LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTRO21622WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VUe47313.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.604 72 82 94 rBV2 94603 113142 4.73% 0.818%
2 1.919 171 180 195 rBV 52155 73154 3.06% 0.529%
3  2.002 195 206 225 rVB 165532 229232 9.58% 1.658%
4 2.382 314 324 332 rBV4 12653 24404 1.02% 0.176%
5 2.571 369 383 406 rBV2 110846 257251 10.75% 1.860%
6 2.986 495 512 518 rBv4 15204 35643 1.49% 0.258%
7 3.047 520 531 546 rVW 76393 172279 7.20%  1.246%
8 3.144 546 561 583 rVB3 95114 240117 10.03% 1.737%
9 3.369 615 631 655 rBvV2 47260 110647 4.62% 0.800%
106 3.581 683 697 716 rBV5 15327 36284 1.52% 0.262%
11 4.096 839 857 870 rBv2 26088 65271 2.73% 0.472%
12 4.176 870 882 896 rvB3 20558 46702 1.95% 0.338%
13 4.259 896 908 922 rBV3 12868 34498 1.44% 0.249%
14 4.440 939 964 981 rVB3 37155 105834  4.42% 0.765%
15 4.661 1006 1033 1092 rBvV2 83053 367668 15.37%  2.659%
16 4.986 1119 1134 1146 rBVS5 18232 49280 2.06% 0.356%
17 5.070 1146 1160 1172 rBV 87989 200492 8.38% 1.450%
18 5.304 1211 1233 1249 rVB4 11126 27998 1.17% 0.202%
19 5.462 1249 1282 1307 rVB7 40727 179361 7.50% 1.297%
20 5.642 1320 1338 1347 rBV2 22665 49007 2.05% ©0.354%
21 5.729 1347 1365 1375 rBvV2 179508 457615 19.12%  3.309%
22 5.899 1396 1418 1434 rBV2 164395 383519 16.03% 2.774%
23 6.253 1514 1528 1537 rBV 164962 325144 13.59% 2.351%
24  6.546 1601 1619 1639 rBV 209220 419221 17.52% 3.032%
25 6.693 1652 1665 1677 rBV 113881 228291 9.54% 1.651%
26 6.877 1712 1722 1731 rBV5 18577 37742 1.58% 0.273%
27 6.928 1731 1738 1752 rVB 13717 26024 1.09% 0.188%
28 7.163 1795 1811 1828 rBV5 48502 159142 6.65% 1.151%
29 7.256 1828 1840 1856 rVB2 80672 170017 7.11% 1.230%
30 7.385 1856 1880 1894 rBV3 162678 359511 15.02%  2.600%
31 7.568 1924 1937 1952 rBV 77111 147605 6.17% 1.067%
32 7.899 2016 2040 2053 rBV 246970 443969 18.55% 3.211%
33  7.964 2054 2060 2072 rVB5 15896 28620 1.20% 0.207%
34 8.176 2113 2126 2139 rVvV2 291765 498625 20.84%  3.606%
35 8.266 2140 2154 2169 rVB 229924 399790 16.71% 2.891%
36 8.369 2170 2186 2193 rBV3 11602 26961 1.13% 0.195%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTRO21622WMA .M
Title : TRACE VOA SFAM1.0
37 8.555 2230 2244 2258 rBV 1442390 2392863 100.00% 17.305%
38 8.636 2258 2269 2299 rVB 336637 641999 26.83% 4.643%
39 8.787 2305 2316 2337 rVB 140053 252767 10.56% 1.828%
40 9.340 2476 2488 2500 rBv2 24125 46155 1.93% 0.334%
41 9.417 2500 2512 2529 rVwV 253888 430804 18.00% 3.116%
42 10.343 2790 2800 2816 rBV2 33009 54376 2.27% 0.393%
43 10.484 2836 2844 2855 rBV 19782 29898 1.25% 0.216%
44 10.758 2917 2929 2942 rVB 108196 173678 7.26% 1.256%
45 11.420 3128 3135 3146 rVB 20646 32160 1.34% 0.233%
46 11.610 3177 3194 3199 rBvV 48781 79087 3.31% 0.572%
47 11.642 3199 3204 3211 rVWV 77050 113953 4.76% 0.824%
48 11.687 3211 3218 3231 rVB 94191 142097 5.94% 1.028%
49 11.812 3244 3257 3268 rBV 335710 524863 21.93% 3.796%
50 12.195 3363 3376 3391 rBV2 268726 461938 19.30% 3.341%
51 12.680 3515 3527 3544 rBV 681886 1056150 44.14% 7.638%
52 12.886 3575 3591 3604 rBV2 285443 436404 18.24% 3.156%
53 13.249 3696 3704 3714 rVB 18228 25553 1.07% 0.185%
54 13.523 3780 3789 3800 rVB5 24055 39744 1.66% 0.287%
55 13.783 3860 3870 3882 rVB 42446 71872 3.00% 0.520%
56 13.912 3892 3910 3913 rBV3 26302 54833 2.29% 0.397%
57 13.941 3913 3919 3944 rVB2 53549 96487 4.03% 0.698%
58 14.208 3989 4002 4014 rBV 46998 78908 3.30% 0.571%
59 14.735 4157 4166 4185 rBvV4 38285 60775 2.54% 0.440%
Sum of corrected areas: 13827424
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU047313.D\data.ms
1400000

1200000
1000000
800000
600000

400000

1.604 2.571 3 Br3d4 4.661 5.070
1'?\1/% 2382 \ 2% 3.3693 561 4.09H785¢-440 4.986_ 5.30246%.6

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

Abundance TIC: VU047313.D\data.ms
1400000 8.555

200000 2.002 5.728 899  6.253 6]5\‘?69,

o

1200000
1000000
800000

600000

400000 636 11.812

7.899 2 566 9.417 12.1
200000 7.385 8.787
7 7356/ 7.568 10.758 A
L8228 " N 964 369 9.3 10.3¢B484 11.428"
e DA S e R U — A e e R e

