LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12022\
Data File : VU@46804.D

Acqg On : 20 Jan 2022 12:17
Operator : SY/MD

Sample : N1194-01DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 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@46804.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.472 34 41 56 rVB 202303 200839 56.80% 5.860%
2 1.600 72 81 95 rVvB 36570 44838 12.68% 1.308%
3 1.919 171 180 198 rBV 27196 39187 11.08% 1.143%
4 2.571 368 383 406 rBV2 66338 118000 33.37%  3.443%
5 3.e51 522 532 544 rvB3 4634 8303 2.35% 0.242%
6 3.189 563 575 591 rBV2 3819 9034 2.55% 0.264%
7 3.874 774 788 802 rBV 17872 41866 11.84% 1.221%
8 4.645 1013 1028 1078 rBV 39935 147343 41.67%  4.299%
9 5.067 1145 1159 1180 rBV 53126 127412 36.03% 3.717%
10 5.729 1344 1365 1383 rBV2 106765 279710 79.10% 8.161%
11  6.250 1513 1527 1551 rBV 122644 231806 65.55% 6.763%
12 6.546 1606 1619 1633 rBV3 41378 76895 21.75% 2.243%
13 6.693 1652 1665 1688 rBV 67836 128188 36.25%  3.740%
14 7.568 1926 1937 1951 rBV2 32467 56029 15.84% 1.635%
15 7.899 2028 2040 2055 rBV 127627 220347 62.31% 6.429%
16 8.131 2105 2112 2118 rBV3 3299 4523 1.28% 0.132%
17 8.182 2118 2128 2144 rVB 20510 34680 9.81% 1.012%
18 8.555 2236 2244 2252 rBV4 3377 5259 1.49% 0.153%
19 8.639 2258 2270 2306 rBV 196996 353612 100.00% 10.317%
20 8.790 2306 2317 2339 rVB2 33153 59477 16.82% 1.735%
21  9.420 2500 2513 2531 rBV 194105 318112 89.96%  9.281%
22 10.346 2793 2801 2814 rVB2 6590 9671 2.73% 0.282%
23 10.758 2917 2929 2943 rVB2 60703 98524 27.86% 2.874%
24 11.690 3207 3219 3229 rBV3 19231 28608 8.09% 0.835%
9.

25 11.812 3245 3257 3273 rBV 213265 339219 95.93%

26 12.195 3361 3376 3393 rBV 130960 209880 59.35%
27 12.889 3582 3592 3613 rBV 160165 236161 66.79% 6.890%
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Sum of corrected areas: 3427523
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe12022\

: VUe46804.D

: 20 Jan 2022 12:17

: SY/MD

: N1194-01DL 4X

: 25.0mL/MSVOA_U/WATER
: 5

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.M
: TRACE VOA SFAM1.0

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

TIC: VU046804.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012022\
Data File : VU@46804.D

Acqg On : 20 Jan 2022 12:17
Operator : SY/MD

Sample : N1194-01DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 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 1 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.472 4.33 ug/L 200839 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl nitrite 61 CH3NO2 000624-91-9 5
2 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
3 Trifluoroguanidine 113 CH2F3N3 037950-72-4 4
4 Cyanogen chloride 61 CCIN 000506-77-4 4
5 Cyanogen chloride 61 CCIN 000506-77-4 4
Abundance  Scan 41 (1.472 min): VU046804.D\data.ms (-34) (-) m/z 61.00 100.00%
61.0
5000
46.0
e AN R
140 160 1.80
O+ e e e m/z 60.00 65.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #367: Methyl nitrite
30.0
5000 L L R

140 160 1.80
m/z 46.00  27.13%

189 |l 4e0 610
0\\‘\\\\’\\\\\\\\‘\\\\’\\\\i\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #358: o-Ethylhydroxylamine
27.0
e RN R
61.0 1.40 1.60 1.80
5000 ITI/Z 62.00 1.89%
43.0
RS 0 S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7947: Trifluoroguanidine e
28.0 61.0 140 160 1.80
420 m/z 45.00 1.07%
5000
0 750 113.0
R RARa B X RAARAEass LSRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012022\
Data File : VU@46804.D

Acqg On : 20 Jan 2022 12:17
Operator : SY/MD

Sample : N1194-01DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 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 4

R.T. EstConc Area Relative to ISTD R.T.
8.790 0.93 ug/L 59477  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 83
2 Hexanal 100 C6H120 000066-25-1 78
3 Hexanal 100 C6H120 000066-25-1 78
4 Hexanal 100 C6H120 000066-25-1 78
5 Glutaraldehyde 100 C5H802 000111-30-8 37
Abundance Scan 2317 (8.790 min): VU046804.D\data.ms (-2306) (-) m/z 56.10 100.00%
44.0 56.1
5000
72.0
R RARRE
H ‘ M 83.0 8.40 8.60 8.80 9.00 9.20
bbbl b S Mz 43,95 94.52%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexana
44.0 56.0
5000 B L R B R B
27.0 8.40 8.60 8.80 9.00 9.20
72.0 m/z 41.00  81.62%
\\‘\\\\‘\\\\‘\\\\’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal
44.0
56.0
R e A RARRE
8.40 8.60 8.80 9.00 9.20
m/z 57.00 68.44%
5000 20.0
72.0
b bl L 1L 880 000
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal R AR
44.0 8.40 8.60 8.80 9.00 9.20
56.0 m/z 43.08  53.02%
27.0
5000
72.0
m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012022\
Data File : VU@46804.D

Acqg On : 20 Jan 2022 12:17
Operator : SY/MD

Sample : N1194-01DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 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 4 Nonanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.889 3.48 ug/L 236161 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CS9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 83
4 Nonanal 142 C9H180 000124-19-6 64
5 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 42

Abundance Scan 3592 (12.889 min): VU046804.D\data.ms (-3582) (- m/z 57.10 100.00%
57.1

41.0
5000
821 98.1
— P~
‘ ‘ 114.1 12.50 13.00
oM,HH;“u“_‘lu‘_m‘_m‘smw m/z 41.00 78.11%
miz-> 20 40 60 80 100 120 140
Abundance #22961: Nonana
41.0 57.0
5000 — e
82.0 930 12.50 13.00
m/z 56.10 59.53%
1140
miz-> 20 40 60 80 100 120 140
Abundance #22963: Nonana
57.0
41.0 — P
12.50 13.00
98.0 o
5000 ITI/Z 43.00 58.14%
82.0
o
or2ep WL Dy D T s
miz--> 20 40 60 80 100 120 140
Abundance #22960: Nonanal “ s
41.0 57.0 12.50 13.00
m/z 55.10 58.12%
5000 98.0
82.0
114.0
o220 bl 1420 — ~
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012022\
Data File : VU@46804.D

Acqg On : 20 Jan 2022 12:17
Operator : SY/MD

Sample : N1194-01DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 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 1.472 4.3 ug/L 200839 1 6.250 231806 5.0
Hexanal 8.790 0.9 ug/L 59477 2 9.420 318112 5.0
Nonanal 12.889 3.5 ug/L 236161 3 11.815 339219 5.0
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