LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX112120\
Data File : VX019528.D

Aca On - 21 Nov 2020 05:31

Operator : JC/MD

sample - 1L4826-02 -
Misc - 5.0mL/MSVOA X/WATER SER e e
ALS Vial : 47 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 X\METHOD\82X112120W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.264 25 29 46 rBV 203121 429641 5.60% 2.406%
2 5.464 702 718 733 rBV 188029 538959 7.02% 3.018%
3 5.629 733 745 762 rVB 348922 981761 12.80% 5.498%
4 6.031 800 811 820 rBV 206440 553493 7.21% 3.099%
5 6.830 931 942 953 rBV 524990 1279093 16.67% 7.162%

6 7.184 992 1000 1011 rVB 132821 288699 3.76% 1.617%
7 8.695 1240 1248 1262 rBV 1071398 1688327 22.01% 9.454%
8 9.317 1343 1350 1369 rBV 5362809 7672327 100.00% 42.962%
9 10.092 1472 1477 1491 rVB 985277 1408081 18.35% 7.885%
10 11.122 1640 1646 1654 rBV 842048 1073812 14.00% 6.013%
11 12.061 1795 1800 1806 rBV 1084977 1309238 17.06% 7.331%
12 14.518 2199 2203 2212 rVB6 35886 77369 1.01% 0.433%
13 14.792 2245 2248 2251 rBV 89313 89371 1.16% 0.500%

14 15.536 2365 2370 2376 rVB 135080 193056 2.52% 1.081%
15 16.432 2512 2517 2524 rVB 173524 275014 3.58% 1.540%

Sum of corrected areas: 17858241
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

5.0mL/MSVOA X/WATER
47 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\

- VX019528.D

- 21 Nov 2020 05:31

- JC/MD

: L4826-02 PB-2020-WW-000-04

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.M
SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: VX019528.D

5.63
1.26 5. 46/\ 6.03

o

Time-->

1.20 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 6.00 6.20

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: VX019528.D
9|32

8.70 10.09

11.12

0
Time-->

T I I I T T T U U LN
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: VX019528.D

12.06

15,54 16.43
A 1452 14,79 : 6

T R
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX112120\

Data File : VX019528.D

Aca On - 21 Nov 2020 05:31

Operator : JC/MD

sample - 1L4826-02 -
Misc - 5.0mL/MSVOA X/WATER SER e e
ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

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 Sulfur dioxide Concentration Rank 1

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

1.26 21.88 ug/1 429641 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 72
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 56
3 2-Aminoethvl hvdroaen sulfate 141 C2H7NO4S 000926-39-6 56
4 S-2-T4-Glutarimidobutylaminoleth... 324 C11H20N205S2 031701-78-7 43
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance Scan 28 (1.258 min): VX019528.D (-25) (-) m/z 64.00 100.00%
64
5000 48

1.201.30 1.401.50 1.601.70

bt e 9208 D8 m/Z 47.95  49.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #357: Sulfur dioxide
64
5000 48

1.201.30 1.40 1.50 1.60 1.70
m/z 61.10 11.97%

16 3ﬁ
(O e N B o e B I i i o N AL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
64
1.201.30 1.401.50 1.60 1.70
5000 48 m/z 60.05 7.93%
17
32 76 96
Ot r e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18804: 2-Aminoethy| hydrogen sulfate
64 1.201.30 1.401.50 1.60 1.70
m/z 66.00 4_.93%
5000 48
o ‘ 80 93 111
L B o e I ELALE I b o e
m/z--> 20 40 60 80 100 120 140 160 180 200 1.201.30 1.401.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX112120\
Data File : VX019528.D

Aca On - 21 Nov 2020 05:31

Operator : JC/MD

sample - 1L4826-02 -
Misc - 5.0mL/MSVOA X/WATER SER e e
ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

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 2 Pentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.54 7.37 ug/l 193056 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Tetradecane 198 C14H30 000629-59-4 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 81
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 2371 (15.542 min): VX019528.D (-2365) (-) m/z 57.10 100.00%
57
43 | 11
5000 85
99 LRI R BN B I
o.”“.”“.J“i.g”m“Jw“m.p”.“37Z¥§.”..”..”w”.%?. m/z 71.10 74.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57
43
71
5000 DU B SRR SRR
85 1520 15.40 15.60 15.80
29 m/z 43.10 68.61%
oL15 J | %9113127141155169133 212
m/z--> 25 46 éo 85 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
57
43 LN R BN S I
71 15.20 15.40 15.60 15.80
5000 a5 m/z 85.20 49 .54%
29
oL15 99113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94344: Heptadecane L DL L NI L N B I
57 15.20 15.40 15.60 15.80
m/z 41.10 38.35%
43 71
- ] \ﬁ/\\/\w\j\/-r/\/\f’
L1 ‘ ‘ L 191}3127141155169183197211 240
m/z--> 25 46 éo 85 160 150 140 160 180 200 220 240 2éo 2éo 1550 1540 1560 1580 '
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX112120\
Data File : VX019528.D

Aca On - 21 Nov 2020 05:31

Operator : JC/MD

sample - 1L4826-02 -
Misc - 5.0mL/MSVOA X/WATER SER e e
ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

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 Hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.43 10.50 ug/Il 275014 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2517 (16.432 min): VX019528.D (-2512) (-) m/z 57.10 100.00%
g7
a3 | 71
5000
99115 1620 1640 1660
113127141 226 : : :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83026: Hexadecane
43 37 41
5000 85 LB DU BN B
16.20 1640 16.60
- 9, m/z 43.10 67.76%
s T T 127141155169183197211226
m/z--> 25 4b eb 85 160 120 150 160 180 200 220 240 2éo 2éo
Abundance
57
43 71 UL SRR BURIULN SRR
a5 16.20 16.40 16.60
5000 m/z 85.20 51.56%
29 99
o 113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59879: Tetradecane T e T
57 16.20 16.40 16.60
43 - m/z 41.10 36.13%
5000 85
29 9
A i e e I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16. 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\

Data File : VX019528.D

Acq On : 21 Nov 2020 05:31

Operator : JC/MD

Sample - L4826-02 :
Misc - 5.0mL/MSVOA_X/WATER EE A bty TR
ALS Vial : 47 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W_.M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Sulfur dioxide 1.26 21.9 ug/Il 429641 1 5.63 981761 50.0
Pentadecane 15.54 7.4 ug/l 193056 4 12.06 1309240 50.0
Hexadecane 16.43 10.5 ug/I1 275014 4 12.06 1309240 50.0
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