LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@63022\
Data File : VNO@73271.D

Acqg On : 30 Jun 2022 17:26

Operator : JC\MD

Sample : N3524-04

Misc : 1.15g/1@mL/100uL/5.0mL/MeOH

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: 0.2 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_N\methods\82N062822W.M

Title : SW846 8260

Signal : TIC: VN@73271.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.945 1020 1030 1035 rBV 201130 498132 7.90%  2.891%
2 8.004 1035 1040 1058 rVB 381064 867122 13.75% 5.033%
3 8.363 1092 1101 1111 rBV 213251 494384 7.84% 2.869%
4 8.892 1182 1191 1201 rBV 538147 1131525 17.95% 6.568%
5 9.498 1285 1294 1301 rBV2 34377 76632  1.22%  0.445%

6 10.374 1435 1443 1451 rBV 764919 1415572 22.45% 8
7 11.686 1658 1666 1673 rBV 817467 1468199 23.29% 8
8 12.521 1804 1808 1813 rBV3 47531 83943 1.33% ©0.487%
9 12.668 1827 1833 1844 rVB 717712 1247522 19.79% 7
10 13.010 1884 1891 1896 rBV3 62063 134059 2.13% o

11 13.527 1972 1979 1986 rVB 3919596 6304103 100.00% 36.590%

12 13.610 1988 1993 2003 rVB 936383 1565925 24.84%  9.089%
13 13.710 2007 2010 2017 rVB2 59661 94777 1.50% ©.550%
14 14.386 2120 2125 2131 rBV 254021 435148 6.90%  2.526%
15 14.786 2189 2193 2200 rBvV2 130503 239724  3.80% 1.391%
16 14.904 2209 2213 2220 rVB4 228427 474155 7.52%  2.752%
17 15.033 2232 2235 2238 rBV5 92504 129249 2.05% ©.750%

18 15.398 2293 2297 2303 rBV3 316563 568799 9.02% 3.301%

Sum of corrected areas: 17228970
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N3524-04
: 1.15g/1emL/100uL/5.0mL/MeOH
: 18 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe63022\

: VNO73271.D
: 30 Jun 2022 17:26

JC\MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: VNO73271.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63022\
Data File : VN@73271.D

Acqg On : 30 Jun 2022 17:26

Operator : JC\MD

Sample : N3524-04

Misc : 1.15g/1emL/100uL/5.0mL/MeOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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 D-Limonene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.527 201.29 ug/l 6304100 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH1l6 005989-27-5 97
2 Limonene 136 C1OH16 000138-86-3 94
3 1,5-Cyclooctadiene, 1,5-dimethyl- 136 C1OH16 003760-14-3 76
4 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 005989-54-8 74
5 Cyclohexanol, 1-methyl-4-(1-meth... 196 C12H2002 010198-23-9 64
Abundance Scan 1979 (13.527 min): VN073271.D\data.ms (-1972) (- | m/z 68.00 100.00%
68.0
93.0
5000
39.0
121.1 — ‘
‘ Jﬂ 13.50
0 bl 3440 1821 2090 n/; 67.00  77.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18009: D-Limonene
68.0
93.0
5000 ‘13\50‘ T
121.0 :
41.0 ‘ m/z 93.00 70.35%
0 ”2’070
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
68.0
T
39.0 93.0 13.50
5000 m/z 79.00 37.85%
136.0
O et e Ml e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18109: 1,5-Cyclooctadiene, 1,5-dimethyl- — ‘
67.0 13.50
m/z 39.00 29.84%
93.0
121.0
YRt T L S A —L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63022\
Data File : VN@73271.D

Acqg On : 30 Jun 2022 17:26

Operator : JC\MD

Sample : N3524-04

Misc : 1.15g/1emL/100uL/5.0mL/MeOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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 Nonanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.386  13.89 ug/l 435148  1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 95
2 2-Nonen-1-0l1, (Z)- 142 CS9H180 041453-56-9 43
3 2-Nonen-1-o0l, (E)- 142 C9H180 031502-14-4 41
4 2-Nonen-1-o0l 142 C9H180 022104-79-6 38
5 trans-2-Undecen-1-o0l 170 C11H220 075039-84-8 38
Abundance Scan 2125 (14.386 min): VN073271.D\data.ms (-2120) (- | m/z 57.00 100.00%
57.0
5000
98.0
— ——
14.00 14.50
142.9 )
0 by IOTO19L9 2222 1,0 41 00 86.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22962: Nonanal
57.0
5000 — —
29.0 98.0 14.00 14.50
m/z 56.10 62.36%
H 24.0
0’ ‘\HH‘\\‘\%“\H\‘HH‘HH‘\H\‘\H\‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
— ——
14.00 14.50
m/z 55.00 60.71%
5000 59 /
81.0
124.0
L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22994: 2-Nonen-1-ol, (E)- — —
57.0 14.00 14.50
m/z 43.10 59.38%
s000, 290
82.0
0 L \H‘\ h\ 12\4"0
! A e e P ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63022\
Data File : VN@73271.D

