LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@33123\
Data File : VV030376.D

Acqg On : 31 Mar 2023 11:49
Operator : SY/MD

Sample : 02121-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 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\SFAMVTRO32323WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@30376.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.220 50 56 64 rBV 4824 7208 1.37% 0.163%
2 1.282 67 75 92 rVB 53052 59280 11.28% 1.340%
3 1.539 147 155 166 rVB 62747 75178 14.30% 1.699%
4 2.066 306 319 332 rBV 111427 167889 31.94%  3.794%
5 3.815 852 863 900 rBV 53928 204783 38.96% 4.628%
6 4.262 986 1002 1022 rBV 94883 256193 48.74% 5.790%
7 4.969 1202 1222 1247 rBV3 201345 525669 100.00% 11.880%
8 5.545 1389 1401 1422 rBV 156298 325877 61.99% 7.365%
9 5.998 1528 1542 1562 rBV 129531 271918 51.73% 6.145%
10 6.924 1816 1830 1846 rBV 52322 102127 19.43% 2.308%
11 7.252 1918 1932 1951 rBV 217942 398418 75.79% 9.004%
12 7.561 2018 2028 2044 rBV 32929 62347 11.86% 1.409%
13 8.037 2165 2176 2205 rBV 245229 504829 96.04% 11.409%
14  8.194 2217 2225 2234 rVB 5278 9648 1.84% 0.218%
15 8.792 2398 2411 2435 rBV 242273 412923 78.55%  9.332%

16 10.162 2826 2837 2851 rVB 99246 153591 29.22% 3.471%

17 10.333 2878 2890 2897 rBV9 4400 7849 1.49% 0.177%
18 11.104 3120 3130 3135 rBVi1e 6756 10790 2.05% 0.244%
19 11.194 3146 3158 3176 rBV 242859 384494 73.14%  8.689%
20 11.500 3238 3253 3263 rBV2 23929 48997 9.32% 1.107%

21 11.571 3264 3275 3289 rVB 243222 389946 74.18%  8.813%
22 12.294 3492 3500 3514 rBV3 29213 44918 8.54% 1.015%

Sum of corrected areas: 4424872

SFAMVTRO32323WMA.M Mon Apr 03 04:47:47 2023 1



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv033123\
Data File : VV@30376.D

Acqg On : 31 Mar 2023 11:49
Operator : SY/MD

Sample : 02121-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV030376.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv033123\
Data File : VV@30376.D

Acqg On : 31 Mar 2023 11:49
Operator : SY/MD

Sample : 02121-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.500 0.64 ug/L 48997 1,4-Dichlorobenzene-d4 11.194
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 90
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78

Abundance Scan 3253 (11.500 min): VV030376.D\data.ms (-3238) (- m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv033123\
Data File : VV@30376.D

Acqg On : 31 Mar 2023 11:49
Operator : SY/MD

Sample : 02121-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.294 0.58 ug/L 44918 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S,2S)-(+)-1,2-Diaminocyclohexane 114 C6H14N2 021436-03-3 27
2 (15,2S)-(+)-1,2-Diaminocyclohexane 114 C6H14N2 021436-03-3 27
3 2-Heptene 98 C7H14 000592-77-8 25
4 5-Methyl-2-hexene, c&t 98 C7H14 003404-62-4 25
5 2-Heptene, (E)- 98 C7H14 014686-13-6 25

Abundance Scan 3500 (12.294 min): VV030376.D\data.ms (-3492) (- m/z 57.10 100.00%
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Abundance #8368: (1S,2S)-(+)-1,2-Diaminocyclohexane
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Abundance #8365: (1S,2S)-(+)-1,2-Diaminocyclohexane
43.0 56.0
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5000 97.0 ITI/Z 56.10 63.11%
15.0 ‘ ‘ 114.0
HWm‘!“w\_!mw,w,hm_WHWWW
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Abundance #3707: 2-Heptene
41.0 56.0 12.00 12.50
m/z 55.05 55.47%
5000 69.0
27.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@33123\
Data File : VV@30376.D

Acqg On : 31 Mar 2023 11:49
Operator : SY/MD

Sample : 02121-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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|
1-Hexanol, 2-et... 11.500 0.6 ug/L 48997 3 11.194 384494 5.0
unknown-01 12.294 0.6 ug/L 44918 3 11.194 384494 5.0
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