T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU047313.D\data.ms
1400000

1200000

1000000

800000
12.680

600000

400000
12.886

200000

13.249 13.52313. 1839351 14.208 14.735
O T ‘ T T ‘ T T T T ‘ T T %%1 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\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
2.002 3.53 ug/L 229232  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 72
3 3-Buten-1-o0l 72 C4H80 000627-27-0 38
4 Pentane 72 C5H12 000109-66-0 28
5 1-Butanesulfonyl chloride 156 C4H9C102S 002386-60-9 12
Abundance Scan 206 (2.002 min): VU047313.D\data.ms (-195) (-) m/z 42.95 100.00%
43.0
5000 J\

P

‘ 72.1 1.60 1.80 2.00 2.20 2.40
ot 2070 myz a1.00  88.35%

m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance #813: Butane, 2-methyl-

43.0
5000 BB R
1.60 1.80 2.00 2.20 2.40
15.0 m/z 41.95 86.13%
‘ ‘ 72.0
O \‘\\\‘\‘\‘1\\ \H\“\“\\‘}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
A T S e
1.60 1.80 2.00 2.20 2.40
5000 m/z 57.10 79.13%
72.0
ol 180 | “ |
et
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #752: 3-Buten-1-ol e e
42.0 1.60 1.80 2.00 2.20 2.40
m/z 38.95 30.86%
5000
ols-own"’
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 29
R.T. EstConc Area Relative to ISTD R.T.
2.986 0.55 ug/L 35643 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 91
2 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 91
3 Pentane, 3-methylene- 84 C6H12 000760-21-4 91
4 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 91
5 Cyclopropane, 1-ethyl-1-methyl- 84 C6H12 053778-43-1 90
Abundance Scan 512 (2.986 min): VU047313. D\data ms (-495) (-) m/z 55.00 100.00%

580  69.1
41.0
5000 84.1 M

M | 2.60 2.80 3.00 3.20 3.40
el w/z e9.10 95.42%

0 |
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1665: 1-Pentene, 3-methyl-
55.0 69.0
41.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
27.0 84.0 2.60 2.80 3.00 3.20 3.40

m/z 41.00 75.12%
Il

15.0 | M
\\\‘\\‘\\‘\\\\‘\\\\}\‘\\\“ \\‘\\‘\‘\“\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1674: 1-Pentene, 3-methyl-
55.0
41.0

o

69.0 ‘uu‘uu‘uu‘uu‘u
2.60 2.80 3.00 3.20 3.40
5000 27.0 m/z 56.00 48.14%
84.0
| ‘\ I
0t e ey L
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1677: Pentane, 3-methylene- R R B
41.0 69.0 2.60 2.80 3.00 3.20 3.40
55.0 m/z 84.10 39.63%
5000 2r0 84.0
S S 1
L I EREREEAY AT -
m/z--> 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
3.047 2.65 ug/L 172279 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 78
5 1,2,3-Trimethyldiaziridine 86 C4H1ON2 113604-56-1 59
Abundance Scan 531 (3.047 min): VU047313.D\data.ms (-520) (-) m/z 43.00 100.00%
43.0
5000
71.0
R aRaaRs na
‘ 2.80 3.00 3.20 3.40
bl 2070 7 42,00 83.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2056: Butane, 2,3-dimethyl-
43.0
5000 L B B I LN L
2.80 3.00 3.20 3.40
71.0 m/z 41.00 41.21%
o180 | ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: Butane, 2,3-dimethyl-
43.0
R RERAREEEE SR S
2.80 3.00 3.20 3.40
5000 m/z 71.05 30.22%
71.0
osol U4 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2053: Butane, 2,3-dimethyl- bR
42.0 2.80 3.00 3.20 3.40
m/z 39.00 16.55%
5000
71.0
0 150 “‘ ‘\ | \‘ ‘ L

m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
3.144 3.69 ug/L 240117 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methylene- 84 C6H12 000760-21-4 49
2 1-Hexene 84 C6H12 000592-41-6 46
3 3-Hexene, (Z)- 84 C6H12 007642-09-3 46
4 3-Hexene, (E)- 84 C6H12 013269-52-8 46
5 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 45
Abundance Scan 561 (3.144 min): VU047313.D\data.ms (-546) (-) m/z 41.00 100.00%
410 69.0
5000
R RN REE
‘ 2.80 3.00 3.20 3.40

bbbl 2071 hys 69.05  96.65%

m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance #1677: Pentane, 3-methylene-

41.0 69.0
5000 \‘HH/‘\’\\H‘HH‘HH‘\
2.80 3.00 3.20 3.40
m/z 41.95 90.71%
15.0 ‘
O \‘\\\‘\‘\‘!\\‘\\‘M\’\‘\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1640: 1-Hexene
41.0
T T
2.80 3.00 3.20 3.40
5000 m/z 55.00 50.73%
84.0
15.0‘ ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1656: 3-Hexene, (2)- ““‘W““‘H‘{\‘H/\‘
55.0 2.80 3.00 3.20 3.40
m/z 39.00 48.91%
5000
2.0 84.0 M
0 u“;h I e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 28
R.T. EstConc Area Relative to ISTD R.T.
3.581 0.56 ug/L 36284 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 87
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
3 1-Hexene 84 C6H12 000592-41-6 52
4 1-Hexene 84 C6H12 000592-41-6 50
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 50
Abundance Scan 697 (3.581 min): VU047313.D\data.ms (-683) (-) m/z 56.00 100.00%
56.0
41.0
5000