Acqg On : 30 Jun 2022 17:26

Operator : JC\MD

Sample : N3524-04

Misc : 1.15g/1emL/100uL/5.0mL/MeOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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 Dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.786 7.65 ug/1 239724  1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 81
2 Tetradecane 198 C14H30 000629-59-4 64
3 Heptadecane 240 C17H36 000629-78-7 64
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 59
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 53
Abundance Scan 2193 (14.786 min): VN073271.D\data.ms (-2189) (- | m/z 57.00 100.00%
57.0
4 1190 .
: 170.1 . .
86. .
ob— h“‘hu ‘1 B e L2070 28100 43005 76.10%
miz-> 50 100 150 200 250
Abundance #45480: Dodecane
57.0
5000 —r ——
14.50 15.00
m/z 71.00  58.86%
27.0 98.0 170.0
0 \“\ ‘\““H‘\ ‘!‘ \“‘\ H‘ \“\‘;]\-4\0.‘0\ 1 LA LN B B B B
miz-> 50 100 150 200 250
Abundance
57.0
—— —
14.50 15.00
5000 m/z 41.00 49.,12%
27.0 99.0 4410 198.0
ob L} A i
miz--> 50 100 150 200 250
Abundance #123961: Heptadecane T —
57.0 14.50 15.00
m/z 85.00 35.82%
- WJNWmﬂwaJ\JﬁﬁVVAUff
LT %90 a0 1ss0  2a00
e —— ——
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@63022\
Data File : VN@73271.D

Acqg On : 30 Jun 2022 17:26

Operator JC\MD

Sample : N3524-04

Misc : 1.15g/1emL/100uL/5.0mL/MeOH

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62822W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 unknownl4.904 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.904 15.14 ug/l 474155  1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 35
2 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 35
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 30
4 Nonane, 2-methyl- 142 C1eH22 000871-83-0 27
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 27

Abundance Scan 2213 (14.904 min): VNO73271.D\data.ms (-2209) (- m/z 57.05 100.00%
57.0
95.1 166.1 T
| H H\ Ly ae71 ‘ 210.1 280. —
Obrprretic Mt M 2328 L 2100 2808 m/z 43.e0  55.28%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59037: Undecane, 6-ethyl-
57.0
5000 L
15.00
m/z 71.05 53.45%
27 1120
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
——
15.00
5000 m/z 41.00 48.73%
113.0
0 27.0 155.0 239.0
e a o e e A RaAaawaats o
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74011: Tridecane, 6-methyl- T
57.0 15.00
m/z 55.00 40.27%
5000 UVVWUXN/JJ\/ANAmﬂJ“J
98.0
020 | M0t o -
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63022\
Data File : VN@73271.D

Acqg On : 30 Jun 2022 17:26

Operator : JC\MD

Sample : N3524-04

Misc : 1.15g/1emL/100uL/5.0mL/MeOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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 unknownl5.398 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.398 18.16 ug/l 568799 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 42
2 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 35
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 35
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 30
5 3-Bromooctane 192 C8H17Br 000999-64-4 30

Abundance Scan 2297 (15.398 min): VN073271.D\data.ms (-2293) (- m/z 57.00 100.00%
57.0

5000

3

— S
L8t . 1500 15.50
0 ' 280 m/z 71.e0 83.93%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74015: Tridecane, 7-methyl-
57.0

5000

“ T
112.0 15.00 15.50
m/z 43.00 61.37%

!155018&0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0

— ——
15.00 15.50
5000 m/z 41.00 60.34%

o

29.0
113.0
85.0
oL 0T R e

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester P P
57.0 15.00 15.50

m/z 55.00 51.86%

5000

gg,o‘ ‘ 85.0 1130
L

m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@63022\
Data File : VNO©73271.D

Acqg On : 30 Jun 2022 17:26

Operator : JC\MD

Sample : N3524-04

Misc : 1.15g/10mL/100uL/5.0emL/MeOH

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
D-Limonene 13.527 201.3 ug/l 6304100 4 13.615 1565930 50.0
Nonanal 14.386 13.9 ug/l 435148 4 13.615 1565930 50.0
Dodecane 14.786 7.7 ug/l 239724 4 13.615 1565930 50.0
unknown14.904 14.904 15.1 ug/l 474155 4 13.615 1565930 50.0
unknown15.398 15.398 18.2 ug/l 568799 4 13.615 1565930 50.0
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