LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70323\
Data File : VU@54755.D

Acqg On : 03 Jul 2023 17:43
Operator : MD/SY

Sample : 03505-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 21  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\SFAMUTRO60723WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@54755.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.518 65 71 81 rBV2 10455 18283 1.87% 0.207%
2 1.596 88 95 109 rVB 78399 94849 9.69% 1.071%
3 1.907 184 192 211 rVB 74195 109650 11.20% 1.238%
4 2.560 383 395 406 rBV 134510 217630 22.22%  2.458%
5 2.628 406 416 441 rVB 91823 174575 17.83% 1.972%
6 3.042 533 545 565 rBv2 28759 57066 5.83% 0.645%
7 3.181 574 588 606 rVB 60114 140036 14.30%  1.582%
8 4.624 1022 1037 1059 rBV3 180655 475698 48.58% 5.373%
9 5.058 1154 1172 1192 rBV 149895 332217 33.92% 3.752%
106 5.721 1358 1378 1405 rBV2 275507 750846 76.67%  8.481%
11  6.245 1526 1541 1562 rBV 309302 607203 62.00% 6.858%
12 6.689 1664 1679 1701 rBV 188636 371018 37.89% 4.191%
13 6.885 1729 1740 1750 rBVv4 11273 23367 2.39% 0.264%
14 7.563 1938 1951 1970 rBV 90100 163015 16.65% 1.841%
15 7.791 2011 2022 2035 rBV5S 6192 11975 1.22% 0.135%
16 7.894 2038 2054 2066 rBV 315418 553377 56.51% 6.250%
17 7.968 2066 2077 2102 rVB 205542 368976 37.68% 4.168%
18 8.177 2127 2142 2156 rBV 58499 99310 10.14% 1.122%
19 8.470 2222 2233 2244 rBV2 7723 13876 1.42% 0.157%
20 8.550 2249 2258 2271 rVB3 12420 22519 2.30% 0.254%
21 8.631 2271 2283 2319 rBV 511055 979286 100.00% 11.061%
22 8.785 2320 2331 2343 rBV2 150961 255650 26.11% 2.888%
23 9.415 2514 2527 2548 rBV 445823 741138 75.68% 8.371%
24  9.570 2564 2575 2591 rVB 24335 39193 4.00% 0.443%
25 9.692 2603 2613 2626 rBV 39781 67623 6.91% 0.764%
26 10.110 2730 2743 2764 rVB5 35951 87352 8.92% 0.987%
27 10.235 2774 2782 2793 rBV 24994 37184 3.80% 0.420%
28 10.341 2800 2815 2827 rBV5 24688 44083 4.50% ©0.498%
29 10.566 2875 2885 2899 rBV4 15037 28999 2.96% 0.328%
30 10.753 2931 2943 2959 rBV 159311 260559 26.61% 2.943%
31 10.891 2977 2986 3008 rVB 15574 30244 3.09% 0.342%
32 11.470 3158 3166 3174 rBV5 13314 21089 2.15% 0.238%
33 11.685 3223 3233 3244 rVW4 29142 49870 5.09% 0.563%
34 11.746 3244 3252 3258 rw7 7156 10755 1.10% 0.121%
35 11.807 3258 3271 3291 rVV 440713 727120 74.25%  8.213%
36 11.901 3292 3300 3317 rVB 8028 17858 1.82% 0.202%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70323\
Data File : VU@54755.D

Acqg On : 03 Jul 2023 17:43
Operator : MD/SY

Sample : 03505-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 21  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\SFAMUTRO60723WMA.M
Title : TRACE VOA SFAM1.0
37 12.065 3337 3351 3370 rBV3 25752 72016 7.35% ©.813%
38 12.190 3378 3390 3410 rVB 322647 529610 54.08% 5.982%
39 12.524 3484 3494 3521 rBV2 33970 72013 7.35% 0.813%
49 12.885 3597 3606 3617 rvv2 79716 119806 12.23% 1.353%
41 14.775 4186 4194 4204 rVB4 8048 13668 1.40% 0.154%
42 14.981 4249 4258 4272 rBv4 17554 26496 2.71% 0.299%
43 15.688 4469 4478 4486 rBV4 10199 16528 1.69% 0.187%
Sum of corrected areas: 8853626
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70323\