69.0 84.0 /\ /

e

‘ 3.20 3.40 3.60 3.80 4.00
bl I myz 4l.e0  78.50%

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

Abundance #1675: 1-Pentene, 2-methyl-

56.0
41.0
5000 \‘HH‘H\A‘HH‘HH‘\/
27.0 69.0 g40 3.20 3.40 3.60 3.80 4.00
m/z 39.00 44.20%
15.0 ‘
O\\\‘\\‘\\‘\\}1‘\\\‘}}\‘\\\i‘\‘} ‘\‘\\\‘\i\\\\‘\\‘\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1676: 1-Pentene, 2-methyl-
56.0
T R
41.0 3.20 3.40 3.60 3.80 4.00
5000 m/z 84.00 40.73%
69.0 84.0
29.0 ‘
0 ‘H“““‘HM““‘}M“pﬂ“us‘uhi‘u“‘w“,u
miz--> 10 20 30 40 50 60 70 80 90 /
Abundance #1642: 1-Hexene “““_“‘_“‘ﬁ\“‘
41.0 56.0 3.20 3.40 3.60 3.80 4.00
m/z 55.00  39.55%
27.0
5000 84.0
m/z--> 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
4.096 1.00 ug/L 65271 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 94
2 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
3 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
4 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
5 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 90
Abundance Scan 857 (4.096 min): VU047313.D\data.ms (-839) (-) m/z 69.00 100.00%
41.0 69.0
5000
“W‘H‘_“w‘u‘_“
3.80 4.00 4.20 4.40
Obrrrrrrt 2000 s 41,00 83.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1699: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
5000 \\\‘\\\\‘\\\\’\\\\‘\\\\
3.80 4.00 4.20 4.40
m/z 84.10 58.27%
15.0 M
O' \\‘\\‘\1\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1703: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
“W‘H‘_“w‘u‘_“
3.80 4.00 4.20 4.40
5000 m/z 55.00 53.07%
0 m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1701: 2-Pentene, 3-methyl-, (E)- “W“““‘H,“““‘H
41.0 3.80 4.00 4.20 4.40
69.0 m/z 39.00 30.26%
5000
50| | LA
B — R (LT N N
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 Cyclopentene, 3-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
4.176 0.72 ug/L 46702  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 90
2 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 90
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 87
4 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 86
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
Abundance Scan 882 (4.176 min): VU047313.D\data.ms (-870) (-) m/z 67.00 100.00%
67.0
5000 j\A
82.0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
39‘ - 3.80 4.00 4.20 4.40 4.60
0 ‘WHH,HH_HW‘HH\m‘W‘:!_m““m,‘ m/z 82.00 24.30%
m/z--> 10 20 30 50 60 70 80 90
Abundance #1403: Cyclopentene 3-methyl-
67.0
5000 L L N LA BN BN I
390 3.80 4.00 4.20 4.40 4.60
27.0 : 82.0 m/z 39.00 14.80%
| ‘ 53.0 |
0\\‘HH’HH“\H‘HMHW‘H\‘\‘\‘H‘\H‘\“\H’\
miz--> 10 20 30 40 50 60 70 90
Abundance #1394: Cyclopentene, 3-methyl-
67.0 /A
R
3.80 4.00 4.20 4.40 4.60
5000 m/z 81.00 11.06%
39.0 82.0
N N PO RN O SO | S
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1404: Cyclopentene, 3-methyl- T T T
67.0 3.80 4.00 4.20 4.40 4.60
m/z 41.00 10.52%
5000
39.0 82.0
27.0 ‘ 53.0
m/z--> 10 20 30 50 60 70 80 90 3.80 4.00 4.20 4.40 4.60

SFAMUTRO21622WMA.M Fri Mar 04 11:21:24 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 Cyclopentene, 4-methyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
4.259 0.53 ug/L 34498 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 87
2 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
4 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 83
5 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 80
Abundance Scan 908 (4.259 min): VU047313.D\data.ms (-896) (-) m/z 67.00 100.00%
67.0
5000 /\/\/\
R S ERRRNRRES
39‘"0 ‘ 2070 4.00 4.20 4.40 4.60
Ot il 270 wyz 82.00 30.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1398: Cyclopentene, 4-methyl-
67.0
5000 UL L L LN L
4.00 4.20 4.40 4.60
390 ‘ m/z 38.95 16.38%
0\\\-‘\‘\\\w‘\\”\”\‘\‘l\\““\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1411: Cyclopentene, 3-methyl-
67.0 /\
At
4.00 4.20 4.40 4.60
5000 m/z 81.00 15.57%
41.0 ‘
0 ‘H‘“"“i‘H‘”W“H““‘H“‘H‘,‘mewm_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1403: Cyclopentene, 3-methyl- T T
67.0 4.00 4.20 4.40 4.60
m/z 40.90 13.31%
5000
39.0
0 , /\“,‘
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60

SFAMUTRO21622WMA.M Fri Mar 04 11:21:25 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.440 1.63 ug/L 105834  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2-methyl- 100 C7H16 000591-76-4 78
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 78
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 72
4 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 72
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 64
Abundance Scan 964 (4.440 min): VU047313.D\data.ms (-939) (-) m/z 57.00 100.00%

57.0
5000
85.1

‘ 4.20 4.40 4.60 4.80

Ol b 2000 sz 42,95 99.93%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4467 Hexane, 2-methyl-
43.0

5000 SR
4.20 4.40 4.60 4.80
m/z 55.95 52.44%
0150
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4474: Pentane, 2,4-dimethyl-
43.0 A /\
”‘W‘”‘W‘”\”‘W‘A
4.20 4.40 4.60 4.80
5000 m/z 41.00 51.43%
85.0 /\/\Jb\\
150“
0**H\H‘*H‘”WH”*M*H\*H*M*H\*H*M*H\*H*w**
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4480: Pentane, 2,4-dimethyl- ““_“‘,‘H““H“‘

