LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039601.D

Acq On 21 Jul 2020 16:56

Operator : SY/MD

Sample - L3348-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 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 - 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\SOMUTRO72120WMA .M
Title = TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.366 3 8 15 rBv 31424 29864 6.03% 0.743%
2 1.498 42 49 58 rBvV 25422 24721 4_99% 0.615%
3 1.607 69 83 94 rBV2 75345 89660 18.11% 2.230%
4 1.925 173 182 193 rVB 54625 71252 14.39% 1.772%
5 2.006 198 207 218 rVB2 32712 44952 9.08% 1.118%
6 2.215 264 272 283 rVB3 11921 18806 3.80% 0.468%
7 2.581 373 386 403 rBY 86506 144478 29.18% 3.593%
8 2.700 414 423 434 rVB5 4957 9951 2.01% 0.247%
9 3.102 541 548 558 rVvB3 4603 8416 1.70% 0.209%
10 3.382 622 635 649 rvB3 3447 7452 1.51% 0.185%
11 3.719 730 740 752 rVB5 3002 6860 1.39% 0.171%
12 4_552 986 999 1010 rBV5 3037 7081 1.43% 0.176%
13 4.652 1014 1030 1058 rBvV 68047 198923 40.18%  4.947%
14 4.825 1074 1084 1105 rVB 12733 29049 5.87% 0.722%

15 5.086 1150 1165 1183 rBV 78948 178037 35.96% 4.428%

16 5.398 1250 1262 1279 rVB5 4651 11572 2.34% 0.288%
17 5.742 1348 1369 1398 rBV3 159359 427361 86.32% 10.629%
18 6.266 1515 1532 1550 rBV2 145179 272021 54 .94% 6.765%
19 6.706 1654 1669 1682 rBV 100685 197140 39.82% 4.903%

20 6.774 1682 1690 1703 rVB7 6379 13404 2.71% 0.333%
21 7.574 1928 1939 1953 rBvV 52422 92807 18.74% 2.308%
22 7.906 2020 2042 2056 rBvV 197051 348527 70.39% 8.668%
23 7.980 2056 2065 2076 rVB 20311 35019 7.07% 0.871%
24 8.189 2119 2130 2143 rBV2 32394 53739 10.85% 1.337%

25 8.642 2258 2271 2303 rBvV 269927 495115 100.00% 12.314%

26 9.420 2498 2513 2536 rBV 206009 345716 69.83% 8.598%

27 9.574 2550 2561 2572 rBV2 9701 15425 3.12% 0.384%
28 9.697 2587 2599 2613 rBV 10469 17765 3.59% 0.442%
29 10.102 2714 2725 2745 rBV 10420 16659 3.36% 0.414%
30 10.758 2917 2929 2941 rBV 81227 129746 26.21% 3.227%
31 11.468 3141 3150 3159 rVB3 6309 8766 1.77% 0.218%
32 11.809 3244 3256 3272 rBV 205121 335538 67.77% 8.345%
33 12.057 3323 3333 3339 rBV5 5826 9410 1.90% 0.234%

34 12.188 3362 3374 3394 rVB 199611 325505 65.74% 8.096%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039601.D

Acq On 21 Jul 2020 16:56

Operator : SY/MD

Sample - L3348-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 4020737
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
VU039601.D

21 Jul 2020 16:56

SY/MD

L3348-08

25_0mL/MSVOA_U/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039601.D

Acq On = 21 Jul 2020 16:56

Operator : SY/MD

Sample - L3348-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

1.37 0.55 ug/L 29864 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 9
2 Propane 44 C3H8 000074-98-6 5
3 Propane 44 C3H8 000074-98-6 4
4 Propane 44 C3H8 000074-98-6 4
5 Cyclopropene 40 C3H4 002781-85-3 4

