LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91521\
Data File : VU@44649.D

Acqg On : 15 Sep 2021 17:58
Operator : SY/MD

Sample : M3739-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 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\SFAMUTRO90921WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@44649.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.382 7 13 29 rBV3 25526 33700 5.45% 0.813%
2 1.511 48 53 60 rBv2 23075 20563 3.32% 0.496%
3 1.623 79 88 96 rBV2 69794 104563 16.90%  2.523%
4 1.941 181 187 198 rVB 48446 64030 10.35% 1.545%
5 2.588 378 388 402 rVB 80825 132176 21.37%  3.190%
6 2.716 416 428 437 rBV2 14130 30241 4.89% 0.730%
7 2.813 454 458 470 rVB2 8633 12668 2.05% 0.306%
8 4.742 1028 1058 1098 rBvV2 49934 232540 37.59% 5.612%
9 5.118 1158 1175 1192 rBV 81511 182938 29.57% 4.415%
10 5.780 1358 1381 1394 rBV2 171240 428047 69.20% 10.330%
11  6.295 1526 1541 1563 rBV 167979 310706 50.23%  7.498%
12 6.732 1663 1677 1691 rBV 111887 214469 34.67% 5.176%
13  6.796 1691 1697 1706 rVB5 3787 6348 1.03% 0.153%
14  7.594 1933 1945 1960 rBV 44884 78303 12.66% 1.890%
15 7.922 2034 2047 2059 rBV 179190 304790 49.27%  7.355%
16 7.993 2059 2069 2084 rVB 18704 31718 5.13% 0.765%
17 8.202 2123 2134 2145 rBV2 27064 44711 7.23% 1.079%
18 8.658 2257 2276 2315 rBV 323333 618607 100.00% 14.929%
19 8.806 2315 2322 2334 rVB6 3938 7188 1.16% 0.173%
20  9.430 2503 2516 2533 rBV 238457 393921 63.68% 9.506%
21  9.703 2592 2601 2611 rVB 8297 12577 2.03% 0.304%
22 10.764 2920 2931 2948 rBV 86905 138092 22.32% 3.333%
23 11.253 3074 3083 3093 rVB3 7267 11032 1.78% 0.266%
24 11.700 3211 3222 3232 rVB5 11290 18628 3.01% 0.450%
25 11.819 3246 3259 3273 rBV = 230623 366084 59.18%  8.835%
26 12.063 3324 3335 3357 rBV2 22978 42979 6.95% 1.037%
27 12.198 3364 3377 3394 rVB 182350 291785 47.17% 7.042%
28 12.893 3584 3593 3605 rBV3 6734 10317 1.67% 0.249%
Sum of corrected areas: 4143721
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91521\
Data File : VU@44649.D

Acqg On : 15 Sep 2021 17:58

Operator : SY/MD

Sample : M3739-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@90921WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

300000

250000

200000

150000

100000

50000

0

Time-->

Abundance

300000

250000

200000

150000

100000

50000

TIC: VU044649.D\data.ms

5.780

6.295

6.7¢

2.588

1.623 5.118

1.941

4.742

\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

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 6.60
TIC: VU044649.D\data.ms

8.658

9.430 11.819

7.922 121

10.764

7.594

9.703

12.06
11.253 70

.806

0

Time-->

Abundance

300000

250000

200000

150000

100000

50000

11.
\ —r— \ \ — \
11.00

\ \
11.50

T —
9.00 9.50 10.
TIC: VU044649.D\data.ms

\ T T
00 10.50 12.00

SFAMUTRO90921WMA.M Thu Sep 23 03:16:18 2021

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91521\
Data File : VU@44649.D

Acqg On : 15 Sep 2021 17:58
Operator : SY/MD

Sample : M3739-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO90921WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.382 0.54 ug/L 33700 1,4-Difluorobenzene 6.295

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 78
2 Chloro(prop-2-yn-1-yloxy)methanone 118 C4H3C102 035718-08-2 38
3 Propane 44 C3H8 000074-98-6 9
4 Propane 44 C3H8 000074-98-6 9
5 Propene 42 C3H6 000115-07-1 9

Abundance  Scan 13 (1.382 min): VU044649.D\data.ms (-7) (-) m/z 43.00 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91521\
Data File : VU@44649.D

Acqg On : 15 Sep 2021 17:58
Operator : SY/MD

Sample : M3739-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO90921WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.063 0.59 ug/L 42979 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53

Abundance Scan 3335 (12.063 min): VU044649.D\data.ms (-3324) (- m/z 56.95 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91521\
Data File : VU@44649.D

Acqg On : 15 Sep 2021 17:58
Operator : SY/MD

Sample : M3739-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO90921WMA.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... 1.382 0.5 ug/L 33700 1 6.295 310706 5.0
1-Hexanol, 2-et... 12.063 0.6 ug/L 42979 3 11.819 366084 5.0
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