43.0 4.20 4.40 4.60 4.80
m/z 85.10 32.58%

5000
85.0
ECTY N

m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 Bicyclo[2.1.@]pentane, 1,4-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.986 0.76 ug/L 49280 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.1.0]pentane, 1,4-dimet... 96 C7H12 017065-18-8 72
2 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 72
3 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 68
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 64
5 Ethanone, 1-(2-methyl-2-cyclopen... 124 C8H120 001767-84-6 59
Abundance Scan1134(4986nnm VU047313.D\data.ms (-1119) (-) m/z 80.95 100.00%
81.0
5000
56'0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
H ‘ ‘ 4.60 4.80 5.00 5.20 5.40
Ol et e 2970 m/z 79.00 30.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3287: B|cyc|o[2 1.0]pentane, 1,4-dimethyl-
81.0
5000 NA"AM
4.60 4.80 5.00 5.20 5.40
41 0 ‘ m/z 96.00  18.70%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
W Aa
4.60 4.80 5.00 5.20 5.40
5000 m/z 56.00 17.32%
39.0
0"H‘H‘w“WM‘m‘wﬂ‘H“H‘_‘H“H‘_‘H“H‘_“
miz--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #3268: Cyclopentene, 1,5-dimethyl- AR R
81.0 4.60 4.80 5.00 5.20 5.40
m/z 39.00 16.13%
5000
39.0
50 Ldad W
0"H‘MhupNﬂ‘m“ﬂ‘ﬂ“u‘_‘u“u‘_“w‘H‘_“‘ B E R N Y -
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40

SFAMUTRO21622WMA.M Fri Mar 04 11:21:27 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.462 2.76 ug/L 179361 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 70
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 58
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 53
4 (Z)-2-Heptene 98 C7H14 006443-92-1 46
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 43
Abundance Scan 1282 (5.462 min): VU047313.D\data.ms (-1249) (-) m/z 56.00 100.00%
56.0
41.0
81.0
5000
H“_‘H,‘H“H‘w“u
I | ‘ 96‘0 5.20 5.40 5.60 5.80

0 ‘H‘HH‘w,ww;\w;‘” bl L m/z 41,00 79.60%

mlz--> 0 10 20 30 40 60 70 80 90 100

Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
5000 \\\\‘\\\\’\\\\‘\\\\‘\\\\
29.0 71.0 5.20 5.40 5.60 5.80

m/z 81.00 70.76%

: LI I

\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’\\ \‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0 /\ N
AR e
5.20 5.40 5.60 5.80
m/z 43.00 64.38%
5000 71.0
29.0
Lol #8000
O e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100 J\
Abundance #4478: Pentane, 2,3-dimethyl- e A
43.0 56.0 5.20 5.40 5.60 5.80
m/z 57.00 62.03%
71.0
I Ay
ottt e e e e e e G e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 12 (DEL) Alkane: Cyclic5.642 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.642 0.75 ug/L 49007 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 87
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 83
3 4-Pentenal, 2-methyl- 98 C6H100 005187-71-3 53
4 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 38
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 38
Abundance Scan 1338 (5.642 min): VU047313.D\data.ms (-1320) (-) m/z 56.00 100.00%
56.0
83.0
5000
R AREENEEEE
‘ . 5.40 5.60 5.80 6.00
Ol 2088 /7 s5.00  82.11%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3803: Cyclopentane, 1,1-dimethyl-
568.0
83.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\\\
27.0 5.40 5.60 5.80 6.00
m/z 69.00 81.25%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
MWW%,M
5.40 5.60 5.80 6.00
m/z 83.00 81.13%
5000 83.0 /
27.0
0 ,
m/z--> 0 20 40 60 80 100 120 140 160 180 200 /\
Abundance #3598: 4-Pentenal, 2-methyl- ek m ERRRRRLEERS AR
41.0 5.40 5.60 5.80 6.00
m/z 41.00 52.71%
5000
69.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00

SFAMUTRO21622WMA.M Fri Mar 04 11:21:29 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.899 5.90 ug/L 383519 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 43
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 43
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 43
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 37
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 37

Abundance Scan 1418 (5.899 min): VU047313.D\data.ms (-1396) (-) m/z 57.00 100.00%
57.0

5000

I ‘821 5.60 5.80 6.00 6.20
‘_HwHH_‘M‘m“‘”H‘_m‘www”w%‘??? m/z 56.00  32.27%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8654: Hexane, 2,2-dimethyl-
57.0

o

5000 L B B RN B
5.60 5.80 6.00 6.20
290 m/z 40.95 30.49%
N
0\‘\\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
Mg bt
e Rl
5.60 5.80 6.00 6.20
5000 m/z 67.00 25.71%
290‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8653: Hexane, 2,2-dimethyl-  RRRREEEEE R
57.0 5.60 5.80 6.00 6.20

m/z 43.00 16.53%

5000
o 1L i
99.0
020 il

m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20

SFAMUTRO21622WMA.M Fri Mar 04 11:21:30 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 14 Pentanal Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.877 0.58 ug/L 37742  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 50
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 32
3 3-Butenamide 85 C4H7NO 028446-58-4 23
4 Butanal, 2-methyl- 86 C5H100 000096-17-3 22
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 17

Abundance Scan 1722 (6.877 min): VU047313.D\data.ms (-1712) () m/z 44.00 100.00%

44.0
57.0
5000
85.1
R B
H‘ ‘ 69.9 ‘ 110.0 6.60 6.80 7.00 7.20
owww,m:\"‘\Mw‘”,mw\mWHW‘H‘W}W m/z 57.00  71.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1914: Pentanal
44.0
58.0 A/JJ\\A\A/\
5000 LI L L L B B I A
290 6.60 6.80 7.00 7.20
m/z 41.00 63.78%
| H‘\ | 710 880
OH‘HH‘HH"HH‘\H‘H‘H’H\‘\“‘\H\‘H‘H‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1959: Butanal, 3-methyl-
44.0
e Amwass
29.0 6.60 6.80 7.00 7.20
5000 58.0 ITI/Z 43.00 54.67%
15.0 71.0
bl ] e
O vy bttt e b
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1731: 3-Butenamide A REAEASRERES
44.0 6.60 6.80 7.00 7.20
m/z 58.00 48.41%
5000
85.0
27.0
Ot ALl 860 €80 IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.60 6.80 7.00 7.20

