LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47316.D

Acqg On : @3 Mar 2022 15:35
Operator : SY/MD

Sample : N1773-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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: VU@47316.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 73 82 95 rBV 65887 75865 13.28% 1.278%
2 1.919 171 180 192 rBV 47151 62689 10.97% 1.056%
3 1.999 196 205 215 rVB 32510 44431 7.78% 0.748%
4 2,572 372 383 404 rBV 100523 175552 30.73%  2.956%
5 2.990 496 513 518 rBV8 3073 7461 1.31% 0.126%
6 3.047 518 531 545 rVWW5 21309 47790 8.36% ©0.805%
7 3.144 549 561 587 rVB3 18059 48176 8.43% 0.811%
8 3.369 618 631 650 rvVB2 9270 21592 3.78% 0.364%
9 4.092 844 856 871 rBV4 5509 14493 2.54% 0.244%
10 4.173 871 881 895 rvB4 3544 7983 1.40% 0.134%
11 4.436 951 963 978 rVB5S 7021 17698 3.10% 0.298%
12 4.658 1003 1032 1064 rBv2 53490 241293 42.23% 4.064%
13 4.983 1119 1133 1145 rBV5 3236 8242 1.44% 0.139%
14 5.067 1145 1159 1174 rBV 84322 188279 32.95% 3.171%
15 5.465 1264 1283 1309 rVB9 8437 32921 5.76% ©.554%
16 5.642 1324 1338 1346 rBV4 3919 7907 1.38% 0.133%
17 5.729 1346 1365 1393 rVB2 169110 459445 80.41% 7.737%
18 5.899 1402 1418 1435 rBV2 31740 70376 12.32% 1.185%
19 6.250 1513 1527 1561 rBV 158914 318977 55.83% 5.372%
20  6.542 1605 1618 1638 rBvV2 38957 77044 13.48% 1.297%
21 6.694 1651 1665 1689 rBV 107527 215363 37.69% 3.627%
22 6.880 1711 1723 1731 rBV8 3427 7738 1.35% 0.130%
23 7.163 1800 1811 1814 rBV2 9633 15604 2.73% 0.263%
24  7.256 1829 1840 1853 rVB2 16698 34334 6.01% 0.578%
25 7.382 1866 1879 1893 rBV3 31185 65271 11.42% 1.099%
26 7.568 1922 1937 1954 rBV 59917 110818 19.40% 1.866%
27 7.899 2016 2040 2056 rBV 224070 388024 67.91% 6.535%
28 8.179 2112 2127 2140 rBV2 82571 144438 25.28% 2.432%
29 8.266 2140 2154 2171 rVB2 41375 74972 13.12% 1.263%
30 8.475 2210 2219 2231 rBV3 3519 6692 1.17% 0.113%
31 8.555 2231 2244 2257 rBV 275383 460648 80.62% 7.758%
32 8.636 2257 2269 2299 rVvV 303612 571357 100.00% 9.622%
33 8.787 2306 2316 2335 rVB2 25723 46401 8.12% 0.781%
34 9.343 2479 2489 2498 rBV5 4050 7709 1.35% 0.130%
35 9.417 2500 2512 2529 rBV = 240294 394022 68.96% 6.636%
36 10.343 2792 2800 2809 rBV6 5813 8334 1.46% 0.140%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47316.D

Acqg On : @3 Mar 2022 15:35
Operator : SY/MD

Sample : N1773-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 10.758 2916 2929 2940 rBV 103329 165192 28.91% 2.782%
38 10.893 2961 2971 2981 rBV2 9394 16730 2.93% 0.282%
39 11.610 3185 3194 3198 rBV 9122 12566 2.20% 0.212%
40 11.645 3199 3205 3211 rVV 13456 19861 3.48% 0.334%
41 11.687 3211 3218 3229 rVB4 14439 21632 3.79% 0.364%
42 11.812 3245 3257 3269 rBV 307382 483953 84.70% 8.150%
43 12.192 3363 3375 3390 rBV 240052 395877 69.29% 6.667%
44 12.680 3515 3527 3540 rBV 126654 195742 34.26% 3.296%
45 12.770 3545 3555 3566 rVB2 6309 10324 1.81% 0.174%
46 12.886 3573 3591 3606 rBV3 42717 68280 11.95% 1.150%
47 13.783 3862 3870 3882 rVB3 7943 12538 2.19% 0.211%
48 13.941 3913 3919 3928 rVB 9956 13857 2.43% 0.233%
49 14.208 3993 4002 4010 rBV 6356 9425 1.65% 0.159%
50 14.577 4107 4117 4127 rBv2 3499 5995 1.05% 0.101%
51 14.735 4158 4166 4178 rBvV4 7350 10834 1.90% 0.182%
52 16.889 4829 4836 4847 rVB2 11054 15225 2.66% 0.256%
Sum of corrected areas: 5937970
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe30322\
: VUe47316.D

