LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072320\
Data File : VV017621.D

Aca On 23 Jul 2020 23:03

Operator : SY/MD

Sample : L3398-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 31 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 V\METHOD\SOMVTRO72320WMA .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 1.315 62 70 79 rvB 66121 70163 13.64% 1.299%
2 1.422 98 103 112 rVB2 8213 9929 1.93% 0.184%
3 1.579 143 152 164 rBvV 54584 64220 12.49% 1.189%
4 2.122 307 321 333 rBV 117758 179082 34.82% 3.316%
5 3.936 872 885 920 rBV3 47533 196061 38.12% 3.631%
6 4.376 1005 1022 1042 rBvV 95494 233838 45.46% 4 _.330%
7 5.071 1221 1238 1262 rBv4 205364 501443 97 .50% 9.286%
8 5.640 1403 1415 1442 rBV 194785 402214 78.20% 7.449%
9 5.939 1493 1508 1525 rBV 112020 218521 42.49% 4._.047%
10 6.093 1544 1556 1575 rBV 111982 233311 45.36% 4.321%

11 7.010 1827 1841 1857 rBV 57574 110209 21.43% 2.041%
12 7.338 1930 1943 1961 rBV 248591 427930 83.20% 7.925%

13 7.646 2031 2039 2055 rBvV2 33222 60904 11.84% 1.128%
14 8.113 2173 2184 2212 rBV 187583 366739 71.30% 6.792%
15 8.611 2330 2339 2349 rBV9 3937 6041 1.17% 0.112%
16 8.875 2408 2421 2437 rBV 299179 495587 96.36% 9.178%
17 9.080 2477 2485 2494 rBvV 7805 11442 2.22% 0.212%
18 9.495 2598 2614 2626 rBV 11025 28761 5.59% 0.533%
19 10.154 2810 2819 2826 rBV10 4999 8790 1.71% 0.163%
20 10.238 2833 2845 2864 rVB2 77208 138233 26.88% 2.560%
21 10.643 2961 2971 2979 rVB2 4704 8204 1.60% 0.152%
22 10.756 2994 3006 3020 rVB2 10530 20435 3.97% 0.378%
23 11.045 3088 3096 3103 rBV2 4429 7573 1.47% 0.140%
24 11.270 3155 3166 3185 rBV 303228 489077 95.09% 9.057%
25 11.383 3193 3201 3206 rBV10 4123 6552 1.27% 0.121%
26 11.646 3267 3283 3304 rVB 279202 514326 100.00% 9.525%
27 11.958 3373 3380 3389 rBvV 5745 9607 1.87% 0.178%
28 12.067 3402 3414 3426 rBV5 30655 52005 10.11% 0.963%
29 12.157 3432 3442 3444 rBVS 5834 8774 1.71% 0.162%
30 12.193 3444 3453 3466 rVV3 45863 84169 16.36% 1.559%
31 12.267 3466 3476 3492 rVB3 39761 92617 18.01% 1.715%
32 12.411 3509 3521 3528 rBV3 12719 22725 4.42% 0.421%
33 12.495 3537 3547 3557 rBV7 22185 35982 7.00% 0.666%
34 12.746 3614 3625 3637 rBV7 18496 32624 6.34% 0.604%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072320\
Data File : VV017621.D

Aca On 23 Jul 2020 23:03

Operator : SY/MD

Sample : L3398-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 31 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_V\METHOD\SOMVTRO72320WMA .M
Title - TRACE VOA SOMO1.0

