LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038526.D

Aca On : 03 Jun 2020 20:07

Operator : SY/MD

Sample : L2844-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTR053120WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.369 3 9 13 rBv2 19308 20102 1.35% 0.198%
2 1.501 40 50 74 rBV 115038 357677 23.96% 3.521%
3 1.613 79 85 95 rvB 88719 108195 7.25% 1.065%
4 1.932 177 184 199 rvVB 89634 120605 8.08% 1.187%
5 2.594 377 390 406 rBV 166986 299597 20.07% 2.949%
6 2.675 409 415 431 rVB 11646 26849 1.80% 0.264%
7 4.482 959 977 995 rBV7Y 5874 17128 1.15% 0.169%
8 4.674 1020 1037 1077 rBv2 202726 620415 41.56% 6.108%
9 5.102 1153 1170 1184 rBvV2 193069 421391 28.23% 4.148%
10 5.166 1187 1190 1206 rVB3 10953 19657 1.32% 0.194%

11 5.758 1354 1374 1406 rVB2 361050 982854 65.84% 9.676%
12 6.279 1521 1536 1573 rBV 343673 677566 45.39% 6.670%
13 6.723 1658 1674 1692 rBV 235856 463515 31.05% 4_.563%
14 7.591 1930 1944 1966 rBV 122174 231283 15.49% 2.277%
15 7.922 2027 2047 2061 rBV 425847 756746 50.69% 7.450%

16 8.202 2122 2134 2146 rBV 80381 132390 8.87% 1.303%
17 8.655 2257 2275 2307 rBV 812095 1492792 100.00% 14.696%
18 8.806 2312 2322 2335 rVB9 7715 16619 1.11% 0.164%
19 9.436 2505 2518 2542 rBV 500028 857481 57.44% 8.442%
20 9.706 2588 2602 2619 rBV5 50887 103757 6.95% 1.021%

21 9.906 2652 2664 2678 rBv4 11204 20313 1.36% 0.200%
22 10.086 2709 2720 2737 rVB5 19439 35809 2.40% 0.353%
23 10.710 2903 2914 2922 rBV7 9346 16354 1.10% 0.161%
24 10.771 2922 2933 2952 rVB 215317 346900 23.24% 3.415%
25 11.430 3129 3138 3147 rBV 23821 36609 2.45% 0.360%
26 11.610 3183 3194 3205 rBV6 9558 17193 1.15% 0.169%
27 11.822 3248 3260 3277 rBV 550621 874380 58.57% 8.608%
28 12.079 3326 3340 3351 rBV3 8486 18138 1.22% 0.179%
29 12.205 3367 3379 3398 rVB 514226 810207 54.27% 7.976%
30 12.777 3549 3557 3568 rVB2 17018 26282 1.76% 0.259%
31 13.137 3659 3669 3677 rBV2 19274 29641 1.99% 0.292%
32 13.349 3725 3735 3745 rVB3 23211 35976 2.41% 0.354%
33 13.912 3903 3910 3924 rVB3 8113 15143 1.01% 0.149%
34 14.314 4028 4035 4047 rVB5 14481 21438 1.44% 0.211%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038526.D

Aca On : 03 Jun 2020 20:07

Operator : SY/MD

Sample : L2844-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO053120WMA .M
Title - TRACE VOA SOMO1.0

35 14.549 4099 4108 4117 rBV6 13809 21065 1.41% 0.207%
36 15.465 4375 4393 4406 rVB10 18943 60332 4.04% 0.594%
37 16.317 4646 4658 4667 rBV6 10910 20743 1.39% 0.204%
38 16.465 4693 4704 4711 rBV5 13492 24778 1.66% 0.244%

Sum of corrected areas: 10157920
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU060420\
Data File : VU038526.D

Aca On : 03 Jun 2020 20:07

Operator : SY/MD

Sample : L2844-16

Misc - 25.0mL/MSVOA U/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR053120WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU038526.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038526.D

Aca On : 03 Jun 2020 20:07

Operator : SY/MD

Sample : L2844-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Aminomethanesulfonic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

1.50 2.64 ug/L 357677 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 50 (1.501 min): VU038526.D (-40) (-) m/z 64.00 100.00%
64
5000 48
39 1.40 1.50 1.60 1.70 1.80 1.90
I o e S N B e e SO m/z 48.00 49 .57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6177: Aminomethanesulfonic acid
64
5000 48
1.40 1.50 1.60 1.70 1.80 1.90
17 m/z 65.90 5.07%
@ 76 9%
miz--> 20 40 60 8 100 120 140 160
Abundance
64
1.40 1.50 1.60 1.70 1.80 1.90
5000 48 m/z 43.10 4 _59%
16
miz-> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo-
64 1.40 1.50 1.60 1.70 1.80 1.90
m/z 50.00 2.50%
5000 48
28
16
¥ .39 , 77 93 106115 130 143 169
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 1.40 1.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038526.D

Aca On : 03 Jun 2020 20:07

Operator : SY/MD

Sample : L2844-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Bicyclo[3.2.1]octane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

9.71 0.61 ug/L 103757 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.2.1loctane 110 C8H14 006221-55-2 90
2 Bicvclol3.2.1loctane 110 C8H14 006221-55-2 90
3 Bicvclol2.2.2loctane 110 C8H14 000280-33-1 87
4 Bicvclol2.2.2loctane 110 C8H14 000280-33-1 74
5 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 64

Abundance Scan 2603 (9.710 min): VU038526.D (-2588) (-) m/z 67.10 100.00%
q7 82
5000
110
“ d| | |9f 9.40 9.60 9.80 10.00
..,....,....,....;-....,'..!.,..'.'.i...'.,.'...,....,...-.,'...., m/z 82.10 84.01%
m/z--> 10 20 40 50 70 80 90 100 110
Abundance #5926: B|cyclo[3.2.l]octane
67 82
41
2000 27 > 110 9.40 9.60 9.80 10.00
95 m/z 81.10 72 .89%
'W"”I'le”'aw"ﬁuuh?%ﬁMP?%”'“”I'”'I”"P"W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
67 -
9.40 9.60 9.80 10.00
5000 5 110 m/z 41.00 32.08%
95
H UL IO SULL SO SULEL UL SO SUREUL I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5925: Bicyclo[2.2.2]octane
67 9.40 9.60 9.80 10.00
81 m/z 39.00 32.07%
110
5000
27 “ 95
"IE{'I”"I”"I”"”&t'l”hMIZ{UI”"P'M'P"W“"W
m/z--> 10 20 50 60 70 80 90 100 110 9.40 9.60 9.80 10.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU060420\
Data File : VU038526.D

Acq On : 03 Jun 2020 20:07

Operator : SY/MD

Sample - L2844-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOMO01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Aminomethanesulfo. .. 1.50 2.6 ug/L 357677 1 6.28 677566 5.0
Bicyclo[3.2.1]octane 9.71 0.6 ug/L 103757 2 9.44 857481 5.0
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