: @3 Mar 2022 15:35

: SY/MD

: N1773-03DL 5X

: 25.0mL/MSVOA_U/WATER

: 14

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
300000

250000
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150000
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TIC: VU047316.D\data.ms
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TIC: VU047316.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47316.D

Acqg On : @3 Mar 2022 15:35
Operator : SY/MD

Sample : N1773-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 9
R.T. EstConc Area Relative to ISTD R.T.
1.999 0.70 ug/L 44431  1,4-Difluorobenzene 6.250

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 80
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 33
4 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 17
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 16
Abundance Scan 205 (1.999 min): VU047316.D\data.ms (-196) (-) m/z 42.95 100.00%
| s71
5000 LJK
T T e PR
72.0 1.60 1.80 2.00 2.20 2.40
Ol prree e i bt e m/z 41,00 88.47%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 \ﬁ‘\\\\[\\\\‘\\\\’\\\\‘\\
29.0 1.60 1.80 2.00 2.20 2.40
m/z 41.95 86.28%
72.0
150 Uy \ ‘
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
VA o ad bt
1.60 1.80 2.00 2.20 2.40
270 57.0
5000 . m/z 57.10 78.80%
15.0
72.0
0“‘%Q‘w‘JH‘“H“H‘}m“muwu“‘wﬂ‘u“u“u
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1966: Oxirane, trimethyl- R ARARmmaS L
430 g 1.60 1.80 2.00 2.20 2.40
m/z 38.95 29.33%
5000
27.0
m/z--> 0 10 20 30 40 50 60 70 80 90 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@47316.D

Acqg On : @3 Mar 2022 15:35
Operator : SY/MD

Sample : N1773-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 7
R.T. EstConc Area Relative to ISTD R.T.
3.047 0.75 ug/L 47790  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 22
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 12
3 Butyrolactone 86 C4H602 000096-48-0 10
4 Acetaldehyde, ethylidenehydrazone 84 C4H8N2 000592-56-3 9
5 2-Furanol, tetrahydro- 88 C4H802 005371-52-8 9

Abundance Scan 531 (3.047 min): VU047316.D\data.ms (-518) (-) m/z 42.95 100.00%

5000 83.9
71.1
““
‘ ‘ ‘ 2.80 3.00 3.20 3.40
OH‘HHWHWM""M"mwm_u\_u m/z 41.95 83.09%
miz--> 10 20 30 40 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 "uu‘uu‘uu‘uu‘\u
71.0 2.80 3.00 3.20 3.40
’70 m/z 48.90 44.10%
. 55.0
15.0 ‘ | ‘\ | I ‘ 86\ 0
O\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 70 80 90
Abundance #2053: Butane, 2,3—d|methyl—
42.0
R RmaEEEE
2.80 3.00 3.20 3.40
5000 m/z 41.00 39.90%
71.0
27.0
55.0 86.0
15 0 ‘ Il | Il ‘ ‘
0 wm‘_m_m‘ e P
miz--> 10 40 50 60 70 80 90 /\
Abundance #1855: Butyrolactone M
42.0 2.80 3.00 3.20 3.40
m/z 83.90 37.82%
5000 28.0 86.0
56.0
0 “““H et e e | NS 1 S
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40

SFAMUTRO21622WMA.M Fri Mar 04 11:23:09 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47316.D

