LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12722\
Data File : VU@46865.D

Acqg On : 27 Jan 2022 12:51
Operator : SY/MD

Sample : N1260-08DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 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\SFAMUTRO11822WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@46865.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.478 36 43 53 rBV 23203 25926 4.98% 0.566%
2 1.604 74 82 100 rVB 42948 58663 11.28% 1.280%
3 1.922 172 181 201 rBV 35699 53856 10.35% 1.175%
4 2,578 370 385 403 rvB4 123923 242524 46.62%  5.293%
5 3.189 563 575 589 rBv2 3926 8076 1.55% 0.176%
6 3.369 614 631 657 rBVv2 25600 61246 11.77% 1.337%
7 3.874 774 788 811 rVB2 24018 55869 10.74%  1.219%
8 4.671 1013 1036 1082 rBV3 146901 444897 85.53% 9.711%
9 5.070 1145 1160 1181 rBV 76435 175925 33.82% 3.840%
10 5.321 1224 1238 1256 rBV2 13604 30210 5.81% 0.659%
11 5.729 1344 1365 1385 rBV2 148674 393086 75.57%  8.580%
12 6.253 1514 1528 1549 rBV 124608 238374 45.83% 5.203%
13  6.546 1605 1619 1634 rBV 175351 327019 62.87% 7.138%
14 6.694 1652 1665 1682 rBvV2 94155 181298 34.85% 3.957%
15 6.890 1716 1726 1740 rVB5 3568 6872 1.32% 0.150%
16 7.568 1924 1937 1950 rBV 43681 75453 14.51% 1.647%
17 7.899 2027 2040 2057 rBV 165638 291738 56.08% 6.368%
18 7.973 2057 2063 2074 rVB2 3096 5862 1.13% 0.128%
19 8.182 2115 2128 2140 rBV 27645 46619 8.96% 1.018%
20 8.475 2210 2219 2232 rBV4 2479 5611 1.08% 0.122%
21  8.555 2232 2244 2259 rVB 92291 156206 30.03%  3.409%
22 8.649 2259 2273 2301 rBV 252108 520178 100.00% 11.354%
23 8.793 2307 2318 2339 rVB3 33166 63728 12.25% 1.391%
24 9.420 2498 2513 2534 rBV 192988 325366 62.55% 7.102%
25 10.346 2794 2801 2811 rBV3 5272 7946  1.53% 0.173%

26 10.761 2918 2930 2945 rBV 92334 146900 28.24%
27 11.6%90 3212 3219 3230 rVB3 8100 11632 2.24%
28 11.816 3245 3258 3272 rBV 201967 320966 61.70%
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29 12.195 3363 3376 3389 rBV 173766 277566 53.36% 058%
30 12.886 3581 3591 3602 rBV3 15023 21985 4.23% 480%
Sum of corrected areas: 4581597
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report -

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe12722\

: VU@46865.D

: 27 Jan 2022 12:51

: SY/MD

: N1260-08DL 5X

: 25.0mL/MSVOA_U/WATER
: 9

Sample Multiplier: 1

Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.M

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
250000

200000

150000

100000

50000

o

2.578

1.604
1.478

1.922
3.369

3.189A

TIC: VU046865.D\data.ms

4.671

5.070

3.874

5.321

6.546

5.729
6.253

6.69¢

Time-->
Abundance
250000

200000

150000

100000

50000

8.649

7.899

8.55

7.568

TIC: VU046865.D\data.ms

9.420

10.346

10.761

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

11.816

12.1

11.69%
A

Time-->
Abundance
250000

200000

150000

100000

50000

6.890
04

L

8.182 8.793
973 N 8.4
‘ \

— e ‘ e
7.00 7.50 8.00 8.50

12.886

—T
9.00

N L e R s e
9.50 10.00 10.50
TIC: VU046865.D\data.ms

T
11.

.50

00 11 12.00

Time-->

T T ‘ T T T ‘ T T T T ‘ T
12.50 13.00 13.50 14.00

SFAMUTRO11822WMA.M Fri Jan 28 16:03:18 2022

T ‘ T T ‘ T T ‘ T
14.50 15.00 15.50

T ‘ T
16.00

T ‘ T T ‘ T T ‘ T
16.50 17.00 17.50

Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012722\
Data File : VU@46865.D

Acqg On : 27 Jan 2022 12:51
Operator : SY/MD

Sample : N1260-08DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 1 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.478 0.54 ug/L 25926 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanamine, N-hydroxy-N-methyl- 61 C2H7NO 005725-96-2 5
2 Methanamine, N-hydroxy-N-methyl- 61 C2H7NO 005725-96-2 5
3 Methyl nitrite 61 CH3NO2 000624-91-9 5
4 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
5 Carbonyl sulfide 60 COS 000463-58-1 4
Abundance  Scan 43 (1.478 min): VU046865.D\data.ms (-36) (-) m/z 61.00 100.00%
61.0
5000
46.0
e A aaa
140 160 1.80
O e e e e m/z 60.00 68.47%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #363: Methanamine, N-hydroxy-N-methyl-
42.0 60.0
5000 LA LA A B B
140 160 1.80
28.0 m/z 46.00 27.46%
O ’\\H‘HH‘HH‘\H\‘\}!}}MH‘HHH \HHH‘HH‘HH \}H‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #362: Methanamine, N-hydroxy-N-methyl-
42.0 60.0
T
140 160 1.80
5000 ITI/Z 44 .90 3.05%
28.0
O Hrrrrrprrrr e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #367: Methyl nitrite MAﬂ“ A
30.0 140 160 1.80
m/z 61.90 2.16%
5000
15.0
Olprrerrerererrprreeod ““4‘60“6‘1‘0“ A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012722\
Data File : VU@46865.D

Acqg On : 27 Jan 2022 12:51
Operator : SY/MD

Sample : N1260-08DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.793 0.98 ug/L 63728 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Hexanal 100 C6H120 000066-25-1 78
3 Hexanal 100 C6H120 000066-25-1 78
4 Hexanal 100 C6H120 000066-25-1 72
5 Hexanal 100 C6H120 000066-25-1 72

Abundance Scan 2318 (8.793 min): VU046865.D\data.ms (-2307) (-) m/z 43.95 100.00%

44.0 56.1
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72.0 SN,
R T T
H ‘ “ 881 8.40 8.60 8.80 9.00 9.20
0 b t‘H‘w;wmw”ww m/z 56.10  99.09%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
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5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
290 720 8.40 8.60 8.80 9.00 9.20
m/z 41.00 91.04%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
44,
0 56.0
R AR RARRE
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5000 ITI/Z 57 .00 70.75%
27.0
72.0
oh 150 L WL s0 aseo
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal R
44.0 8.40 8.60 8.80 9.00 9.20
56.0 m/z 43.00 62.66%
27.0
5000
72.0
15.0 ‘
e O Y-S AN A VO
m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20

SFAMUTRO11822WMA.M Fri Jan 28 16:03:20 2022 Page: 4



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12722\
Data File : VU@46865.D

Acqg On : 27 Jan 2022 12:51
Operator : SY/MD

Sample : N1260-08DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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|
unknown-01 1.478 0.5 ug/L 25926 1 6.253 238374 5.0
Hexanal 8.793 1.0 ug/L 63728 2 9.420 325366 5.0
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