LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57086.D

Acqg On : 20 Dec 2023 12:51
Operator : MD/SY

Sample : 05771-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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\SFAMUTR121123WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@57086.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.358 14 21 32 rvVB 103946 104233 15.38% 1.660%
2 1.489 55 62 68 rBv 60668 61469 9.07% 0.979%
3 1.599 87 96 111 rVB2 182945 203649 30.04% 3.243%
4 1.911 182 193 204 rBV 72129 97831 14.43% 1.558%
5 1.991 210 218 228 rVB 50144 66535 9.82% 1.059%
6 2.200 271 283 293 rVB 36911 54271 8.01% 0.864%
7 2.563 384 396 415 rBV 141920 232730 34.33% 3.706%
8 3.042 534 545 550 rBV7 3799 7353 1.08% 0.117%
9 3.078 550 556 565 rw4 8247 15475 2.28% 0.246%
106 3.133 566 573 580 rVw7 4250 8400 1.24% 0.134%
11 3.174 581 586 601 rVB 4858 9774 1.44% 0.156%
12 3.358 633 643 656 rvB6 5044 11523 1.70% 0.183%
13 3.695 736 748 765 rBV5S 6991 16755 2.47% 0.267%
14  4.528 993 1007 1020 rBV5 8651 20241 2.99% 0.322%
15 4.624 1023 1037 1075 rBV 72538 229201 33.81% 3.650%
16 5.055 1154 1171 1195 rBV 140298 325022 47.95% 5.176%
17 5.380 1259 1272 1287 rVB7 9712 21643 3.19% 0.345%
18 5.721 1355 1378 1409 rBV2 249587 677836 100.00% 10.794%
19 6.245 1526 1541 1564 rBV 236332 465907 68.73% 7.419%
20  6.538 1620 1632 1650 rBvV2 43917 83669 12.34% 1.332%
21 6.682 1664 1677 1692 rBV 155083 307884 45.42%  4.903%
22 6.753 1693 1699 1710 rVB7 12327 24420 3.60% 0.389%
23 7.560 1938 1950 1969 rBV 74665 138248 20.40%  2.201%
24  7.894 2041 2054 2068 rBV 290792 520469 76.78%  8.288%
25 7.965 2068 2076 2093 rVB 36423 68851 10.16% 1.096%
26 8.174 2131 2141 2157 rBV 44995 79634 11.75% 1.268%
27 8.631 2271 2283 2318 rBV2 283747 592948 87.48% 9.442%
28 9.412 2512 2526 2560 rBV 336638 592695 87.44%  9.438%
29 9.570 2566 2575 2597 rVB2 11961 23825 3.51% 0.379%
30 9.689 2600 2612 2626 rBV3 14594 24781 3.66%  ©0.395%
31 10.097 2730 2739 2748 rBV4 6691 11017 1.63% 175%
32 10.750 2931 2942 2960 rBV 115799 190194 28.06% 029%
33 11.470 3156 3166 3171 rBV4 4959 6897 1.02%

34 11.807 3258 3271 3291 rBV 321053 521394 76.92%
35 12.187 3377 3389 3405 rBV 281366 463216 68.34%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57086.D

Acqg On : 20 Dec 2023 12:51
Operator : MD/SY

Sample : 05771-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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\SFAMUTR121123WMA.M
Title : TRACE VOA SFAM1.0
Sum of corrected areas: 6279990
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\

: VU@57086.D

: 20 Dec 2023 12:51

: MD/SY

: 05771-06

: 25.0mL/MSVOA_U/WATER

: 10 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

300000

250000

200000

150000

100000

50000

0

TIC: VU057086.D\data.ms

5.721
6.245
1.599

6.68
2.563 5.055

.358

1.911
1.48 9 4.624

912.200 6.538
28.358 3.695 452 5.380

Time-->

AV VAN r
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ [l

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 6.40 660

Abundance

300000

250000

200000

150000

100000

50000

TIC: VU057086.D\data.ms
9.412 11.807

7.894 8.631 12.1

10.750

7.560

(53 959§f9 10.097 11.470

0
Time-->

T ‘ A T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance

300000

250000

200000

150000

100000

50000

TIC: VU057086.D\data.ms

X

Time-->

T T T T T
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\VU122023\
Data File : VU@57086.D

Acqg On : 20 Dec 2023 12:51
Operator : MD/SY

Sample : 05771-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.358 1.12 ug/L 104233  1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propane 44 C3H8 000074-98-6 56
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Acetaldehyde 44 C2H40 000075-07-0 5

