LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038416.D

Aca On : 30 May 2020 16:24

Operator : JC/MD

Sample : L2766-08DL 5X

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 1.610 75 84 99 rBv 158300 182256 10.74% 1.236%
2 1.932 176 184 201 rVB 122998 178672 10.53% 1.211%
3 2.401 320 330 346 rVB 77806 117061 6.90% 0.794%
4 2.594 376 390 407 rBV 265435 438532 25.83% 2.973%
5 3.115 544 552 565 rVB3 21574 42112 2.48% 0.286%
6 3.221 574 585 596 rVB2 9047 18344 1.08% 0.124%
7 3.395 622 639 655 rBv4 41944 97828 5.76% 0.663%
8 3.736 731 745 760 rBV2 40092 87969 5.18% 0.596%
9 4.035 819 838 863 rBV 197895 517810 30.51% 3.511%
10 4.571 986 1005 1021 rBV2 62996 150644 8.87% 1.021%

11 4.674 1021 1037 1084 rVvVv 232543 687778 40.52% 4.663%
12 5.102 1152 1170 1191 rBV 235816 528136 31.11% 3.581%
13 5.427 1255 1271 1282 rBV6 8831 20758 1.22% 0.141%
14 5.758 1352 1374 1381 rBV2 467314 1192388 70.25% 8.084%
15 5.809 1382 1390 1417 rVB 845571 1697438 100.00% 11.508%

16 6.282 1520 1537 1561 rBV 379232 730847 43.06% 4 _955%
17 6.723 1659 1674 1688 rBvV 281423 553138 32.59% 3.750%
18 7.591 1931 1944 1965 rBV 155574 267005 15.73% 1.810%
19 7.922 2030 2047 2064 rBvV 556079 991274 58.40% 6.721%
20 8.202 2120 2134 2148 rBV 98172 165708 9.76% 1.123%

21 8.655 2262 2275 2311 rBV 895975 1641059 96.68% 11.126%
22 9.436 2503 2518 2555 rVvB2 536976 1221402 71.96% 8.281%

23 9.587 2555 2565 2581 rBV3 26202 46267 2.73% 0.314%
24 9.710 2591 2603 2618 rBV 156455 260245 15.33% 1.764%
25 10.118 2717 2730 2741 rBV2 31212 53619 3.16% 0.364%

26 10.497 2835 2848 2861 rBV 71562 112530 6.63% 0.763%
27 10.771 2915 2933 2947 rBV 239589 382953 22.56% 2.596%

28 10.906 2959 2975 2992 rBV3 40645 87120 5.13% 0.591%
29 11.041 3011 3017 3028 rvv4 19988 34782 2.05% 0.236%
30 11.304 3087 3099 3114 rVB 53125 84617 4.98% 0.574%
31 11.478 3144 3153 3165 rVB 23027 33738 1.99% 0.229%
32 11.825 3248 3261 3277 rBV 582240 950441 55.99% 6.444%
33 11.906 3277 3286 3295 rVB 45345 68187 4.02% 0.462%
34 12.108 3335 3349 3359 rBV2 41649 65167 3.84% 0.442%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038416.D

Aca On : 30 May 2020 16:24

Operator : JC/MD

Sample : L2766-08DL 5X

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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOMO1.0

35 12.205 3363 3379 3396 rBvV 604278 1021130 60.16% 6.923%

36 12.889 3582 3592 3607 rVB6 9212 20543 1.21% 0.139%

Sum of corrected areas: 14749498
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
VU038416.D

30 May 2020 16:24

JC/MD

L2766-08DL 5X

25_0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR053120WMA .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\VU053120\
Data File : VU038416.D

Aca On : 30 May 2020 16:24

Operator : JC/MD

Sample : L2766-08DL 5X

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 Ethyl ether Concentration Rank 4

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

2.40 0.80 ug/L 117061 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl ether 74 C4H100 000060-29-7 90
2 Ethvl ether 74 C4H100 000060-29-7 90
3 Ethvl ether 74 C4H100 000060-29-7 90
4 Ethane. 1.2-diethoxv- 118 C6H1402 000629-14-1 74
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 56

Abundance Scan 330 (2.401 min): VU038416.D (-320) (-) m/z 59.05 100.00%
59
45 A
5000
R mama s S A S
2.00 2.20 2.40 2.60 2.80
0 e 2 e e | M/z 74.10 0 71.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #840: Ethyl ether
il
59
5000 45 74 RN AR RS R B

2.00 2.20 2.40 2.60 2.80
m/z 44_.95 65.96%

:

o e NS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
31
R R s e e
2.00 2.20 2.40 2.60 2.80
5000 59 m/z 43.00 20.27%
45
74
15
O T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #844: Ethyl ether
31 2.00 2.20 2.40 2.60 2.80
59 m/z 41.00 11.71%
74
5000 45
15 \‘\ “ . A
0.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.
m/z--> 20 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038416.D

Aca On : 30 May 2020 16:24

Operator : JC/MD

Sample : L2766-08DL 5X

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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

3.39 0.67 ug/L 97828 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 74
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 72
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 72
4 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 59

