LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040822\
Data File : VV025424.D

Acqg On : 08 Apr 2022 21:04
Operator : SY/MD

Sample : N2319-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 27 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\SFAMVTRO40822WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@25424.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 75 83 95 rBV 106335 108388 2.87% 1.233%
2 1.568 156 164 179 rBV 98784 113914 3.01% 1.296%
3 2.114 322 334 353 rVB4 291592 499655 13.22% 5.684%
4 3.896 878 888 921 rBV3 50245 182162 4.82% 2.072%
5 4.352 1012 1030 1064 rBV4 92312 272583  7.21% 3.101%
6 5.050 1231 1247 1271 rBV2 201475 497721 13.17% 5.662%
7 5.619 1411 1424 1451 rBV 140523 288844  7.64%  3.286%
8 5.912 1500 1515 1546 rBV 1972868 3778775 100.00% 42.988%
9 6.069 1552 1564 1587 rVB2 109780 227323 6.02% 2.586%
106 6.989 1839 1850 1869 rBV 45653 84911  2.25% 0.966%
11 7.317 1935 1952 1971 rBV 243863 431862 11.43% 4.913%
12 7.625 2039 2048 2066 rBV 24919 46307 1.23% 0.527%
13 7.973 2136 2156 2180 rBV 414217 712479 18.85% 8.105%
14 8.088 2183 2192 2225 rBV 178003 349155  9.24%  3.972%
15 8.854 2418 2430 2452 rBV 213693 356004 9.42%  4.050%
16 10.214 2843 2853 2871 rBV 70942 114566 3.03% 1.303%
17 11.249 3164 3175 3196 rBV 212972 337620 8.93% 3.841%
18 11.622 3280 3291 3309 rBV 220981 348880 9.23%  3.969%
19 12.345 3506 3516 3530 rVB3 24350 39128 1.04% 0.445%
Sum of corrected areas: 8790277
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Data Path :
Data File
Acqg On
Operator
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Quant Method
Quant Title

TIC Library
TIC Integrat

. 27

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40822\

: VW0e25424.D

: 08 Apr 2022 21:04

: SY/MD

: N2319-04

: 25mL/MSVOA_V/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA .M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance TIC: VV025424.D\data.ms
5.912
1500000
1000000
500000
2.114
5.050
5.619
k 1.307 1.568 3.896 4.352 6.069
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 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
Abundance TIC: VV025424.D\data.ms
1500000
1000000
500000 7.973
7317 8.088 8.854 11.249 11.622
6.989 7625 k 10.214 k
o0& ——_—r ) —— e T ——
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: VV025424.D\data.ms
1500000
1000000
500000
12.345
T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040822\
Data File : VV025424.D

Acqg On : 08 Apr 2022 21:04
Operator : SY/MD

Sample : N2319-04

Misc : 25mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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.
12.345 0.58 ug/L 39128 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methyl-2-hexene, c&t 98 C7H14 003404-62-4 18
2 2-Heptene 98 C7H14 000592-77-8 18
3 (1S,2S)-(+)-1,2-Diaminocyclohexane 114 C6H14N2 021436-03-3 18
4 (1R,2R)-(-)-1,2-Diaminocyclohexane 114 C6H14N2 020439-47-8 18
5 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 14
Abundance Scan 3516 (12.345 min): VV025424.D\data.ms (-3506) (-  m/z 57.10 100.00%
57.1
41.0
5000 70.1
98.1
L A
‘ “ H3 H 1141 12.00 12.50
0 ‘Wwaww‘u“ -l J‘HH_W‘_wwww - m/z 41.00 79.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3759: 5-Methyl-2-hexene,c&t
56.0
41.0
5000 e
27.0 12.00 12.50
70.0 98.0 m/z 43.00 62.86%
I
0\\‘\\\\‘\\\!‘\\\}}!\\\“\\‘\’\\\‘\’\\\\‘1‘\\\‘\\\1‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3707: 2-Heptene
41.0 56.0
S 7 R
12.00 12.50
5000 69.0 m/z 56.10 60.59%
2.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8365: (1S,2S)-(+)-1,2-Diaminocyclohexane - AA‘
43.0 56.0 12.00 12.50
m/z 55.00 56.94%
30.0 69.0
5000 97.0
a0 O
o‘www!w“_“wt‘“w,lm_m‘WWWHW — N
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\VVv040822\
Data File : VV025424.D

Acqg On : 08 Apr 2022 21:04
Operator : SY/MD

Sample : N2319-04

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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... 12.345 0.6 ug/L 39128 3 11.249 337620 5.0
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