Acqg On : @3 Mar 2022 15:35
Operator : SY/MD

Sample : N1773-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.144 0.76 ug/L 48176  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one 84 C5H80 000625-33-2 47
2 3-Hexene, (Z)- 84 C6H12 007642-09-3 47
3 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 46
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 43
5 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 43
Abundance Scan 561 (3.144 min): VU047316.D\data.ms (-549) (-) m/z 41.00 100.00%
41.0 69.0
5000 55.0
84.0
\AA\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ ‘ 2.80 3.00 3.20 3.40
0L el msz e8.95 99.67%
mlz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1579: 3-Penten-2-one
41.0
69.0
5000 \‘\u\/‘\ﬂu‘uu‘uu/\“\
840 2.80 3.00 3.20 3.40
15.0 m/z 41.95 89.68%
27.0
| ly i)l 530
0 \\\‘H\\‘\‘H\‘\\\\|\\\\‘\i\\i‘\‘\‘\\‘HH“HH‘HH‘H
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1656: 3-Hexene, (2)-
55.0
41.0 e P e e P
2.80 3.00 3.20 3.40
5000 m/z 55.00 52.23%
210 84.0
69.0
15.0 ‘ ‘
0 ""H""“""‘11,"u:}“"‘NM‘_Hu,uwm_‘
miz--> 0O 10 20 30 40 50 60 70 80 90 A/\
Abundance #1698: 2-Pentene, 3-methyl-, (E)- ““‘W““_“ﬂ_“ﬁ‘
41.0 69.0 2.80 3.00 3.20 3.40
’ m/z 38.95 49.74%
5000 55.0
270 84.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 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@47316.D

Acqg On : @3 Mar 2022 15:35

Operator : SY/MD

Sample : N1773-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER
ALS vial : 14 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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.465 0.52 ug/L 32921 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 35
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 27
3 2-Pentyne, 4,4-dimethyl- 96 C7H12 000999-78-0 25
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 25
5 1-Hexyne, 5-methyl- 96 C7H12 002203-80-7 25
Abundance Scan 1283 (5.465 min): VU047316.D\data.ms (-1264) (-) m/z 81.00 100.00%
56.0 81.0
43.0
5000
69. /\
96.0 “‘/\,/\
“ | ‘ 5.20 5.40 5.60 5.80
Ot bl LWL myz s5.95  98.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
5000 LA B B L B U
29.0 71.0 5.20 5.40 5.60 5.80
m/z 43.00 72.84%
O\\\’\\\\‘\\\‘\‘\\\\"!\\\‘\‘\‘{‘\\\\"‘i\\\‘8\‘\5\.(\)‘\\]\_\0‘0\.\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1675: 1-Pentene, 2-methyl-
56.0 A /\
410 Age )
5.20 5.40 5.60 5.80
5000 m/z 40.95 69.77%
27.0 69.0 g40
20 \‘
o N 1 L L
miz--> 10 20 30 40 50 60 70 80 90 100 A
Abundance #3254: 2-Pentyne, 4,4-dimethyl- mﬁ% wie e ‘/‘\MM‘ o
81.0 5.20 5.40 5.60 5.80
m/z 57.00 69.48%
5000
39.0 530 96.0
S
O] R L L A AR BN
m/z--> 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@47316.D

Acqg On : @3 Mar 2022 15:35

Operator : SY/MD

Sample : N1773-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER
ALS vial : 14 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.899 1.10 ug/L 70376  1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 43
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 43
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 38
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 37
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 37
Abundance Scan 1418 (5.899 min): VU047316.D\data.ms (-1402) (-) m/z 57.10 100.00%
57.1
5000
41.0

R R R AR

] ‘ 820 g90 5.60 5.80 6.00 6.20
0Lttt m/z s6.00  29.37%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #8676: Butane, 2,2,3,3-tetramethyl-

57.0
5000 L B I B L LR B
410 5.60 5.80 6.00 6.20
' m/z 41.00 28.62%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8679: Butane, 2,2,3,3-tetramethyl-
57.0 /\
H‘/Mﬂm‘u‘ﬂ‘ﬁ,u‘/
5.60 5.80 6.00 6.20
5000 m/z 67.00 22.38%
43.0
. 270 80 %90
e e b e S
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl- R e REAAR RN
57.0 5.60 5.80 6.00 6.20
m/z 43.00 16.96%
5000
41.0
27.0
o o0 | ‘H 71.0 850 990 1140 /\ N
P e e e e e Crepeotd G
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47316.D

Acqg On : @3 Mar 2022 15:35
Operator : SY/MD

Sample : N1773-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 11
R.T. EstConc Area Relative to ISTD R.T.
7.256 0.54 ug/L 34334 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 78
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 72

Abundance Scan 1840 (7.256 min): VU047316.D\data.ms (-1829) (-) m/z 71.00 100.00%

430 710
5000

7.00 7.20 7.40 7.60

95.9
Ol e P22 2070 sz 43,00 98.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59101: Decane, 3,3,4-trimethyl-
430 710
5000 T TR T T R T T

