LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12725\
Data File : VU@63048.D

Acq On : 28 Jan 2025 05:18
Operator : MD/SY

Sample : Q1195-13

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 46  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\SFAMUTRO12725WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@63048.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.608 90 99 120 rBV 882771 1034684 3.19% 2.416%
2 6.396 1574 1588 1617 rBV 853214 1612621 4.98% 3.765%
3 7.978 2069 2080 2098 rVB 252552 434418 1.34% 1.014%
4 8.152 2114 2134 2162 rBV 747379 1325782 4.09% 3.095%
5 8.557 2248 2260 2277 rBV 1327649 2223081 6.86% 5.190%
6 9.415 2516 2527 2539 rBV 201393 341934 1.06% 0.798%
7 9.688 2600 2612 2626 rBV 301068 486435 1.50% 1.136%
8 9.913 2671 2682 2698 rBV 209248 334777 1.03% 0.782%
9 11.708 3230 3240 3258 rBv2 276125 463216 1.43% 1.081%
10 11.801 3259 3269 3284 rVB 257127 426149 1.32% 0.995%

11 12.058 3331 3349 3378 rBV 19505352 32386971 100.00% 75.611%
12 12.183 3380 3388 3410 rVB2 264819 538509 1.66% 1.257%
13 14.074 3968 3976 3988 rVB 783442 1225219 3.78% 2.860%

Sum of corrected areas: 42833796
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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\VUe12725\

: VUe63048.D

: 28 Jan 2025 05:18

: MD/SY

: Q1195-13

: 25mL/MSVOA_U/WATER

: 46  Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO12725WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU063048.D\data.ms
1.5e+07
le+07
5000000
1.608 6.396
O LA I o L o AL B R AL B o
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: VU063048.D\data.ms
12.058
1.5e+07
le+07
5000000
8.557
7.978152 I\ 9.415 9.6889.913 1170801 |12.1
ob——— — A SR 4 B S S — —— S s
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: VU063048.D\data.ms
N
———
Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012725\
Data File : VU@63048.D

Acqg On : 28 Jan 2025 05:18
Operator : MD/SY

Sample : Q1195-13

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO12725WMA.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 4-Heptanone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.913 4.90 ug/L 334777  Chlorobenzene-d5 9.415

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Heptanone 114 C7H140 000123-19-3 91
2 4-Heptanone 114 C7H140 000123-19-3 90
3 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 87
4 4-Heptanone 114 C7H140 000123-19-3 83
5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 78

Abundance Scan 2682 (9.913 min): VU063048.D\data.ms (-2671) (-) m/z 70.95 100.00%

71.0
43.0
5000
114.0

58.0 10.00
86.0 99.1 :
“WH‘W‘H‘_HJM:H_AJ‘H‘WM‘W‘HW‘H‘_‘H_‘H‘H m/z 42.95 78.81%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8432: 4-Heptanone
43.0 71.0

o

5000
1000
m/z 40.95 27.51%
270 580 114.0
0 ‘\ “H \‘- | 86.0 990
T T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
71.0
1000
5000 m/z 114.00 27.14%
TTT TTTT HH‘HH‘H\\‘\H\‘HH‘\\H‘HH‘H\\‘\\H TTTT TT
m/z--> /\
Abundance #8510: 3-Hexanone, 2-methyl- I

m/z 38.95 14.74%

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012725\
Data File : VU@63048.D

Acqg On : 28 Jan 2025 05:18
Operator : MD/SY

Sample : Q1195-13

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO12725WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1-Propene, 3,3'-thiobis[2-m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.708 5.43 ug/L 463216 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Propene, 3,3'-thiobis[2-methyl- 142 C8H14S 023973-54-8 98
2 1-Propene, 3,3'-thiobis[2-methyl- 142 C8H14S 023973-54-8 96
3 3-(2-Methylprop-1-enylthio)-2-me... 142 C8H14S 1000122-39-8 95
4 1-Propene, 3,3'-thiobis[2-methyl- 142 C8H14S 023973-54-8 87
5 2-Ethylprop-1-ene (1-3)sultine 132 C5H802S 084735-13-7 25
Abundance Scan 3240 (11.708 min): VU063048 D\data.ms (-3230) (- m/z 87.00 100.00%
39.0 590 87.0 142.0
127.0
5000
1090
‘ ‘ ‘ 11.50 12.00
obrrrerrelilld ““‘m:‘\h“w“”MH}u‘WMWWMMH m/z 55.00 96.01%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22888: 1- Propene 3,3"-thiobis[2-methyl-
55.0 87.0 142.0
5000 e s
127.0 11.50 12.00
109.0 m/z 142.00  86.25%
Obrprerrprrerprr Wl ‘ frrrrprrb e ‘1” "
m/z--> 20 30 40 50 6 70 80 90 100110120130140150
Abundance
55.0 87.0 142.0 J\
T ‘ T T ‘ T
29.0 11.50 12.00
5000 m/z 39.00 85.41%
\‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z-->
Abundance #22900: 3-(2-Methylprop-1-enylthio)-2-methylprop-1-ene ‘ ‘
m/z 85.00  81.42%
‘ ‘ \\‘ ‘ ‘\
TTTTTT HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘ \H‘H
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012725\
Data File : VU@63048.D

Acqg On : 28 Jan 2025 05:18
Operator : MD/SY

Sample : Q1195-13

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO12725WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.058 380.00 ug/L 32387000 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
Abundance Scan 3349 (12.058 min): VU063048.D\data.ms (-3331) (- m/z 57.00 100.00%
57.0
5000 A\
83.0 s :
‘ ‘ 98.0 12.00
112.1
oHWW‘w_HWww‘w‘ulwlew‘_l‘%?‘?w m/z 41.00 42.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 41.0 — :
12.00
83.0 m/z 55.08  32.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0
T \
12.00
5000 m/z 42 .95 27.15%
H‘HH HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH TTTT[TTTT
m/z-->
Abundance #15692: 1-Hexanol, 2-ethyl- I I
m/z 69.95 26.07%
I H | | K
T HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH HH TTTT[TTTT
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012725\
Data File : VU@63048.D

Acqg On : 28 Jan 2025 05:18
Operator : MD/SY

Sample : Q1195-13

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO12725WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.074  14.38 ug/L 1225220 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3976 (14.074 min): VU063048.D\data.ms (-3968) (- | m/z 128.00 100.00%

128.0
5000
102.0 EL4‘O($ |
O 390 TRl wyz 127,08 13.03%
miz--> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 T ‘
14.00
m/z 129.00 10.78%
0 510 i 5.0 10\2-0 \H
e e e e e
m/z--> 20 40 60 80 100 120 140
Abundance
128.0
/\\AA_\A T T ’\"/
14.00
5000 m/z 102.00 10.66%

L T T T T T T ‘ LI ‘ L L T T 1T 1
m/z--> K
Abundance #13681: Azulene

m/z 125.95 6.99%

|
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12725\
Data File : VU@63048.D

Acq On : 28 Jan 2025 05:18
Operator : MD/SY

Sample : Q1195-13

Misc : 25mL/MSVOA_U/WATER

ALS vial : 46 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@12725WMA.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|
4-Heptanone 9.913 4.9 ug/L 334777 2 9.415 341934 5.0
1-Propene, 3,3'... 11.708 5.4 ug/L 463216 3 11.804 426149 5.0
1-Hexanol, 2-et... 12.058 380.0 ug/L 32387000 3 11.804 426149 5.0
Azulene 14.074 14.4 ug/L 1225220 3 11.804 426149 5.0
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