35 12.817 3641 3647 3656 rVB10 10945 17165 3.34% 0.318%
36 12.894 3662 3671 3673 rBV9 9665 12409 2.41% 0.230%
37 12.968 3686 3694 3702 rBV9 6675 9863 1.92% 0.183%
38 13.029 3702 3713 3727 rBV6 38940 81610 15.87% 1.511%
39 13.096 3728 3734 3739 rBV7 8431 12986 2.52% 0.240%
40 13.183 3752 3761 3768 rVB4 8013 12666 2.46% 0.235%
41 13.292 3787 3795 3801 rBV4 7296 10168 1.98% 0.188%
42 13.402 3821 3829 3832 rBV4 3816 5967 1.16% 0.111%
43 13.505 3852 3861 3868 rBV4 17414 26041 5.06% 0.482%
44 13.556 3870 3877 3884 rVv4 4519 7235 1.41% 0.134%
45 13.823 3953 3960 3964 rBVS 4224 5867 1.14% 0.109%
46 13.897 3974 3983 3994 rVBS8 7569 14254 2.77% 0.264%
47 14.321 4113 4115 4125 rVB10 5230 5892 1.15% 0.109%
48 14.460 4149 4158 4168 rBV10 9103 16963 3.30% 0.314%
49 14.604 4194 4203 4211 rBV10 6188 12720 2.47% 0.236%

Sum of corrected areas: 5399894
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072320\
Data File : VV017621.D

Aca On : 23 Jul 2020 23:03

Operator : SY/MD

Sample : L3398-03

Misc - 25.0mL/MSVOA V/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVTRO72320WMA .M
- TRACE VOA SOM01.0

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VW017621.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072320\
Data File : VV017621.D

Aca On 23 Jul 2020 23:03

Operator : SY/MD

Sample : L3398-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 Adamantane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.07 0.53 ug/L 52005 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 91
2 Adamantane 136 C10H16 000281-23-2 90
3 2H-Inden-2-one. 1.4.5.6.7.7a-hex... 136 C9H120 039163-29-6 80
4 Adamantane 136 C10H16 000281-23-2 74
5 1,3-Cyclohexadiene, 5-butyl- 136 C10H16 030168-57-1 50
Abundance Scan 3415 (12.071 min): VV017621.D (-3402) (-) m/z 136.10 100.00%
79
5000
41 N
; 121 299 11.80 12.00 12.20 12.40
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15684: Adamantane
136
5000 93
11.80 12.00 12.20 12.40
41 67 m/z 93.10 47 .11%
121
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
136
79
11.80 12.00 12.20 12.40
5000 m/z 80.10 30.72%
39 94
55 121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #16530: 2H-Inden-2-one, 1,4,5,6,7,7a-hexahydro-
136 11.80 12.00 12.20 12.40
m/z 135.10 30.69%
9 108
5000 39
5
(o} e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072320\
Data File : VV017621.D

Aca On 23 Jul 2020 23:03

Operator : SY/MD

Sample : L3398-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 Naphthalene, decahydro-, cis- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.19 0.86 ug/L 84169 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 97
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 95
3 Naphthalene. decahvdro- 138 C10H18 000091-17-8 94
4 Spirol4.51decane 138 C10H18 000176-63-6 90
5 Naphthalene, decahydro- 138 C10H18 000091-17-8 90
Abundance Scan 3452 (12.190 min): VV017621.D (-3444) (-) m/z 81.10 100.00%
67 81 96 138
41
5000
55
| i 1180 1200 1220 1240 12,60
48 119 128 : : : : :
ol !n.,.-."..';:-..'!,"...,|.": .,:!.!|,'..:.-,-....,..!.',.... m/z 67.05 98.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16915: Naphthalene, decahydro-, cis-
67 81 96
138
41
5000
55 109 11.80 12.00 12.20 12.40 12.60
27 ‘ m/z 138.10 91.17%
0 ..|....|....|....|....|....|....|.7.4:....8.8.. : ....l....,l.z.:g..,....‘,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67 96 138
81
11.80 12.00 12.20 12.40 12.60
5000 41 m/z 96.05 86.62%
> 109
27
0 88 123
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16888: Naphthalene, decahydro-
67 81 96 138 11.80 12.00 12.20 12.40 12.60
m/z 82.05 68.95%
5000
S5 109
27
Los Tl ‘74 <3<
m/z--> 10 20 30 40 50 éo 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072320\
Data File : VV017621.D