7.00 7.20 7.40 7.60
m/z 70.05 63.64%

ok ‘\ || .90 1200 1550
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
HHWHWHMH_H
7.00 7.20 7.40 7.60
5000 m/z 41.00 32.01%
0 150 | J“H ‘ 114.0
R S R e R R R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8658: Pentane, 2,3,4-trimethyl- HHWHWHWM
43.0 7.00 7.20 7.40 7.60

m/z 55.00  28.69%

71.0
5000
150] || ‘\ 114.0 lafg

m/z--> 20 40 60 80 100 120 140 160 180 200 7 0 7.20 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47316.D

Acqg On : @3 Mar 2022 15:35
Operator : SY/MD

Sample : N1773-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.382 1.02 ug/L 65271 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Octane, 4-methyl- 128 C9H20 002216-34-4 78
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
4 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 53
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53

Abundance Scan 1879 (7.382 min): VU047316.D\data.ms (-1866) (-) m/z 43.00 100.00%

71.0
5000
PR TR R R
‘ 99.0 7.00 7.20 7.40 7.60 7.80
C
o et Ml 2068 sz 71,00 70.92%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 B e e e e e
7.00 7.20 7.40 7.60 7.80
m/z 70.00 58.67%
R N RE
\‘\\\\‘\i\\‘}\\‘\‘\\w\‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14533: Octane, 4-methyl-
43.0
_/‘\H_wam‘m(\u
7.00 7.20 7.40 7.60 7.80
5000 m/z 57.00 51.06%
71.0
ol ) les0 wso
m/z--> 0 20 40 60 80 100 120 140 160 180 200 J\ /\
Abundance #8649: Hexane, 3,3-dimethyl- R ‘A‘
43.0 7.00 7.20 7.40 7.60 7.80
m/z 85.10 48.66%
71.0
5000
99.0
0 ‘_‘1"5"9““”“‘:”‘1“‘w‘mlm"mwmewm‘_m_m N ) M S
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@47316.D

Acqg On : @3 Mar 2022 15:35
Operator : SY/MD

Sample : N1773-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 Di-sec-Butyl ether Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.266 0.95 ug/L 74972  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 72
2 Di-sec-Butyl ether 130 C8H180 006863-58-7 59
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 56
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 45
Abundance Scan 2154 (8.266 min): VU047316.D\data.ms (-2140) ()  m/z 57.10 100.00%
57.1
101.1
5000 21,0
e
| 87'1 s1 8.00 8.20 8.40 8.60
0 wawm‘m“u“!\_w‘mwHW‘:HW;_WW m/z 44.95  97.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15680: Di-sec-Butyl ether
45.0 jk
5000 L L B I BN LR
101.0 8.00 8.20 8.40 8.60
50.0
29.0 m/z 101.10  56.02%
83.0
0L 150 \“‘ \ 115.0 130.0
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 #15681: Di-sec-Butyl ether
45.0
R A RMmEEEE T
8.00 8.20 8.40 8.60
5000 29.0 m/z 40.95 40.94%
50.0 101.0
0 ‘m Ik u‘ 830 11501300
R e RRARS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)-  RREEENEL SR e
57.0 8.00 8.20 8.40 8.60
m/z 59.00 34.19%
5000
41.0
7l 101.0
0 ‘ u“ 73.0 87.0 115.0130.0 /\
H_‘H_‘HM‘H_‘H‘HH‘HH‘HH‘HH‘HH‘H‘WH‘WH‘WH‘W 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@47316.D

Acqg On : @3 Mar 2022 15:35
Operator : SY/MD

Sample : N1773-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 Hexanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.787 0.59 ug/L 46401 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 78
2 Hexanal 100 C6H120 000066-25-1 74
3 Hexanal 100 C6H120 000066-25-1 72
4 Hexanal 100 C6H120 000066-25-1 56
5 Hexanal 100 C6H120 000066-25-1 47

Abundance Scan 2316 (8.787 min): VU047316.D\data.ms (-2306) (-) m/z 56.00 100.00%

44.0 56.0
5000
72.0

“ ‘ ] 8.40 8.60 8.80 9.00 9.20
e e ey Mz 43095 89.49%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexana
44.0
56.0

