LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111023\
Data File : VU@56201.D

Acqg On : 11 Nov 2023 03:51
Operator : MD/SY

Sample : 05339-17

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 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\SFAMUTR110723WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@56201.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.586 83 92 105 rVB 131955 153791 2.22% 0.896%
2 1.901 183 190 203 rVB 106967 145638 2.10% 0.848%
3 2.554 382 393 410 rVB2 225354 379473 5.47% 2.211%
4 4.650 1029 1045 1056 rBV 88124 204472  2.95% 1.191%
5 5.052 1155 1170 1197 rBV2 238920 559942 8.07% 3.262%

6 5.711 1357 1375 1418 rVB2 496950 1220511 17.60% 7.110%

7 6.242 1525 1540 1569 rBV 411615 833027 12.01% 4.853%

8 6.531 1612 1630 1665 rBV 3695284 6934386 100.00% 40.

9 6
7

396%

.685 1666 1678 1705 rVB 277127 553285 7.98%  3.223%

10 .563 1939 1951 1971 rBV 127740 232078 3.35% 1.352%
11 7.891 2039 2053 2085 rBV 496298 960774 13.86% 5.597%
12 8.177 2126 2142 2162 rBV2 76896 136870 1.97% 0.797%
13 8.547 2245 2257 2274 rVB3 71183 125733 1.81% 0.732%
14  8.647 2275 2288 2303 rBV 470835 941604 13.58% 5.485%
15 9.415 2513 2527 2555 rBV 568370 1043387 15.05% 6.078%
16 10.753 2931 2943 2961 rBV 209387 339698 4.90%  1.979%
17 11.450 3151 3160 3179 rVB2 46429 79127 1.14% ©.461%
18 11.692 3223 3235 3245 rBV 85006 144088 2.08% ©.839%
19 11.807 3258 3271 3284 rBV 628731 1022575 14.75% 5.957%
20 11.939 3298 3312 3315 rBV2 55583 87913 1.27% 0.512%
21 11.968 3316 3321 3337 rVB2 76637 122901 1.77% ©.716%

22 12.190 3372 3390 3406 rVB 529691 944644 13.62% 5.503%

Sum of corrected areas: 17165917
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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\VU111023\

: VU@56201.D

: 11 Nov 2023 03:51

: MD/SY

: 05339-17

: 25.0mL/MSVOA_U/WATER

: 43  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR110723WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111023\
Data File : VU@56201.D

Acqg On : 11 Nov 2023 03:51
Operator : MD/SY

Sample : 05339-17

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR110723WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.692 0.70 ug/L 144088 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 72
2 3-Ethyl-3-methylheptane 142 C1OH22 017302-01-1 53
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 52
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 50
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
Abundance Scan 3235 (11.692 min): VU056201.D\data.ms (-3223) (- | m/z 57.00 100.00%
57.0
5000 85.0 J\Aﬂ
< —
‘ H 127.0 11.50 12.00
owam‘lwm”umm‘_‘“H‘HH_Wwwww,” m/z 71.00  64.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0
5000 A MJL‘ e
85.0 11:50 12.00
29, m/z 85.00 41.26%
. \ Ll [M301410 16901060 240
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22110: 3-Ethyl-3-methylheptane
57.0
—
85.0 11 50 12.00
5000 m/z 42.95 39.01%
113.0
29.0‘ ‘
0 H‘_““wm‘uu”m!mW!Wm‘HHWH_m_m_m,u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester T ——
57.0 11.50 12.00
m/z 40.95 31.62%
85.0
5000
29.0 113.0
0m_““w‘mh‘H“m‘:uH‘Hl‘wm_m‘HH‘HHWH_M,H S -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111023\
Data File : VU@56201.D

Acqg On : 11 Nov 2023 03:51

Operator : MD/SY

Sample : 05339-17

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR110723WMA.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.968 0.60 ug/L 122901 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 59
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 53
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 50

4 Sulfurous acid, butyl octyl ester 250 C12H2603S

5 Decane, 2,5,9-trimethyl- 184 C13H28

1000309-17-5 47
062108-22-9 47

Abundance Scan 3321 (11.968 min): VU056201.D\data.ms (-3316) (-

57.

0

5000
\ SV pn
850 1131 12.00
155.2
0 Aol 1852 se.ee 33.23%
mlz--> 60 80 100 120 140 160 180
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 k'AmAM‘ 7
12.00
m/z 71.00 28.64%
84.0
0\\‘\\\\“‘\‘\\"\\‘H\\‘\H\\\“‘\1\]-\3\‘0\\\\‘]_\5\()\9‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
A —
12.00
5000 m/z 40.95 25.82%
29.0 85.0
o LT M0 1550 e
et e e e e
m/z--> 20 40 60 80 100 120 140 160 180

m/z 57.00 100.00%

Abundance #59063: Undecane, 4,6-dimethyl- —
57.0 12.00
m/z 43.00 20.84%
5000
29.0 85.0 113.0
ow_u\w\‘HM_M‘H_‘u‘_”lf‘&?”_ml?fl;q |
m/z--> 20 60 80 100 120 140 160 180 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111023\
Data File : VU@56201.D

Acqg On : 11 Nov 2023 03:51
Operator : MD/SY

Sample : 05339-17

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR110723WMA.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... 11.692 0.7 ug/L 144088 3 11.807 1022580 5.0
(DEL) Alkane: S... 11.968 0.6 ug/L 122901 3 11.807 1022580 5.0
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