LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70124\
Data File : VU@59691.D

Acqg On : 01 Jul 2024 17:41
Operator : MD/SY

Sample : P3084-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 23  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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@59691.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.682 114 122 144 rBV 78738 106863 1.13% 0.792%
2 2.448 349 360 379 rVB 60690 102154 1.08% 0.757%
3 2.560 382 395 409 rBV 75105 122890 1.30% 0.911%
4 2.795 442 468 535 rBV 2295628 9455806 100.00% 70.088%
5 4.621 1023 1036 1064 rBV2 86114 233254  2.47% 1.729%
6 5.055 1154 1171 1192 rBV2 92530 213543 2.26% 1.583%
7 5.718 1359 1377 1399 rBV2 169481 445561 4.71%  3.303%
8 6.242 1529 1540 1568 rBV 156856 307612  3.25%  2.280%
9 6.685 1665 1678 1696 rBV 111902 216797 2.29% 1.607%
10 7.894 2039 2054 2070 rBV 187859 334751 3.54% 2.481%
11  8.627 2268 2282 2320 rBV 261930 513346 5.43% 3.805%
12 8.782 2320 2330 2356 rVB2 85448 151349 1.60% 1.122%
13 9.412 2511 2526 2547 rBV 244014 410446 4.34% 3.042%
14 10.749 2930 2942 2960 rBV 104141 167425 1.77% 1.241%
15 11.807 3258 3271 3298 rBV 217064 364858 3.86% 2.704%

16 12.187 3378 3389 3412 rVB 208328 344641 3.64%  2.555%

Sum of corrected areas: 13491296
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe70124\

: VU@59691.D

: 01 Jul 2024 17:41

: MD/SY

: P3084-04

: 25.0mL/MSVOA_U/WATER

: 23 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: VU059691.D\data.ms
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TIC: VU059691.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59691.D

Acqg On : 01 Jul 2024 17:41
Operator : MD/SY

Sample : P3084-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.682 1.74 ug/L 106863  1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 9
2 Acetaldehyde 44 C2H40 000075-07-0 9
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Ethylene oxide 44 C2H40 000075-21-8 5
5 Ethylene oxide 44 C2H40 000075-21-8 5
Abundance Scan 122 (1.682 min): VU059691.D\data.ms (-114) (-) m/z 43.90 100.00%
43.9
5000 \WA\ijkxﬁ
R e
1.40 1.60 1.80 2.00
) - 2 O] — m/z 42.90  55.45%
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #81: Acetaldehyde
29.0
44.0
5000 [T T T T
15.0 1.40 1.60 1.80 2.00
m/z 41.90 19.32%
O\\‘\\\\‘\\}L‘l\\\‘\\z\%.ﬂ}} ‘\\\\‘\\\\‘}!\\i\\\\‘\\\\
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #80: Acetaldehyde
29.0
44.0
REEa e
1.40 1.60 1.80 2.00
5000 m/z 40.85 7.95%
15.0
\“ 24'9\\ “ Il
Ol e e A
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #84: Ethylene oxide
29.0 1.40 1.60 1.80 2.00
44.0 m/z 44.85  2.62%
15.0
5000
O oo o 240
m/z--> 5 10 15 20 25 30 35 40 45 50 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59691.D

Acqg On : 01 Jul 2024 17:41
Operator : MD/SY

Sample : P3084-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Propane, 2-chloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.448 1.66 ug/L 102154 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-chloro- 78 C3H7C1 000075-29-6 91
2 Propane, 2-chloro- 78 C3H7C1 000075-29-6 64
3 Propane, 2-chloro- 78 C3H7C1 000075-29-6 64
4 2-Chloroethanol 80 C2H5C10 000107-07-3 4
5 (S)-(-)-2-Chloropropionic acid 108 C3H5C102 029617-66-1 4