Abundance Scan 9 (1.369 min): VU039601.D (-3) (-) m/z 38.95 100.00%
39 48
5000
37
| | 5 1.40 1.50 1.60 1.70 1.80
- e m/z 42.95 95.41%
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #57: Propene
4
5000 27
1.40 1.50 1.60 1.70 1.80
38 m/z 43.95 88.21%
1 1315 19 94 \ 3
e L R AR RS RS LS RN AR AL
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance
29
140 150 160 1.70 180
5000 27 m/z 41.00 76 .74%
44
39
0 ”"""I"“I""I'}?i?"?P"?ﬁ""I""ﬁq"lﬁﬁ'I""I"“
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #80: Propane
29 1.40 1.50 1.60 1.70 1.80
m/z 42.00 37.02%
5000 27
39 44
15
0 2 13| 19 | ‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039601.D

Acq On = 21 Jul 2020 16:56

Operator : SY/MD

Sample - L3348-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

2.01 0.83 ug/L 44952 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 Butane, 2-methyl- 72 C5H12 000078-78-4 80
4 Oxirane, ethyl- 72 C4H80 000106-88-7 40
5 3-Buten-1-ol 72 C4H80 000627-27-0 38

Abundance Scan 208 (2.009 min): VU039601.D (-198) (-) m/z 43.00 100.00%
43
57
5000 39
%6 5053 64 6972 -8 1.60 1.80 2.00 2.20 2.40
O'M““P“W“W“M““PMP“WMW““P'P“WJJ““W“P“MLW“W““W m/z 41.00 95.78%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #712: Butane, 2-methyl-
43
57
5000 21
39 1.60 1.80 2.00 2.20 2.40
15 m/z 42.00 89 .24Y%
0 2 12 1] ! ! 53\ 7\2
LR A L) SR KRN RSN ARS! SAREY NALN UARA LARR) SARLY NALSA RUARA ARSI SARAY NARAA RARA R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.00 62 .55%
39
o 1 12 25 33 4953 6165 '?
LR LR L EARL) KA A LAY R ALY KA KRR ALY ALY KAL) KAk AR R L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl- o e ,I\. T
43 1.60 1.80 2.00 2.20 2.40
57 m/z 39.00 37.07%
5000
29 39
0 15 25 Al 4953 62 67 2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00 2.20 2.40

SOMUTRO72120WMA .M Mon Jul 27 02:15:41 2020 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039601.D

Acq On = 21 Jul 2020 16:56

Operator : SY/MD

Sample - L3348-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 Ethyl Acetate Concentration Rank 4

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

4.83 0.53 ug/L 29049 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethyl Acetate 88 C4H802 000141-78-6 90
2 Ethyl Acetate 88 C4H802 000141-78-6 90
3 Ethyl Acetate 88 C4H802 000141-78-6 90
4 Ethyl Acetate 88 C4H802 000141-78-6 83
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 64

Abundance Scan 1085 (4.829 min): VU039601.D (-1074) (-) m/z 42.90 100.00%
a3
5000
61 70 ARBERAREERARRE SARRE RN
| | | 88 440 4.60 4.80 500 5.20 '
Ofrprerrrrrrprrrr eI I P T T e m/z  60.90 15.20%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate
43
i)
5000 USRS LR UL SRR
440 4.60 4.80 500 5.20
29 m/z 45.00 14 _.59%
15 61 70
R ARRAA RARSNARAA RARSS ALAA RAAS NALLS SULS ARL) SAMSS SARS! SAM ARSI SAAM LARS SAAA BARSASAMM ML
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
440 4.60 4.80 500 5.20
5000 m/z 70.00 12.61%
29 61
o 1519 26 33 58 024 88
S L B LR AL LR L) AL RARLY KAk ALY KAL) BRI KAk AR LAk MUY KAL) KA A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate T BRaan B
43 440 4.60 4.80 500 5.20
m/z 42.00 9.00%
5000
29 61 4o
o 118 26 | i 57| 174 g3 88
m/z--> 5 10 1% 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 440 4.60 4.80 500 5.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039601.D

Acq On 21 Jul 2020 16:56

Operator : SY/MD

Sample - L3348-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .M
TRACE VOA SOMO01.0

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]
(DEL) Alkane: Str... 1.37 0.6 ug/L 29864 1 6.27 272021 5.0
(DEL) Alkane: Str... 2.01 0.8 ug/L 44952 1 6.27 272021 5.0
Ethyl Acetate 4.83 0.5 ug/L 29049 1 6.27 272021 5.0
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