5 Butyl isocyanatoacetate

157 C7H11NO3

017046-22-9 59

Abundance Scan 638 (3.391 min): VU038416.D (-622) (-)
57
41
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50, |||, 63 I| 86 96
O e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1824: Pentane, 3-methyl-
57
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15 w 51, 63 ‘1 86
O e e e e e
m/z--> 10 20 40 50 60 70 80 90 100
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57
29 41
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1 15 51 65 'L 77 86
O T e T T
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Abundance #1827: Pentane, 3-methyl-
5[7
29 41
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2 15 ‘ ‘ 7‘1 86
O R e e e
m/z--> 10 20 40 50 60 70 80 90 100

m/z 57.10 100.00%
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m/z 56.10 80.03%
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m/z 41.10 58.67%
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m/z 73.10 23.65%

N
LI LI L I I
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038416.D

Aca On : 30 May 2020 16:24

Operator : JC/MD

Sample : L2766-08DL 5X

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 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

3.74 0.60 ug/L 87969 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 80
3 n-Hexane 86 C6H14 000110-54-3 64
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 40
5 Hydroperoxide, hexyl 118 C6H1402 004312-76-9 40

Abundance Scan 746 (3.739 min): VU038416.D (-731) (-) m/z 57.10 100.00%
g7
41
5000
86 L AR LA UL L B
|‘ 53 6771 | 340 3.60 3.80 4.00
Ol e m/z 41.00 65.23%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
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3.40 3.60 3.80 4.00

29 86 m/z 43.10 56.44%
15 | 37| 4953 6165 't 77
O TP S P e P PR e PP e e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43 57
e
29 3.40 3.60 3.80 4.00
5000 m/z 56.10 47.59%
39 86
. 2 15 53 71
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Abundance #1822: n-Hexane TR
57 3.40 3.60 3.80 4.00
43 m/z 42.10 32.35%
29
5000
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2 \ 2 ‘ 53 n
O TP Y PP P e e e e e e R e S
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038416.D

Aca On : 30 May 2020 16:24

Operator : JC/MD

Sample : L2766-08DL 5X

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 4 Diisopropyl ether Concentration Rank 1

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

4.03 3.54 ug/L 517810 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropvl ether 102 C6H140 000108-20-3 86
2 Diisopropvl ether 102 C6H140 000108-20-3 83
3 Diisopropvl ether 102 C6H140 000108-20-3 83
4 2-Propanone. 1l-methoxv- 88 C4H802 005878-19-3 59
5 Acetoin 88 C4H802 000513-86-0 59

Abundance Scan 837 (4.031 min): VU038416.D (-819) (-) m/z 45.00 100.00%
45
5000
87
39 59 o9 102 360 3.80 4.00 4.20 4.40
Ol et il ety el 2 m/Z 43.00  51.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4429: Diisopropyl ether
45
5000 A S I AL
360 3.80 4.00 4.20 4.40
50 87 m/z 87.10 28.46%
o 15 2 39 © 69 78 102
mz> 10 20 % 40 %0 e 7 8% % 100 1o
Abundance
45
360 3.80 4.00 420 4.40
5000 m/z 41.10 17.79%
87
15 27 39 ¥ 6 102
e S U S S I UL IS SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4428: Diisopropy! ether
45 3.60 3.80 4.00 4.20 4.40

m/z 59.10 12_37%

5000
87
27 59
o \ 3, |89 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 360 380 400 4.20 4.40

SOMUTRO53120WMA .M Mon Jun 01 14:02:25 2020 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038416.D

Aca On : 30 May 2020 16:24

Operator : JC/MD

Sample : L2766-08DL 5X

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 5 (DEL) Alkane: Cyclic4.57 Concentration Rank 3

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

4_.57 1.03 ug/L 150644 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72

Abundance Scan 1005 (4.571 min): VU038416.D (-986) (-) m/z 56.10 100.00%
56
5000 4l 69
84 420 4.40 4.60 4.80 5.00
37 | o1 || 65 | 79
o........,....,....,....,....,....,....,....,...I,.I!.,....,:.!.,:..,....,.!..i....,....,....',....,...., m/z 41.00  51.41%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 460 4.80 5.00
o8 o m/z 69.10 43 .46%
15 I 37 “ 55“\\‘ ! 65\\ . " ‘
S A Ly LA AR AN LA AL AR AR AL IRl AR SRS RALAL kol AL SR Al kel
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
\
41 420 440 460 4.80 5.00
5000 m/z 55.00 25 .45%
69
27 84
o 1 15 3337 51 | 6165 77
AL DAL L) LA AR SRLANARL) ML EARE) ML) LALLE LARL) LALANRARE) RAL) IARA) LRS! AL ARSI SRR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl- T e
56 420 4.40 4.60 4.80 5.00
21 m/z 42.00 22.44%
5000
42
84
0““mwmwmwmwmwmwmwmw“wmwmwﬁw“wmwmwmwmwmhmwmw
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 4.40 4.60 4.80 5.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU053120\
Data File : VU038416.D

Acq On : 30 May 2020 16:24

Operator : JC/MD

Sample : L2766-08DL 5X

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]
Ethyl ether 2.40 0.8 ug/L 117061 1 6.28 730847 5.0
(DEL) Alkane: Str... 3.39 0.7 ug/L 97828 1 6.28 730847 5.0
(DEL) Alkane: Str... 3.74 0.6 ug/L 87969 1 6.28 730847 5.0
Diisopropyl ether 4.03 3.5 ug/L 517810 1 6.28 730847 5.0
(DEL) Alkane: Cyc... 4_57 1.0 ug/L 150644 1 6.28 730847 5.0
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