SFAMUTRO21622WMA.M Fri Mar 04 11:21:31 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 15 Cyclohexene, 3-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.163 2.45 ug/L 159142  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 93
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 93
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 90
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
Abundance Scan 1811 (7.163 min): VU047313.D\data.ms (-1795) (-) m/z 81.00 100.00%
81.0
5000 67.0
. ’ 96.0
39.0 0
“H‘W‘H“H‘W‘H‘,
‘ ‘ H | 1121 6.80 7.00 7.20 7.40
bttt bl WL RS s 67,00 41.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3229: Cyclohexene, 3-methyl-
81.0
2000 656‘7‘66‘7‘/\‘23‘7“46”"
67.0 .
96.0
g0 00 5.0 m/z 96.60  35.15%
O\\‘\\\\‘\\\\‘\\\\“\\\\‘HH\\‘\\W\‘\\\‘\“1\\\‘\\‘\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0 /\
“H‘W‘H“H‘W‘H‘,
6.80 7.00 7.20 7.40
5000 67.0 m/z 54.95 34.91%
55.0 96.0
27.0 ‘
b5 b sl b
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3233: Cyclohexene, 3-methyl- e Raanane e S
81.0 6.80 7.00 7.20 7.40
m/z 68.00 29.73%
5000 39.0 68.0
27.0 55.0 : 96.0
0 w“‘w“”“w“‘w“‘w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.256 2.61 ug/L 170017 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 86
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 78
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 78
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 78
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 72

Abundance Scan 1840 (7.256 min): VU047313.D\data.ms (-1828) (-) m/z 43.00 100.00%

43.0 71.1
5000
57 0

‘ 950 1120 7.00 7.20 7.40 7.60
m,uH,w,ww‘!HW‘_HW\HWwwm_‘w m/z 71.10  97.94%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
71.0

o

5000 L B I L I B I
7.00 7.20 7.40 7.60
270 57.0 m/z 70.00 66.29%
0 2.0 \“ H . 85.0 99.0 114.0
\H’HH’HH’\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
““
71.0 7.00 7.20 7.40 7.60
5000 m/z 40.95 35.57%
27.0 57.0
. T 114
,,,“““““
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4465: Hexane, 3-methyl- R e AR
43.0 7.00 7.20 7.40 7.60

m/z 55.00  27.65%

71.0
5000
29.0
. 15.0 “ Lol 85.0 1000

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.385 5.53 ug/L 359511 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
3 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 1880 (7.385 min): VU047313.D\data.ms (-1856) (-) m/z 43.00 100.00%

43.0
71.0
5000

‘ ‘ 99.1 7.00 7.20 7.40 7.60 7.80
ol el 2070 myz 71,85 73.69%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8657: Pentane, 2,3,3-trimethyl- M

43.0

5000 71.0 I &Y
7.00 7.20 7.40 7.60 7.80

m/z 70.05 58.98%

sso] || | | 0
\‘\\\\‘\\\\‘1\\‘\’\\w\‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8649: Hexane, 3,3-dimethyl-
43.0

700720740760780

o

71.0
0 \159‘\“‘v‘\9%\0\\\\\ K
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8661: Pentane, 2,3,3-trimethyl- _m_m_mwwu
43.0 7.00 7.20 7.40 7.60 7.80

m/z 85.10 46.29%

5000 A
71.0
0 H “M ‘ ‘ 99 0

m/z--> 0 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 19 Di-sec-Butyl ether Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.266 4.64 ug/L 399790 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 91
2 Di-sec-Butyl ether 130 C8H180 006863-58-7 83
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 64
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
5 2-t-Butyl-5-methyl[1,3]dioxolan-... 158 C8H1403 130930-47-1 50

Abundance Scan 2154 (8.266 min): VU047313.D\data.ms (-2140) (-) m/z 57.00 100.00%
57.0

101.1
5000 214
e
87-0 5.0 8.00 8.20 8.40 8.60
Obrrrrrrrrrerrerbe b b 1501300 o s 05 o4.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15680: Di-sec-Butyl ether
453.0
5000
&b.o 101.0 8.00 8.20 8.40 8.60
29.0 ' m/z 101.05 54.97%
83.0
ob 180 L Lo _ 115.0130.0
H‘HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15682: Di-sec-Butyl ether
45.0
P e e
8.00 8.20 8.40 8.60
5000 ITI/Z 41.00 38.19%
590 101.0
29.0 ‘ 650 '
: 115.0
0u‘\m‘m‘\“‘\m“\‘mwu‘lumw\‘m‘\‘\u‘\m‘mwmmm‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15681: Di-sec-Butyl ether RN e
45.0 8.00 8.20 8.40 8.60
m/z 59.00 32.91%
5000 29.0
59.0 101.0
83.0
Obrrprrrr ettt el e e 1300 e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24

Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO21622WMA.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 20 Hexanal Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.787 2.93 ug/L 252767  Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 72
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 59
5 Hexanal 100 C6H120 000066-25-1 59

Abundance Scan 2316 (8.787 min): VU047313.D\data.ms (-2305) (-) m/z 56.00 100.00%

56.0
5000
82.0

‘ 8.40 8.60 8.80 9.00 9.20

S ‘MWm‘wHH‘W_MW_MZ,QT:? m/z 43.95 96.20%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4251: Hexana
56.0

2000 8.40 8.60 8.80 9.00 9.20
29.0 4 .

