LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@72622\
Data File : VU@49937.D

Acqg On : 27 Jul 2022 02:10
Operator : SY/MD

Sample : N3873-07

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\SFAMUTRO72222WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@49937.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 15 rVB 6795 6270 1.26% ©0.239%
2 1.597 73 80 89 rvB 30693 32922 6.63% 1.254%
3 1.687 102 108 113 rBvV2 4374 5217 1.05% 0.199%
4 1.912 170 178 190 rVB 30780 38166 7.68% 1.454%
5 2.565 369 381 394 rBV 46360 75744 15.25% 2.885%
6 3.366 615 630 650 rVB3 21397 49228 9.91% 1.875%
7 4.626 1010 1022 1050 rBV 77488 218736 44.04%  8.331%
8 4.813 1069 1080 1101 rVB2 13913 34368 6.92% 1.309%
9 5.063 1142 1158 1177 rBv2 59113 136239 27.43% 5.189%
10 5.726 1344 1364 1388 rBV2 104607 286598 57.70% 10.915%
11  6.250 1512 1527 1548 rBV 83840 160048 32.22% 6.096%
12 6.690 1652 1664 1680 rBV2 76072 147812 29.76% 5.630%
13 7.568 1924 1937 1950 rBV 30399 52282 10.53% 1.991%
14  7.899 2027 2040 2056 rBV 100672 175724 35.38% 6.693%
15 8.182 2115 2128 2147 rBV 17884 31444 6.33% 1.198%
16 8.549 2236 2242 2255 rVB5 3244 5414 1.09% 0.206%
17 8.636 2255 2269 2310 rBv4 197238 496698 100.00% 18.917%
18 8.787 2311 2316 2327 rVB6 3256 5737 1.16% 0.218%
19 9.417 2496 2512 2534 rBV 113891 194512 39.16% 7.408%
20 10.758 2917 2929 2947 rVB 73675 121240 24.41% 4.618%

21 11.693 3212 3220 3230 rBV5 3984 6110  1.23%
22 11.812 3245 3257 3273 rBV 101268 161916 32.60%
23 12.195 3360 3376 3393 rVB 100631 163915 33.00%
24 12.890 3584 3592 3604 rVB3 13423 19304  3.89%
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Sum of corrected areas: 2625644
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@72622\
: VUe49937.D

: 27 Jul 2022 02:10

: SY/MD

: N3873-07

: 25.0mL/MSVOA_U/WATER

:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072622\
Data File : VU@49937.D

Acqg On : 27 Jul 2022 02:10
Operator : SY/MD

Sample : N3873-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.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 Ethyl Acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.813 1.07 ug/L 34368 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl Acetate 88 C4H802 000141-78-6 90
2 Ethyl Acetate 88 C4H802 000141-78-6 90
3 Ethyl Acetate 88 C4H802 000141-78-6 83
4 Ethyl Acetate 88 C4H802 000141-78-6 64
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40
Abundance Scan 1080 (4.813 min): VU049937.D\data.ms (-1069) (-) m/z 43.00 100.00%
5000

Ramas A EARRRE

609 70.0 661 4.40 4.60 4.80 5.00 5.20
o‘H_m_‘H‘mw!u‘”_m_mlmwms"HH m/z 60.90  16.43%

miz--> 10 20 30 40 50 60 70 80 90

Abundance #2271: Ethyl Acetate
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072622\
Data File : VU@49937.D

Acqg On : 27 Jul 2022 02:10
Operator : SY/MD

Sample : N3873-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.890 0.60 ug/L 19304 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-2-Heptene 98 C7H14 006443-92-1 38
2 3-Heptene 98 C7H14 000592-78-9 27
3 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 27
4 2-Nonen-1-o0l, (E)- 142 C9H180 031502-14-4 27
5 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 27
Abundance Scan 3592 (12.890 min): VU049937.D\data.ms (-3584) (- | m/z 57.00 100.00%
41.0 57.0
5000 69.9 g1
81.0 98.0
e
‘ ‘ ‘ ‘ | H 12.50 13.00
0ot UL w2 a1.ee 98.85%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3714: (2)-2-Heptene
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27.0 I
5000 — A
69.0 12.50 13.00
98.0 m/z 55.90 77.77%
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m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
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— i
56.0 12.50 13.00
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27.0 98.0
15.0 83.0
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Abundance #3776: (Z2)-Hex-2-ene, 5-methyl- — A A
56.0 12.50 13.00
41.0 m/z 42.90 64.03%
5000
27.0 69.0
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m/z--> 10 20 30 40 50 60 70 80 90 100 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072622\
Data File : VU@49937.D

Acqg On : 27 Jul 2022 02:10
Operator : SY/MD

Sample : N3873-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.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|
Ethyl Acetate 4.813 1.1 ug/L 34368 1 6.250 160048 5.0
(DEL) Alkane: S... 12.890 0.6 ug/L 19304 3 11.812 161916 5.0
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