LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022224\
Data File : VV034348.D

Acqg On : 22 Feb 2024 15:39
Operator : SY/MD

Sample : P1566-01

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 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_ V\Method\SFAMVTRO12524WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@34348.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.089 9 15 30 rVvB 58125 56474 13.25% 1.857%
2 1.269 63 71 86 rBv2 48892 73196 17.17% 2.407%
3 1.384 99 107 115 rBvV4 5135 6300 1.48% 0.207%
4 1.536 145 154 169 rBV2 29989 79185 18.58% 2.604%
5 1.774 222 228 236 rVB4 8033 12320 2.89% 0.405%
6 1.944 275 281 288 rBV 11261 18943 4.44% 0.623%
7 2.069 312 320 333 rVB 56286 78783 18.48% 2.591%
8 3.896 861 888 909 rBV 20255 92413 21.68% 3.039%
9 4.256 984 1000 1025 rBV2 55044 159038 37.31% 5.230%
10 4.963 1205 1220 1241 rBV3 110348 251299 58.95% 8.264%
11 5.571 1398 1409 1441 rBV 79295 166309 39.01% 5.469%
12 6.034 1541 1553 1583 rBV2 55066 115609 27.12% 3.802%
13 6.947 1828 1837 1860 rBV3 17100 34847 8.17% 1.146%
14  7.265 1925 1936 1951 rBV 113830 199171 46.72% 6.550%
15 7.339 1951 1959 1983 rVB 42255 79154 18.57% 2.603%
16 7.580 2026 2034 2052 rBV 8602 17161 4.03% 0.564%
17 7.918 2123 2139 2163 rBV 251308 426290 100.00% 14.019%
18 8.047 2170 2179 2213 rBV 118199 240722 56.47% 7.917%
19 8.796 2401 2412 2437 rBV 118673 194838 45.71% 6.408%
20 10.159 2825 2836 2853 rBV2 38057 60782 14.26% 1.999%

21 11.188 3145 3156 3177 rBV 117911 183199 42.98%
22 11.481 3237 3247 3263 rBV 86815 163998 38.47%
23 11.561 3263 3272 3290 rVB 113868 189228 44.39%
24 15.451 4476 4482 4491 rVB5 3175 4328 1.02%

w oo uo
N
N
w
R

25 16.249 4720 4730 4740 rBV 74980 112009 26.28% 684%
26 17.622 5149 5157 5164 rBV 14610 25152 5.90% 0.827%
Sum of corrected areas: 3040748
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022224\
Data File : VV@34348.D

Acqg On : 22 Feb 2024 15:39
Operator : SY/MD

Sample : P1566-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance .
250000 TIC: VV034348.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022224\
Data File : VV@34348.D

Acqg On : 22 Feb 2024 15:39
Operator : SY/MD

Sample : P1566-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.089 1.70 ug/L 56474 1,4-Difluorobenzene 5.571

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 45
3 Cyclopropane 42 C3H6 000075-19-4 43
4 Cyclopropane 42 C3He 000075-19-4 9

5 Cyclopropene 40 C3H4 002781-85-3 9
Abundance  Scan 15 (1.089 min): VV034348.D\data.ms (-9) (-) m/z 41.00 100.00%

41.0

i

‘ 1.101.201.301.401.50

35.\#

0"H‘H‘_H‘_‘HM‘H‘HH‘H‘WH‘W‘HWNH“H‘M‘HM‘H m/z 38.90 78.97%
mlz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
5000 RN RN R
27.0 1.101.201.301.401.50
m/z 42.00 65.02%
10 120210 | ‘
O\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #62: Propene
41.0
R R RRRE R
1.101.201.301.401.50
5000 270 m/z 39.90 25.45%
2.0 130
O e e A e
m/iz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #63: Cyclopropane ‘H“_“W‘H“H“_“
42.0 1.101.201.301.401.50

m/z 42.90  20.44%

5000
27.0
0 0 14\\0 200 ‘ 36@ | IaaYal

m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022224\
Data File : VV@34348.D

Acqg On : 22 Feb 2024 15:39
Operator : SY/MD

Sample : P1566-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 Aminomethanesulfonic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.944 0.57 ug/L 18943 1,4-Difluorobenzene 5.571

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
2 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 64
3 Sulfur dioxide 64 02S 007446-09-5 64
4 Sulfur dioxide 64 02S 007446-09-5 64
5 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
Abundance Scan 281 (1.944 min): VV034348.D\data.ms (-275) (-) m/z 63.90 100.00%
63.9
47.9
5000
T
# 1.60 1.80 2.00 2.20
ol 388, Ll k‘u\‘m"Hww_www‘_ m/z 47.90  66.29%
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #6975: Aminomethanesulfonic acid
64.0
48.0
5000 L LN LA B BN R I
1.60 1.80 2.00 2.20
m/z 38.990 16.91%
0 Ll 810 96.0 111.0
\\\‘\\\\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #44548: L-Alanine, 3-sulfo-
48.0 64.0
T
1.60 1.80 2.00 2.20
5000 m/z 67.90 12.97%
0 i T 9170 124.0
e e e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #416: Sulfur dioxide “H“‘H“‘H“‘H“ﬁ
48.0 64.0 1.60 1.80 2.00 2.20
m/z 55.00 11.91%
5000
32.0 {\n
S — AN I
m/z--> 30 40 50 60 70 80 90 100 110 120 130 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve22224\
Data File : VV@34348.D