Abundance Scan 360 (2.448 min): VU059691.D\data.ms (-349) (-) m/z 42.95 100.00%

3.0
5000
62.9
77.8 e
354 | ‘ 2.20 2.40 2.60 2.80
O revrrepr— e e e m/z 41.00  35.82%
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1159: Propane, 2-chloro-
43.0
5000 L L I L LI L B
27.0 2.20 2.40 2.60 2.80
630 780 m/z 62.98  30.57%
15.0 i 367\ \‘\ ! . | . ‘ |
OH’HH‘\H\‘HH‘\H\’HH‘HH‘HH‘H\’HH‘H\\‘\\H‘HH’HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1158: Propane, 2-chloro-
43.0
S RARAmEEAE
27.0 2.20 2.40 2.60 2.80
5000 m/z 38.90 21.62%
63.0 8.0
15.0 '
oH,WM}mWm,!mw?ﬁm}‘\:,HH‘fuWmmu‘,”H_W!Nw_w

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85

Abundance #1157 Propane, 2-chloro- T R AREREEAL L

43.0 2.20 2.40 2.60 2.80

m/z 77.85 20.80%
5000
27.0
63.0
78.0
ol 150 . 360 510 § iessi o

A L L N M s A

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe70124\
Data File : VU@59691.D

Acqg On : 01 Jul 2024 17:41

Operator : MD/SY

Sample : P3084-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M
: TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1Isopropyl Alcohol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.795 153.70 ug/L 9455810  1,4-Difluorobenzene 6.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 78
2 Isopropyl Alcohol 60 C3H80 000067-63-0 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 Isopropyl Alcohol 60 C3H80 000067-63-0 64
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 468 (2.795 min): VU059691.D\data.ms (-442) (-) m/z 45.00 100.00%
45.0
5000 /k
R R
59.0 2.40 2.60 2.80 3.00 3.20
37, 1.8~ o
0‘_kuuwmwuwuupuwuwﬂm‘HWHWHHMHWHWHHMHWMWH m/z 42.95 19.61%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #342: Isopropyl Alcohol
48.0
5000 | L AL B
2.40 2.60 2.80 3.00 3.20
270 m/z 41.00 7.88%
0 L300 590
\‘\H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #343: Isopropyl Alcoho
45.0
e e SRR
2.40 2.60 2.80 3.00 3.20
5000 m/z 38.90 6.18%
27.0
19.0 59.0
38
O berrrresresbrrers ettt il et resreseresereseperees
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #346: Isopropyl Alcohol R
45.0 2.40 2.60 2.80 3.00 3.20
m/z 59.00 4.90%
5000
0 150 270 38,0 \‘\ 59\'0
WHHMHWHHMHWHHVHWHH‘HHHWHHMHWHHMHWHHMHWHHM‘ R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59691.D

Acqg On : 01 Jul 2024 17:41
Operator : MD/SY

Sample : P3084-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Hexanal Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.782 1.84 ug/L 151349  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 86
2 Hexanal 100 C6H120 000066-25-1 78
3 Hexanal 100 C6H120 000066-25-1 56
4 Hexanal 100 C6H120 000066-25-1 50
5 2-Hexen-1-o0l, (E)- 100 C6H120 000928-95-0 35

Abundance Scan 2330 (8.782 min): VU059691.D\data.ms (-2320) (-) m/z 56.00 100.00%

43.9 56.0
5000
82.0

67.0 ‘HHWHWHWHW
.

8.40 8.60 8.80 9.00 9.20

M \ ‘\ 97.9 B
Ot H;w\“u‘ﬂy“w“u‘u‘\_“w m/z 43.90 90.02%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 58.0
5000 [T rT T[T T T[T [Tirr[i1
8.40 8.60 8.80 9.00 9.20
29.0 72.0

m/z 40.90 83.62%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal
44.0
56.0

8.40 8.60 8.80 9.00 9.20

o

5000 2r.0 m/z 57.00 67.21%
72.0
o 50 WL o 1e00
miz--> 10 20 30 40 50 60 70 80 90 100 /\\
Abundance #4249: Hexanal e o R
a0 o 8.40 8.60 8.80 9.00 9.20
' m/z 42.95 54.99%
5000 200
72.0
o L sso o UL
miz--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59691.D

Acqg On : 01 Jul 2024 17:41
Operator : MD/SY

Sample : P3084-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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|
unknown-01 1.682 1.7 ug/L 106863 1 6.245 307612 5.0
Propane, 2-chloro- 2.448 1.7 wug/L 102154 1 6.245 307612 5.0
Isopropyl Alcohol 2.795 153.7 wug/L 9455810 1 6.245 307612 5.0
Hexanal 8.782 1.8 ug/L 151349 2 9.412 410446 5.0
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