Abundance  Scan 21 (1.358 min): VU057086.D\data.ms (-14) (-) m/z 43.95 100.00%

44.0
380 H\‘HH‘\H\‘\H\‘HH‘\\
w 1.401.501.601.701.80
0"H‘H‘MH‘W‘H,HH,H‘WH‘WH‘W‘HW‘H‘“ Raanaay m/z 43.00 94.04%
mlz--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0
5000
1.401.501.601.701.80
44.0 m/z 39.00 76.15%
150, s, |
0 1 |
\H\HH’\\H’HH’\H\’HH’\H\‘\H ‘HH‘HH HH‘HH‘HH
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #89: Propane
29.0
e e
1.401.501.601.701.80
5000 m/z 41.00 57.40%
44.0
o mong | )
0"H‘H‘V‘H,HH,H‘W‘H‘VH‘““,H‘W‘mw‘u‘“‘u,u‘
m/iz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #90: Propane
29.0 1.401.501.601.701.80
m/z 38.00 25.52%
5000
44.0
150 ‘ H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.401.501.601.701.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57086.D

Acqg On : 20 Dec 2023 12:51
Operator : MD/SY

Sample : 05771-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
1.489 0.66 ug/L 61469 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 64
2 Isobutane 58 C4Hie 000075-28-5 64
3 Isobutane 58 C4H1ie 000075-28-5 42
4 Isobutane 58 C4H1e 000075-28-5 42
5 Isobutane 58 C4H1e 000075-28-5 9
Abundance  Scan 62 (1.489 min): VU057086.D\data.ms (-55) (-) m/z 42.95 100.00%
43.0
5000
140 160 180 .
36 49.8 57.0 : : : .
Ol e e e G e e m/z 40.95 52.35%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #268: Isobutane
43.0
27.0 140 1.60 1.80
m/z 42.00 33.01%
15.0
O 2 \‘ L I | 500 57\\0
HHH\‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘HH‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane
43.0
R
140 1.60 1.80
5000 m/z 38.90 23.60%
27.0
0 lE\)O \‘\ N | 50.0 5§0
T e
m/iz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 j\ Jt
Abundance #266: Isobutane EEa T ““‘/
43.0 140 1.60 1.80
m/z 57.00 5.30%
5000
27.0
o 1.0 “m 360 | 500570
A R L e RAAaanan e R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 140 1.60 1.80

SFAMUTR121123WMA.M Thu Dec 21 15:11:00 2023 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57086.D

Acqg On : 20 Dec 2023 12:51
Operator : MD/SY

Sample : 05771-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.991 0.71 ug/L 66535 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 80
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 42
4 3-Buten-1-ol 72 C4H80 000627-27-0 38
5 3-Buten-1-o0l 72 C4H80 000627-27-0 37
Abundance Scan 218 (1.991 min): VU057086.D\data.ms (-210) (-) m/z 42.95 100.00%
43.0 56.9
5000
‘ 72.0 1.60 1.80 2.00 2.20 2.40
0l st e L myz 56,90 87.25%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 \[‘\/\\\\\‘\\\\‘\\\\’\\\\‘\\
29.0 1.60 1.80 2.00 2.20 2.40
m/z 40.95 86.96%
72.0
150 Ly \ )
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
R R A
1.60 1.80 2.00 2.20 2.40
270 57.0
5000 . m/z 41.95 80.33%
15.0
72.0
0 H“279”_1‘”‘”11_”“ 1”w‘!um“mwuwu
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1966: Oxirane, trimethyl- PR T
430 g 1.60 1.80 2.00 2.20 2.40
m/z 38.90 35.02%
5000
27.0
0 m‘m"HHWM“Mm:lmwHu“_m?‘lﬁ?u_g(";'ﬂ” St e
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\VU122023\
Data File : VU@57086.D

Acqg On : 20 Dec 2023 12:51
Operator : MD/SY

Sample : 05771-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
2.200 0.58 ug/L 54271 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 78
Abundance Scan 283 (2.200 min): VU057086.D\data.ms (-271) (-) m/z 43.00 100.00%
43.0
5000
571 (LN LA B R R R
72.0 1.80 2.00 2.20 2.40 2.60
35. o
O e et e m/z 41,95 59.89%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000 I L L B
1.80 2.00 2.20 2.40 2.60
. m/z 41.00 54.55%
270 57.0 72.0 /
oL 150 500 | 650
‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #810: Pentane
43.0
R
1.80 2.00 2.20 2.40 2.60
5000 m/z 38.90 20.34%
27.0
57.0 72.0
15.0 ‘
O‘HH_HWHH_HWHH_HWHHM‘wuu_uqhuwuwuuwuwuuwu
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #808 Pentane
43.0 1.80 2.00 2.20 2.40 2.60
m/z 57.10 17.92%
5000
27.0 72.0
o_Hw"1‘?19‘“WWW‘!wwam;!H_Ww_wwm S W A RSO
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40 2.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57086.D

Acqg On : 20 Dec 2023 12:51
Operator : MD/SY

Sample : 05771-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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... 1.358 1.1 ug/L 104233 1 6.245 465907 5.0
(DEL) Alkane: S... 1.489 0.7 ug/L 61469 1 6.245 465907 5.0
(DEL) Alkane: S... 1.991 0.7 ug/L 66535 1 6.245 465907 5.0
(DEL) Alkane: S... 2.200 0.6 ug/L 54271 1 6.245 465907 5.0

SFAMUTR121123WMA.M Thu Dec 21 15:11:02 2023 8