Aca On 23 Jul 2020 23:03

Operator : SY/MD

Sample : L3398-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-n-butyladamantane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.27 0.95 ug/L 92617 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-n-butvladamantane 192 C14H24 014449-41-3 80
2 1-Adamantanecarboxvlic acid chlo... 198 C11H15CIO 002094-72-6 72
3 I1.2.41Thiadiazole. 5-amino-3-(a... 267 C12H17N3S2 1000316-42-5 72
4 1H-Pvrazole-3-carboxvlic acid. 1... 345 C19H27N303 1000351-30-4 72
5 Propan-1-one, 1-(l-adamantanyl)-... 249 C14H19NOS 313231-18-4 64

Abundance Scan 3477 (12.270 min): VV017621.D (-3466) (-) m/z 135.10 100.00%
135
5000
93
a 9 150 L IR SN UL UL
| 55 | ]I | ] 720 267 12.00 12.20 12.40 12.60
0...,....i..“ sl e e m/z 93.00 27.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54681: 1-n-butyladamantane
135
5000
12.00 12.20 12.40 12.60
m/z 78.95 21.47%
0 ﬁs L, 7‘9 9\‘3 1(\)7 ‘ 192
mz> 90 40 60 80 100 120 140 160 180 200 230 240 240
Abundance
135
12.00 12.20 12.40 12.60
5000 m/z 150.00 17 .04%
79
39 % 107
53
ol15 173 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116187: [1,2,4]Thiadiazole, 5-amino-3-(adamantan-1-ylsulf...
135 12.00 12.20 12.40 12.60
m/z 41.00 13.14%
5000 "
M 93
‘ ‘ 267
S A 30 ISP QN -V S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 00 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072320\
Data File : VV017621.D

Aca On 23 Jul 2020 23:03

Operator : SY/MD

Sample : L3398-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 3,9-Epoxy-p-mentha-1,8(10)-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.03 0.83 ug/L 81610 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.9-Epoxv-p-mentha-1.8(10)-diene 150 C10H140 1000111-14-8 81
2 Naphthalene. 1.2.3.4.4a.5.6.7-oc... 150 C11H18 013943-77-6 80
3 Cvclohexanone. 2-(2-butvnvI)- 150 C10H140 054166-48-2 68
4 p-Cvmen-7-ol 150 C10H140 000536-60-7 68
5 2,5-Dimethyl-3-isopropylpyrazine 150 C9H14N2 013610-20-3 64
Abundance Scan 3713 (13.029 min): VV017621.D (-3702) (-) m/z 135.05 100.00%
135
150
79
5000
93
41 55 107
121 12.80 13.00 13.20 13.40
ol o 28 | "m/z 150.20 74.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23777: 3,9-Epoxy-p-mentha-1,8(10)-diene
35
79
5000
122 | 459 12.80 13.00 13.20 13.40
‘ m/z 79.00 59.36%
o “WL\W HM‘W 1T A O
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
135
03 150 12.80 13.00 13.20 13.40
5000 79 m/z 67.05 44 _19%
108121
41
27 55
O T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23760: Cyclohexanone, 2-(2-butynyl)-
135 12.80 13.00 13.20 13.40
- m/z 93.00 32.48%
5000 79 150
41
i Wi
o) 141 ‘ M\H MH‘ “H “H \H HH l II‘\II R
m/z--> 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV072320\
Data File : VV017621.D

Acq On 23 Jul 2020 23:03

Operator : SY/MD

Sample - L3398-03

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA_M
Quant Title : TRACE VOA SOM01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Adamantane 12.07 0.5 ug/L 52005 3 11.27 489077 5.0
Naphthalene, deca... 12.19 0.9 ug/L 84169 3 11.27 489077 5.0
1-n-butyladamantane 12.27 0.9 ug/L 92617 3 11.27 489077 5.0
3,9-Epoxy-p-menth... 13.03 0.8 ug/L 81610 3 11.27 489077 5.0

SOMVTRO72320WMA_M Fri Jul 24 19:08:21 2020 Page: 8



