T T /\\ T ‘ T
16.50 17.00
‘ TTT \‘i‘\ \‘M\ \M“‘\ \“\H\ ‘M‘H} ‘U“‘H“\‘\\MH“ T \ \‘ \“\ ‘ \‘} T 236 \3\\ T ‘ T %\8‘]\- \1 m/Z 57. 10 86- 58[y
m/z--> 20 40 60 80 100 120 140 160180200220240260280
Abundance #118681: 2,6-Di-tert-butyl-4-hydroxy-4-methylcyclohexa-2,5-tien-1-one
57.0 165.0
5000 —— /\ e
137.0 16.50 17.00
29.0 91.0 ‘ 93.0221.0 m/z 165.10 81.23%
‘ H‘H“ T \“\h‘ \‘H\ \M“\ \‘\‘\ ‘\“\H\‘\“M‘M‘\h \‘\“\‘\“‘\“\ \‘\““\ T \ T ‘ \ TTT “\ TT 1 ‘ TTTT ‘ TTTT ‘ TT
m/z--> 20 40 60 80 100 120140160180200220240260 280
Abundance
205.0
‘ T T /\\ T ‘ T
16.50 17.00
5000 57.0 m/z 180.20 50.18%
‘HH‘HH‘\H\‘HH‘\H\‘HH‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99218: Butylated Hydroxytoluene P b
205.0 16.50 17.00
m/z 41.00 48.09%
5000
57.0 105.0 145.0 177.0 ‘
‘HH“H\‘\“\‘H\M“H‘\‘\ \‘H‘M“\}H\‘\‘M\H\‘\H\“HH‘\‘\H‘HH‘\H\‘HH‘\\ [t ‘,\‘\ /\\ T ‘ M\’\Aq ‘/\f
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\wvoasrv\HPCHEM1\MSVOA U\Data\VU011222\
Data File : VU046738.D

Acq On 12 Jan 2022 13:28
Operator : SY/MD

Sample - N1101-01

Misc = 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\SFAMUTR122121WMA.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.. 1.359  92.7 ug/L 3345010 1 6.272 180375 5.0
(DEL) Alkane: S.. 1.488 4.0 ug/L 142668 1 6.272 180375 5.0
(DEL) Alkane: S.. 1.662 2.0 ug/L 73179 1 6.272 180375 5.0
(DEL) Alkane: S.. 1.736 8.3 wug/L 299783 1 6.272 180375 5.0
(DEL) Alkane: S.. 2.006 3.5 ug/L 126799 1 6.272 180375 5.0
(DEL) Alkane: C.. 2.166 8.7 ug/L 314605 1 6.272 180375 5.0
(DEL) Alkane: S.. 2.224 13.7 wug/L 492739 1 6.272 180375 5.0
(DEL) Alkane: S.. 2.327 1.6 ug/L 55766 1 6.272 180375 5.0
(DEL) Alkane: S.. 2.427 5.3 ug/L 192949 1 6.272 180375 5.0
(DEL) Alkane: S... 2.475 1.4 ug/L 49776 1 6.272 180375 5.0
1,3-Cyclopentad... 2.861 2.5 ug/L 90539 1 6.272 180375 5.0
(DEL) Alkane: S... 2.980 1.3 ug/L 46774 1 6.272 180375 5.0
Cyclopentene 3.012 1.1 ug/L 38798 1 6.272 180375 5.0
(DEL) Alkane: S... 3.572 3.4 ug/L 122993 1 6.272 180375 5.0
2-Ethyl-oxetane 3.687 1.2 ug/L 42404 1 6.272 180375 5.0
(DEL) Alkane: S... 3.819 1.1 ug/L 37763 1 6.272 180375 5.0
(DEL) Alkane: S... 4.192 1.5 ug/L 53211 1 6.272 180375 5.0
Butanal 4.507 1.3 ug/L 48069 1 6.272 180375 5.0
Pentanal 6.909 4.7 ug/L 167650 1 6.272 180375 5.0
Hexanal 8.796 44.0 ug/L 1932950 2 9.423 219494 5.0
1-Hexanol 10.025 1.3 ug/L 56875 2 9.423 219494 5.0
Heptanal 10.346 7.4 ug/L 325015 2 9.423 219494 5.0
1-Heptanol 11.343 1.0 ug/L 52911 3 11.812 270908 5.0
3-Octanone 11.472 1.8 ug/L 98904 3 11.812 270908 5.0
unknown-01 11.584 1.2 ug/L 63562 3 11.812 270908 5.0
Octanal 11.687 3.4 ug/L 182349 3 11.812 270908 5.0
1-Octanol 12.536 7.5 ug/L 408631 3 11.812 270908 5.0
Nonanal 12.886 1.1 ug/L 50238 3 11.812 270908 5.0
1-Nonanol 13.632 15.8 ug/L 854619 3 11.812 270908 5.0
3-Decen-1-ol, (E)- 14.455 1.5 ug/L 78774 3 11.812 270908 5.0
Bicyclo[4.1.0]h... 14.562 1.1 ug/L 60176 3 11.812 270908 5.0
(DEL) Alkane: C... 14.652 8.4 ug/L 455176 3 11.812 270908 5.0
2,5-Cyclohexadi... 16.770 1.6 ug/L 87039 3 11.812 270908 5.0
2,6-Di-tert-but... 16.877 2.1 wug/L 111567 3 11.812 270908 5.0
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