82.0 m/z 41.00  88.36%
L]

\\\‘\\\\ \ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4250: Hexanal
44.0

8.40 8.60 8.80 9.00 9.20

o

o

5000 m/z 56.95 69.85%
‘ 72.0
0 m_u‘w“uuh“‘1wH‘wH‘ww_ww_m,w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4244: Hexanal R
44.0 8.40 8.60 8.80 9.00 9.20
m/z 43.00 63.63%

m/z-->

o

5000
72.0
150 || 11! | 1000

20 40 60 80 100 120 140 160 180 200

SFAMUTRO21622WMA.M Fri Mar 04 11:21:36 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 21 unknown-01 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
9.340 0.54 ug/L 46155 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-3-pentanone 128 C8H160 005857-36-3 46
2 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 27
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 25
4 3-Hexanone, 2,4-dimethyl- 128 C8H160 018641-70-8 25
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 25

Abundance Scan 2488 (9.340 min): VU047313.D\data.ms (-2476) (-) m/z 57.00 100.00%

57.0
5000
T e
‘ “‘J “79 0 1010 1280 9.00 9.20 9.40 9.60
bl sl b e m/z 41,00 45.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14455: 2,2,4-Trimethyl-3-pentanone
57.0
5000 L L LALALL B R
9.00 9.20 9.40 9.60
29.0 m/z 43.00 44.20%
H ‘ ‘ 85.0 128.0
O \\\‘\!\\‘\\\‘\‘\\\\‘\‘\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\
miz--> 60 80 100 120 140 160 180
Abundance #145465:Oxahcadd,Eobuwlocwleﬁer
57.0
9.00 9.20 9.40 9.60
m/z 59.00 33.66%
5000 29.0
0 L \‘ H‘ 84.0 1120 157.0
“‘_“““‘“H““H““w““_““u““u
miz--> 20 60 80 100 120 140 160 180 /\ A
Abundance #59087:Decane,ZiiBinnuﬁhyL L
57.0 9.00 9.20 9.40 9.60
m/z 71.00 27.88%
5000
85.0
A IS L
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

SFAMUTRO21622WMA.M Fri Mar 04 11:21:37 2022 Page: 23



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 22 Heptanal Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.343 0.63 ug/L 54376  Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 91
2 Heptanal 114 C7H140 000111-71-7 80
3 Heptanal 114 C7H140 000111-71-7 72
4 Heptanal 114 C7H140 000111-71-7 72
5 Heptanal 114 C7H140 000111-71-7 64
Abundance Scan 2800 (10.343 min): VU047313.D\data.ms (-2790) - m/z 70.00 100.00%
440 70.0
5000
S £ V.Y
‘96"0 10.00 10.50
0 Al 20 myz a4.00 90.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8412: Heptanal
41.0 70.0
5000 — ——
10.00 10.50
96.0 m/z 41.00 87.79%
5150 |
T \‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8416: Heptanal
44.0 70.0
SNPSSINVAANLIE TS
10.00 10.50
5000 m/z 43.00 84.67%
96.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8413: Heptanal WA MEVAS AL A
44.0 10.00 10.50
70.0 m/z 54.95 70.88%
5000
96.0
ol 260 N N P AW PSS
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24

Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO21622WMA.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 23 Benzene, (2-methylpropyl)- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
11.610 0.75 ug/L 79087 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 90
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
4 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
5 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90

Abundance Scan 3194 (11.610 min): VU047313.D\data.ms (-3177) (- m/z 91.00 100.00%
91.0
5000
134.1 A
— 1
39.0 6?-0 114.9 ‘ 11.50 12.00
O e el m/z 92.00 54.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17043: Benzene, (2-methylpropyl)-
91.0
5000 pt —
11.50 12.00
43.0 65.0 134.0 m/z 134.05 27.33%
H‘H\\‘HH‘\H\‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17040: Benzene, (2-methylpropyl)-
91.0 A
T —
11.50 12.00
5000 ITI/Z 65.00 12.11%
134.0
43.0
65.0
ol 210 115.0
H‘H\\‘HH‘\H\‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘HH‘\H‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A Aﬁﬁ
Abundance #17038: Benzene, (2-methylpropyl)- i | — A T
91.0 11.50 12.00
m/z 39.00 7.74%
5000
134.0
430 5.0
0 27.0 | J o 1150 M LVATLPIR

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1150 200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 24 Oxirane, 2-methyl-2-phenyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.642 1.09 ug/L 113953 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 87
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 86
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 86
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 83
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 83

Abundance Scan 3204 (11.642 min): VU047313.D\data.ms (-3199) (- m/z 105.00 100.00%
105.0

5000
PP B W | —
o 10 134.1 11.50 12.00
Ot Ml L nyz 13,65 15.50%
miz-> 20 40 60 80 100 120 140
Abundance #17575: Oxirane, 2-methyl-2-phenyl-
105.0
5000 /\‘ ‘ e
11.50 12.00
77.0 m/z 77.00 12.38%
51.0 | 134.0
O L ‘2\7‘\.0\ T “ T \“\ T ‘ ‘\‘ T \“‘ T ‘\ T ‘ ‘}‘\ T ‘ T T T T ‘ T
miz—-> 20 40 60 80 100 120 140
Abundance #17056: Benzene, 1-methyl-2-propyl- /&A
105.0
Al L
11.50 12.00
5000 m/z 106.00  9.22%
134.0
27.0 77.0
ol 120 T 1 SR
miz--> 20 40 60 80 100 120 140
Abundance #17055: Benzene, 1-methyl-4-propyl- 0 [ S—
105.0 11.50 12.00
m/z 79.00 9.12%
5000
134.0
39.0 77.0
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 25 Octanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.687 1.35 ug/L 142097 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 91
3 Octanal 128 C8H160 000124-13-0 90
4 Octanal 128 C8H160 000124-13-0 78
5 Octanal 128 C8H160 000124-13-0 78

Abundance Scan 3218 (11 687 min): VU047313.D\data.ms (-3211) (- m/z 41.00 100.00%

84.1
5000
HllOl 1150 1200
0 bk 2O m/z 43.00 93.99%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #14264: Octanal
84.0
5000
1150 1200
m/z 57.00 86.30%
10.0
15.0 ‘
O' \‘\\\!1\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\ J\/L
A AN

m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14267: Octanal
84.0
ot =
11.50 12.00
5000 m/z 56.00 79.05%
‘ Flo .0
01 H‘L“w“u,‘u“u“_“w“u
m/z--> 40 60 80 100 120 140 160 180 200 }\ /
Abundance #14266: Octanal R
11 50 12.00
m/z 55.00 70.51%
5000
84.0
‘ 100
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24

Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO21622WMA.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 26 Indan, 1-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.680 10.06 ug/L 1056150 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86

Abundance Scan 3527 (12.680 min): VU047313.D\data.ms (-3515) (-
117.

m/z 117.00 100.00%

V.0
5000
91.0 RN 1200
39.0 63.0 ‘ I 1%&1 12.50 13.00
o e e m/z 115.00 32.73%
m/z--> 20 40 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000 [\ T U
12.50 13.00
910 m/z 132.05  28.86%
39.0  65.0 ‘ ‘ §‘
O\\\‘\‘\\\"\\“\‘\“u‘\\\“\\“\\‘\\\1“\].1‘\‘3\.()‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
—— —
12.50 13.00
5000 m/z 91.00 13.65%
91.0
51.0 133.0
£ B W I P ..
mfz--> 20 40 60 80 100 120 140 /\
Abundance #16131: Benzene, 1-ethenyl-4-ethyl- T =T
117.0 12.50 13.00
m/z 118.00 9.74%
5000
91.0
39.0 65.0 | ‘ 133.0
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24

Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO21622WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 27 Nonanal Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.886 4.16 ug/L 436404  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CS9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 90
4 Nonanal 142 C9H180 000124-19-6 64
5 2-Nonen-1-o0l1, (E)- 142 C9H180 031502-14-4 35

Abundance Scan 3591 (12.886 min): VU047313.D\data.ms (-3575) (-
7.0

m/z 57.00 100.00%

41.0
5000
820 98.1 j\
= ——
12.50 13.00
A | 1m0 a
(I “‘\“u‘ ‘\‘u‘ “““ e m/z 41.00 81.43%
m/z--> 20 6 80 100 120 140
Abundance #22961: Nonana
41.0 57.0
5000 - ==
82.0 98.0 12.50 13.00
m/z 43.00 59.89%
e
O\\\\‘Z\S‘W‘\\}\\‘\“ ‘\“\H\\ ‘\\\\‘}\\\‘\\\\
m/z--> 20 40 80 100 120 140
Abundance #22962.N0nana
57.0
41.0 N 1
12.50 13.00
5000 m/z 56.00 59.05%
82.0
L H
oﬂ?‘?_lwm‘ m e 1420
m/z--> 20 40 80 100 120 140
Abundance #22963.N0nanal R e
57.0 12.50 13.00
41.0 m/z 54.95 57.10%
98.0
5000
82.0
ol | Bt
ow_\mu\m\‘ B [0 O | O 7Y N SO | S
m/z--> 20 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24

Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO21622WMA.M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 28 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
13.783 0.68 ug/L 71872  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 95
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 91
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91

Abundance Scan 3870 (13.783 min): VU047313.D\data.ms (-3860) (-  m/z 131.00 100.00%
131.0
5000 ﬂ/\
115.0 /\ T /\ T T ‘ T
91.0
51.0 147.0 13.50 14.00
R | ;
Ot Bl m/z 146.05 27.55%
m/z--> 20 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 A ‘ \A : b
13.50 14.00
1150 m/z 114.95 17.48%
39.0 64.0 g:ﬁo ‘ ‘ 11)‘70
O\\\\‘\‘\ T \“‘\ \“f‘\ ‘W\‘\ \“ T “\‘\ T 1 T \‘U‘\ ™ T
miz--> 20 60 80 100 120 140
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
A‘/\‘ A/\‘ : ‘”M/\\/
13.50 14.00
5000 m/z 129.00 17.15%
39.0 91.0 1150 1470
, ‘\ \‘M H.\ Ll ‘ Il “\ \H\‘ \\.
Ol et el gl
miz--> 20 60 80 100 120 140
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- A SR AN R . S
131.0 13.50 14.00
m/z 128.00 13.97%
5000
270 510 910 1150 f\
A O . M PO Y | e AR | W1 A WA A AN
m/z--> 20 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 29 Benzene, 1-methyl-4-(1-meth... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.912 0.52 ug/L 54833 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 94
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
Abundance Scan 3910 (13.912 min): VU047313.D\data.ms (-3892) (-  m/z 131.05 100.00%
131.1
5000 J&/\
146.1
115.0 /\‘ T
38.9 64.2 M ‘ ‘ ‘ 14.00 .
ow‘m_mwwm_m et m/z 146.05  26.91%
m/z--> 20 40 60 80 100 120 140
Abundance  #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0
5000 /\ ‘ ‘14 Od
91.0 146.0 : B
116.0 m/z 115.00 19.22%
O\‘\‘\ T \“\\‘\‘\ ‘M\ T \“ T } T “\‘\ T \H \‘\‘! T ‘ \M\\\
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
wady o
14.00
5000 m/z 91.00 14.15%
146.0
39 o 910 1150 ‘
oh2ap 1 S0 L Ll
miz—-> 20 40 60 80 100 120 140 M
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- i [\, 4
131.0 14 00
m/z 129.00 13.78%
5000
910 146.0
290 cap ‘ 115.0
olze L 0580 L b g
m/z--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 30 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.941 0.92 ug/L 96487 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 95
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 94
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 91
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91
Abundance Scan 3919 (13.941 min): VU047313.D\data.ms (-3913) (-  m/z 131.00 100.00%
131.0
5000 ﬁA
115.0 ‘ A
390 643 N0 TN a4 14'00
O b e e b bl m/z 146.00  25.88%
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- J\
131.0
5000 A 14\00 -
1150 m/z 115.0 14.93%
91.0 .
O T T ‘ \‘\ \3\9“.()\\‘”\6‘?‘.(\)\ \“ T \‘1 T ‘ T \H \‘U‘L T 1470
miz-> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
N\, N\ e
1400
5000 m/z 129.00 11.40%
91.0
115.0
0,640 | ol 1‘47-0
e e [ N bt
miz--> 20 40 60 80 100 120 140
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- sl LA S e 24— .
131.0 1400
m/z 128.0 10.88%
5000
91.0
115.0
39.0 63.0 ‘ J j\
b 50 u S o el S
m/z--> 20 40 60 80 100 120 140 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 31 Benzo[c]thiophene Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.208 0.75 ug/L 78908 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
5 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 90
Abundance Scan 4002 (14.208 min): VU047313.D\data.ms (-3989) (-  m/z 134.00 100.00%
134.0
5000
89.0 5.4‘06 5.4‘56
0 O e 2070 ' L 859
Ot el m/z 89.00 11.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17519: Benzo[c]thiophene
134.0
5000 b KA\ ' T
14.00 14.50
m/z 135.00 9.42%
63.0 890
O\H\‘\H\‘\‘\”\\“‘\.‘\‘H“HH\‘\“\1\\‘\H‘M‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17521: Benzo[b]thiophene
134.0
—— —
14.00 14.50
5000 m/z 90.00 8.68%
89.0
63.0
130 bt b e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17520: Benzo[b]thiophene —— ——
134.0 14.00 14.50
m/z 63.00 5.98%
5000
450 670 89‘"0 (\ //\
) SNt WS PSR | SN Y 1 0 B —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 32 2-Ethyl-1-hexanol, pentaflu... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
14.735 0.58 ug/L 60775 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 50
2 n-Heptadecanol-1 256 C17H360 001454-85-9 47
3 2-Heptenal, (E)- 112 C7H120 018829-55-5 45
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 43