Acqg On : 22 Feb 2024 15:39

Operator : SY/MD

Sample : P1566-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 4 1-Hexanol, 2-ethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.481 4.48 ug/L 163998 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# 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 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64

Abundance Scan 3247 (11.481 min): VV034348.D\data.ms (-3237) (] ' m/z 57.00 100.00%
57.0
5000 J\\\
: ‘d
‘ “ 9811120 115 ]
0‘W‘Hw‘ku‘wH‘WH‘WH‘NM‘WMH‘HH‘HH,HH‘HHM‘H m/z 41.00 37.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 L
41.0 11.50
270 83.0 980 m/z 43.00 32.08%
1L ‘ \‘ ‘\ 112.0
OH‘\H\‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
=
11.50
5000 ITI/Z 55.00 29.75%
41.0
H ‘ 9801120
oww_m_mh!m_”:_m‘wWm_m_“‘,!“““1‘3‘9‘9‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15694: 1-Hexanol, 2-ethyl- ]
57.0 11.50
m/z 70.00 24.75%
5000
83.0
H‘\H\‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH’HH‘HH‘HH \‘\“‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022224\
Data File : VV@34348.D

Acqg On : 22 Feb 2024 15:39
Operator : SY/MD

Sample : P1566-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 Butylated Hydroxytoluene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.249 3.06 ug/L 112009 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 99
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 99
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 96
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 94
Abundance Scan 4730 (16.249 min): VV034348.D\data.ms (-4720) (- m/z 205.10 100.00%
205.1
5000
— —
‘ 81.0 105.0 14‘5 0 1771 | ‘ 16.00 16.50
0“w“uﬂuuM‘uJﬂukh@‘ﬁw‘w‘p‘u“uﬂwwu“u‘p‘ m/z 220.20  22.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99219: Butylated Hydroxytoluene
205.0
5000 L
16.00 16.50
57.0 m/z 206.10  16.72%
g81.0 105.0 1450 4770
29.0) R T, \ ‘
O \\\‘\\\\‘\\\\‘\‘\\\M‘\\\‘\‘\\\”“\\\“\‘h\\‘\\‘\\\\‘\\‘\\‘\\\\“\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99218: Butylated Hydroxytoluene
205.0
— —
16.00 16.50
5000 m/z 57.00 16.64%
0 105.0 145.0
81.0 177.0 ‘ ‘
Y ) ST IR AP AT PRV AR M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99214: Butylated Hydroxytoluene e —
205.0 16.00 16.50
m/z 145.00 13.04%
5000
57.0 0
145.
290 | 80700 1 MO ‘
Ottt e e e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022224\
Data File : VV@34348.D

Acqg On : 22 Feb 2024 15:39
Operator : SY/MD

Sample : P1566-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.622 0.69 ug/L 25152 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 91
2 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 91
3 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 90
4 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 87
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 87
Abundance Scan 5157 (17.622 min): VV034348.D\data.ms (-5149) (- m/z 135.00 100.00%
135.0
5000 J\
106.8 e
49,9 | 768 | | 206.1 17.20  17.40 17.600
Ot e e e e e e e e m/z 106.85 13.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000 | L L
17.20 17.40 17.60
o 107.0 m/z 136.00 11.81%
ol 290, 77790, | | 1750 2060
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82770: Phenol, 2-(1,1,3,3-tetramethylbutyl)-
135.0
e
17.20 17.40 17.60
5000 m/z 40.90 7.77%
ol 290, | 790, . | 175.0 206.0
e B B L e AR O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82772: Phenol, 4-(1,1,3,3-tetramethylbutyl)- e
135.0 17.20 17.40 17.60
m/z 56.90 7.44%
5000
41.0 107.0
ol180, | 770 1 | 1630 _ 2080
a2 o B R AR T
m/z--> 20 40 60 80 100 120 140 160 180 200 17.20 17.40 17.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022224\
Data File : VV034348.D

Acqg On : 22 Feb 2024 15:39
Operator : SY/MD

Sample : P1566-01

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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... 1.089 1.7 ug/L 56474 1 5.571 166309 5.0
Aminomethanesul... 1.944 0.6 ug/L 18943 1 5.571 166309 5.0
1-Hexanol, 2-et... 11.481 4.5 ug/L 163998 3 11.188 183199 5.0
Butylated Hydro... 16.249 3.1 ug/L 112009 3 11.188 183199 5.0
Phenol, 4-(1,1,... 17.622 0.7 ug/L 25152 3 11.188 183199 5.0
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