LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082922\
Data File : VV027572.D

Acqg On : 29 Aug 2022 19:13
Operator : SY/MD

Sample : N4402-06

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\SFAMVTRO81922WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@27572.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.243 58 63 70 rvvs 2539 4425 1.34% 0.151%
2 1.304 76 82 92 rVB 42870 45246 13.69% 1.544%
3 1.381 102 106 116 rVB6 3116 4108 1.24% 0.140%
4 1.564 156 163 171 rBV 55365 60887 18.42% 2.077%
5 2.105 322 331 344 rVB 108650 155652 47.10% 5.311%
6 2.767 526 537 549 rBV3 1914 4094 1.24% 0.140%
7 3.892 878 887 913 rBV2 30707 99657 30.15%  3.400%
8 4.349 1013 1029 1053 rBV 62846 173262 52.42% 5.911%
9 5.047 1229 1246 1282 rBV2 124428 330497 100.00% 11.276%
10 5.616 1410 1423 1454 rBV 113390 251240 76.02% 8.572%
11 6.069 1551 1564 1589 rBV2 102863 224640 67.97% 7.664%
12 6.992 1840 1851 1875 rBV2 21666 46571 14.09% 1.589%
13 7.317 1939 1952 1975 rBV 134196 256410 77.58% 8.748%
14  7.628 2035 2049 2067 rBV2 14968 34028 10.30% 1.161%
15 7.979 2148 2158 2175 rBV3 12658 24550  7.43% 0.838%

16 8.091 2183 2193 2224 rBV2 141574 308359 93.30% 10.521%
17 8.854 2419 2430 2452 rBV 190736 327219 99.01% 11.164%
18 10.217 2844 2854 2864 rBV 74369 117554 35.57% 4.011%
19 11.249 3165 3175 3193 rBV 152970 244895 74.10%  8.355%
20 11.535 3254 3264 3276 rBV3 14825 28844 8.73%  0.984%

21 11.622 3280 3291 3313 rVB 113727 185452 56.11% 6.327%
22 12.349 3511 3517 3526 rBV6 2686 3409 1.03% 0.116%

Sum of corrected areas: 2930999

SFAMVTRO81922WMA.M Thu Sep 01 15:22:11 2022 1



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082922\
Data File : VV@27572.D

Acqg On : 29 Aug 2022 19:13
Operator : SY/MD

Sample : N4402-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VV027572.D\data.ms
150000
5.047
2.105 5.616
6.069
100000
1.564 4.349
50000 1.304
k\/lL\ 3.892
381
. 12 2.767 k
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VV027572.D\data.ms
8.854
11.249
150000 8.091
7.317
11.622
100000
10.217
50000
6.992
k 7.628 7_97j, J 115
ok “j\»A‘ e e e — —— SRR T SRV AL —
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: VV027572.D\data.ms
150000
100000
50000
12.349 e e A
T T T ‘ T T 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

SFAMVTRO81922WMA.M Thu Sep 01 15:22:13 2022 Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082922\
Data File : VV@27572.D

Acqg On : 29 Aug 2022 19:13
Operator : SY/MD

Sample : N4402-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.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.
11.535 0.59 ug/L 28844 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
Abundance Scan 3264 (11.535 min): VV027572.D\data.ms (-3254) (| m/z 57.10 100.00%
57.1
5000
410 701 g31 SAREINES K g
oH‘_‘H‘H‘w‘Hui"wm1"Hw‘M‘H‘\Mw‘www m/z 55.00  32.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
i i
5000 LR I
410 11.50
70.0 83.0 m/z 41.00 29.88%
) iso L] 00
\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
1150
m/z 56.00 27.45%
5000 410 /
70.0 83.0
A 2
oHWm_m_m_‘H_‘m‘w‘mW!le_ww_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0 1150
m/z 43.00 25.31%
5000
70.0 83.0
0 M‘ \“ ‘ 980 11\20
H‘_‘H‘H“_‘H‘H‘w“u‘H‘w“u‘u‘w‘u“u‘w‘u“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 11 50

SFAMVTRO81922WMA.M Thu Sep 01 15:22:14 2022 Page: 3



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082922\
Data File : VV027572.D

Acqg On : 29 Aug 2022 19:13
Operator : SY/MD

Sample : N4402-06

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.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... 11.535 0.6 ug/L 28844 3 11.249 244895 5.0
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