5 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 38

Abundance Scan 4166 (14.735 min): VU047313.D\data.ms (-4157) (- m/z 70.00 100.00%

41.0| 70.0
5000
98.0 S A -
129.0
‘h “ 208.1 14.50 15.00
0f ‘_HMLMH‘H‘W‘HW‘H‘_lu‘H‘W“ m/z 55.0 97.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #167739: 2-Ethyl-1-hexanol, pentafluoropropionate
57.0
5000 oA ‘r’\.‘ ‘ Mm‘
14. 50 15.00
83.0
m/z . 92.90%
20.0 119 0
\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\\\\‘\\\\‘\H\‘H\\‘H\\‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143655: n-Heptadecanol-1
43.0
69.0
14. 50 15.00
5000 ITI z . 79.07%
97.0
0 18 ‘ I \‘ h \\ ‘\125 0‘154 0182.0 210 02380
H‘_“w ‘ “‘w"H‘H"_‘H“H‘_“W‘H“H‘w“u‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7340: 2-Heptenal, (E)-
41.0 14. 50 15.00
m/z . 73.91%
83.0
5000
15.0 112.0
1 A e e —0 ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47313.D

Acqg On : 03 Mar 2022 14:24
Operator : SY/MD

Sample : N1773-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR921622WMA.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 2.002 3.5 ug/L 229232 1 6.253 325144 5.0
(DEL) Alkane: S 2.986 0.6 ug/L 35643 1 6.253 325144 5.0
(DEL) Alkane: S... 3.047 2.6 ug/L 172279 1 6.253 325144 5.0
(DEL) Alkane: S... 3.144 3.7 ug/L 240117 1 6.253 325144 5.0
(DEL) Alkane: S 3.581 0.6 ug/L 36284 1 6.253 325144 5.0
(DEL) Alkane: S 4.096 1.0 ug/L 65271 1 6.253 325144 5.0
Cyclopentene, 3... 4.176 0.7 ug/L 46702 1 6.253 325144 5.0
Cyclopentene, 4... 4,259 0.5 ug/L 34498 1 6.253 325144 5.0
(DEL) Alkane: S... 4.440 1.6 ug/L 105834 1 6.253 325144 5.0
Bicyclo[2.1.0]p... 4.986 0.8 ug/L 49280 1 6.253 325144 5.0
(DEL) Alkane: S... 5.462 2.8 ug/L 179361 1 6.253 325144 5.0
(DEL) Alkane: C... 5.642 0.8 ug/L 49007 1 6.253 325144 5.0
(DEL) Alkane: S... 5.899 5.9 ug/L 383519 1 6.253 325144 5.0
Pentanal 6.877 0.6 ug/L 37742 1  6.253 325144 5.0
Cyclohexene, 3-... 7.163 2.5 ug/L 159142 1 6.253 325144 5.0
(DEL) Alkane: S... 7.256 2.6 ug/L 170017 1 6.253 325144 5.0
(DEL) Alkane: S... 7.385 5.5 wug/L 359511 1 6.253 325144 5.0
Di-sec-Butyl ether 8.266 4.6 ug/L 399790 2 9.417 430804 5.0
Hexanal 8.787 2.9 ug/L 252767 2 9.417 430804 5.0
unknown-01 9.340 0.5 ug/L 46155 2 9.417 430804 5.0
Heptanal 10.343 0.6 ug/L 54376 2 9.417 430804 5.0
Benzene, (2-met... 11.610 0.8 ug/L 79087 3 11.812 524863 5.0
Oxirane, 2-meth... 11.642 1.1 ug/L 113953 3 11.812 524863 5.0
Octanal 11.687 1.4 ug/L 142097 3 11.812 524863 5.0
Indan, 1-methyl- 12.680 10.1 ug/L 1056150 3 11.812 524863 5.0
Nonanal 12.886 4.2 ug/L 436404 3 11.812 524863 5.0
1H-Indene, 2,3-... 13.783 0.7 ug/L 71872 3 11.812 524863 5.0
Benzene, 1-meth... 13.912 0.5 ug/L 54833 3 11.812 524863 5.0
1H-Indene, 2,3-... 13.941 0.9 ug/L 96487 3 11.812 524863 5.0
Benzo[c]thiophene 14.208 0.8 ug/L 78908 3 11.812 524863 5.0
2-Ethyl-1-hexan... 14.735 0.6 ug/L 60775 3 11.812 524863 5.0
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