5000 easatinaiirtal s
29.0 8.40 8.60 8.80 9.00 9.20

72.0 m/z 40.95 85.76%

\\‘\\\\‘\\\1‘\\\\"! ‘\\‘\w‘ 1‘\\\‘\“!\\\8‘?\.0\\‘\\1\\0(‘)\.(\)\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexanal
44.0 56.0
\

8.40 8.60 8.80 9.00 9.20

o

o

5000 m/z 57.00 70.85%
29.0 72.0
ol L 580 1000
e e e e R

miz--> 10 20 30 40 50 60 70 80 90 100 \
Abundance #4248: Hexanal R A AR
44.0 8.40 8.60 8.80 9.00 9.20

56.0

m/z 43.00 64.25%

27.0
5000
15.0
0 Al \‘ I J 88.0  100.0

m/z--> 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\VU@30322\
Data File : VU@47316.D

Acqg On : @3 Mar 2022 15:35
Operator : SY/MD

Sample : N1773-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.680 2.02 ug/L 195742  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 86
Abundance Scan 3527 (12.680 min): VU047316.D\data.ms (-3515) (-  m/z 117.00 100.00%
117.0
5000
132.1 K
910 ——— —
390 630 12.50 13.00
O e e e e m/z 115.00  32.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
11y7.0
5000 132.0 —r —
12.50 13.00
91.0 m/z 132.05  28.62%
51.0
27.0 74.
O\\‘\\H‘\\\‘\‘\\H“\\\\M{‘H‘r‘\w\\‘\HR‘\\\\“‘\H\‘M‘\\’HH‘\HH‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
—— —
12.50 13.00
5000 m/z 91.00 13.64%
132.0
1.
39.0 65.0 91.0 “ |
O rrprrrr ettt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #16131: Benzene, 1-ethenyl-4-ethyl- T e
117.0 12.50 13.00
m/z 118.00 9.44%
5000 132.0
91.0
39.0 65.0 ‘
) Y O R R | M SRR 4 —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 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@47316.D

Acqg On : @3 Mar 2022 15:35
Operator : SY/MD

Sample : N1773-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 Nonanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.886 0.71 ug/L 68280 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 90
2 Nonanal 142 CS9H180 000124-19-6 87
3 Nonanal 142 C9H180 000124-19-6 86
4 Nonanal 142 C9H180 000124-19-6 80
5 Cyclohexanol, 2-methyl-, cis- 114 C7H140 007443-70-1 41
Abundance Scan 3591 (12.886 min): VU047316.D\data.ms (-3573) (- m/z 57.00 100.00%
57.0
5000
98.1 /\
‘ﬂ\\ \‘\
“ H 1310 g 1250 13.00
01 ‘q”H“H“_“w“u“u“u“_“‘ m/z 41.00 88.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22961: Nonana
41.0
NoA A
5000 Y
7ao 98.0 12.50 13.00
m/z 56.00 63.65%
T \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22963: Nonana
57.0
‘//\\ \‘\
12.50 13.00
5000 98.0 m/z 43.00 60.90%
29.0
‘ 240
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22960: Nonanal A Ol
57.0 12.50 13.00
m/z 55.00 60.61%
29.0
5000 98.0
| o
0! w‘m‘_ﬂl_Ww_ww_m FASEUE S VI
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30322\
Data File : VU@47316.D

Acqg On : 03 Mar 2022 15:35
Operator : SY/MD

Sample : N1773-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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... 1.999 0.7 ug/L 44431 1 6.250 318977 5.0
(DEL) Alkane: S... 3.047 0.8 ug/L 47790 1 6.250 318977 5.0
unknown-01 3.144 0.8 ug/L 48176 1 6.250 318977 5.0
(DEL) Alkane: S.. 5.465 0.5 ug/L 32921 1 6.250 318977 5.0
(DEL) Alkane: S.. 5.899 1.1 ug/L 70376 1 6.250 318977 5.0
(DEL) Alkane: S.. 7.256 0.5 ug/L 34334 1 6.250 318977 5.0
(DEL) Alkane: S... 7.382 1.0 ug/L 65271 1 6.250 318977 5.0
Di-sec-Butyl ether 8.266 0.9 ug/L 74972 2 9.417 394022 5.0
Hexanal 8.787 0.6 ug/L 46401 2 9.417 394022 5.0
Benzene, 1-ethe... 12.680 2.0 ug/L 195742 3 11.812 483953 5.0
Nonanal 12.886 0.7 ug/L 68280 3 11.812 483953 5.0
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