: VUe54755.D

: 03 Jul 2023 17:43

: MD/SY

: 03505-04

: 25.0mL/MSVOA_U/WATER

: 21 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO60723WMA .M
: TRACE VOA SFAM1.0

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

Abundance
500000

400000

300000

200000

100000

0

TIC: VU054755.D\data.ms

6.245
5.721

4.624 6.68
» 560 5.058
1.596 1.907 .628
3.181
3.042

Time-->

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

Abundance
500000

400000

300000

200000

100000

TIC: VU054755.D\data.ms
8.631

9.415 11.807

7.894 121

.968
8.785 10.753

0
Time-->

8.177
= = T T \‘\\\\ L N B

T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance
500000

400000

300000

200000

100000

TIC: VU054755.D\data.ms

12.885

12.524
4.981
LJ\JL L2 (o 15,688

Time-->

T T ‘ T T ‘ T T ‘ T T T T ‘
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070323\
Data File : VU@54755.D

Acqg On : 03 Jul 2023 17:43

Operator : MD/SY

Sample : 03505-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO60723WMA.M
: 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 Hexanal Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.785 1.72 ug/L 255650  Chlorobenzene-d5 9.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 95
2 Hexanal 100 C6H120 000066-25-1 90
3 Hexanal 100 C6H120 000066-25-1 86
4 Hexanal 100 C6H120 000066-25-1 78
5 Hexanal 100 C6H120 000066-25-1 78
Abundance Scan 2331 (8.785 min): VU054755.D\data.ms (-2320) (-) m/z 43.95 100.00%
44.0 56.0
5000
72.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
M M‘ 8#9 98.1 8.40 8.60 8.80 9.00 9.20
b el gl 7 38 m/z 5600 97.41%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 56.0
5000 BN R RN
290 220 8.40 8.60 8.80 9.00 9.20
' ’ m/z 40.95 93.34%
O ’ !‘\\\‘\“\\\\?%\.(\)\‘\\]\-(\)(‘)\.\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
440 56.0
REaEa R e R
8.40 8.60 8.80 9.00 9.20
5000 m/z 56.95 75.11%
27.0
72.0
o250 LUl 80 100
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal R e R
44.0 8.40 8.60 8.80 9.00 9.20
56.0 m/z 42.95  69.44%
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\VU070323\
Data File : VU@54755.D

Acqg On : 03 Jul 2023 17:43
Operator : MD/SY

Sample : 03505-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO60723WMA.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 4 Nonanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.884 0.82 ug/L 119806 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 90
2 Nonanal 142 CS9H180 000124-19-6 90
3 Nonanal 142 C9H180 000124-19-6 90
4 Nonanal 142 C9H180 000124-19-6 80
5 2-Nonen-1-o0l1, (E)- 142 C9H180 031502-14-4 35
Abundance Scan 3606 (12. 885 ‘min): VU054755.D\data.ms (-3597) (- m/z  57.00 100.00%
41.0 .0
5000
82.0 -0
\/\J"\MMMA/\,\ :
A H o
Y E——— | ‘H ol el m/z 40.95  89.76%
m/z--> 20 40 60 100 120 140
Abundance #22961.N0nana
41.0 57.0
5000 — e
82.0 98.0 12.50 13.00
m/z 55.00 70.39%
1140
miz-> 20 40 60 80 100 120 140
Abundance #22960: Nonana
41.0 57.0
— e
12.50 13.00
5000 98.0 m/z 42.95 69.95%
82.0
114.0
NIEEL N O
miz--> 20 40 60 80 100 120 140 M\j\\
Abundance #22963: Nonanal . ALl
57.0 1250 1300
41.0 m/z 55.95 69.16%
98.0
5000
82.0
o |
ST 0 O O O O ¥ O N A S
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\VU@70323\
Data File : VU@54755.D

Acqg On : 03 Jul 2023 17:43
Operator : MD/SY

Sample : 03505-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO60723WMA .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|
Hexanal 8.785 1.7 ug/L 255650 2 9.415 741138 5.0
Nonanal 12.884 0.8 ug/L 119806 3 11.807 727120 5.0
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