LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061320\
Data File : VU038856.D

Aca On : 12 Jun 2020 17:04

Operator : SY/MD

Sample = L2990-02

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\SOMUTRO61220WMA .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 1.504 44 51 67 rvB 237805 236860 7.66% 1.371%
2 1.613 74 85 94 rBvV 141554 158819 5.14% 0.919%
3 1.932 171 184 200 rBvV 104686 148676 4.81% 0.860%
4 2.594 378 390 408 rBV 229721 387480 12.54% 2.242%
5 3.620 693 709 729 rBV3 16845 40956 1.32% 0.237%
6 4.678 1020 1038 1078 rBv2 164273 538611 17.42% 3.117%
7 5.102 1152 1170 1185 rBvV2 192784 419715 13.58% 2.429%
8 5.423 1255 1270 1282 rBV2 27401 61606 1.99% 0.357%
9 5.494 1282 1292 1311 rVB3 14301 32880 1.06% 0.190%
10 5.671 1327 1347 1357 rBv4 92991 215136 6.96% 1.245%

11 5.761 1357 1375 1383 rvv2 393185 1044105 33.78% 6.043%
12 5.806 1384 1389 1404 rVVv 215704 420661 13.61% 2.435%
13 5.880 1405 1412 1424 rVV6 22621 50128 1.62% 0.290%
14 5.951 1425 1434 1447 rVB4 19158 39103 1.27% 0.226%
15 6.279 1522 1536 1567 rBV 364957 717852 23.22% 4._.154%

16 6.719 1659 1673 1696 rBV 237006 526713 17.04% 3.048%
17 7.214 1808 1827 1835 rBV2 22006 44286 1.43% 0.256%
18 7.591 1928 1944 1965 rBV 125944 261261 8.45% 1.512%
19 7.922 2026 2047 2062 rBvV 464067 825532 26.71% 4._.778%
20 8.060 2079 2090 2104 rvB2 36406 68148 2.20% 0.394%

21 8.140 2104 2115 2123 rVV 26662 42140 1.36% 0.244%
22 8.198 2123 2133 2144 rVvV2 105781 185034 5.99% 1.071%
23 8.279 2144 2158 2172 rVB6 53974 133965 4_.33% 0.775%
24 8.655 2259 2275 2308 rBV 707835 1297820 41.99% 7.511%
25 8.828 2316 2329 2340 rVBS8 19286 40976 1.33% 0.237%

26 8.899 2340 2351 2361 rBV2 42787 73539 2.38% 0.426%
27 8.964 2361 2371 2386 rVB 147565 242493 7.85% 1.403%
28 9.436 2503 2518 2537 rBV 538375 924646 29.91% 5.351%
29 9.526 2537 2546 2558 rvv3 58817 106340 3.44% 0.615%
30 9.613 2560 2573 2586 rBV 1480088 2187959 70.78% 12.662%

31 9.690 2586 2597 2615 rVB5 207832 444221 14.37% 2.571%

32 9.822 2626 2638 2648 rVvVv7 21578 40643 1.31% 0.235%
33 9.893 2651 2660 2671 rVB5 20841 35755 1.16% 0.207%
34 10.500 2836 2849 2862 rBV3 25331 43628 1.41% 0.252%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061320\
Data File : VU038856.D

Aca On : 12 Jun 2020 17:04

Operator : SY/MD

Sample = L2990-02

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
Title

> Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .M
- TRACE VOA SOMO1.0

35 10.771 2922 2933 2948 rVB2 190894 311320 10.07% 1.802%

36 10.938 2977 2985 3001 rVB 106771 161807 5.23% 0.936%

37 11.430 3124 3138 3148 rBV3 28688 55332 1.79% 0.320%
38 11.623 3179 3198 3203 rBV2 25995 55365 1.79% 0.320%
39 11.655 3203 3208 3219 rVB3 20625 33801 1.09% 0.196%

40 11.796 3237 3252 3277 rVB2 1303162 3091046 100.00% 17.889%

41 12.021 3308 3322 3329 rBV2 29895 49732 1.61% 0.288%
42 12.076 3329 3339 3341 rVV 89718 126554 4._.09% 0.732%
43 12.105 3341 3348 3360 rVvVv 212049 353870 11.45% 2.048%
44 12.205 3360 3379 3399 rVB 514853 879963 28.47% 5.093%

45 12.594 3491 3500 3505 rBvV2 27438 43198 1.40% 0.250%

46 12.626 3506 3510 3525 rvB2 25291 37206 1.20% 0.215%

47 12.880 3579 3589 3607 rVB3 20585 42233 1.37% 0.244%
Sum of corrected areas: 17279114
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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\VU061320\
VU038856.D

12 Jun 2020 17:04

SY/MD

L2990-02

25.0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .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\VU061320\
Data File : VU038856.D

Aca On : 12 Jun 2020 17:04

Operator : SY/MD

Sample : L2990-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .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 Ethane, 1-chloro-1,1-difluoro- Concentration Rank 4

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

1.50 1.65 ug/L 236860 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1-chloro-1.1-difluoro- 100 C2H3CIF2 000075-68-3 83
2 Propane. 2.2-difluoro- 80 C3H6F2 000420-45-1 43
3 Ethane. 1-chloro-1.1-difluoro- 100 C2H3CIF2 000075-68-3 38
4 Propane. 2.2-difluoro- 80 C3H6F2 000420-45-1 4
5 Benzene, l-nitro-2-(p-methylphen... 247 C13H10FNO3 028987-57-7 1

Abundance Scan 50 (1.501 min): VU038856.D (-44) (-) m/z 65.00 100.00%
65
5000
45 o
1.40 1.50 1.60 1.70 1.80 1.90
o,....,....,..?7.,.:|..5,0....69.-!:.,...??-..'.-.,...??...., m/z 45.00 23.46%
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3570: Ethane, 1-chloro-1,1-difluoro-
65
5000
a5 1.40 1.50 1.60 1.70 1.80 1.90
85 m/z 85.00 12.78%
0~ "}?" l'”'”??l 'l"ﬁ ""qo“l"l' "??“""l"'ggl""l
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
65
1.40 1.50 1.60 1.70 1.80 1.90
5000 m/z 64.00 8.85%
. 27 33 39 ¥ 51 59 80
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3571: Ethane, 1-chloro-1,1-difluoro-
65 1.40 1.50 1.60 1.70 1.80 1.90
m/z 81.00 4 _53%
5000
45
85
0 313 |50 60 72 79 |, 99
mz-> 10 20 30 40 50 60 70 8 90 100 ' 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\VU061320\
Data File : VU038856.D

Aca On : 12 Jun 2020 17:04

Operator : SY/MD

Sample : L2990-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .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: Cyclic5.67 Concentration Rank 5

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

5.67 1.50 ug/L 215136 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 90
2 3-Heptene 98 C7H14 000592-78-9 70
3 4-Pentenal. 2-methvl- 98 C6H100 005187-71-3 53
4 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 46
5 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 38

Abundance Scan 1347 (5.671 min): VU038856.D (-1327) (-) m/z 56.10 100.00%
56 69 o
41
5000
51 77 08 540 560 5.80 6.00
o A |.,‘.33.-:|!,...-.',|..'..,9?.:.',.... m/z 55.10 88.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56
41 69
5000
83 540 5.60 5.80 6.00
27 m/z 69.10 80.48%
0 s e %
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance
41 56
69 5.40 560 5.80 6.00
5000 o m/z 83.10 76 .49%
27
15 51 63 77 83
S I SIS SR SRS SIS UL SUR LI I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3198: 4-Pentenal, 2-methyl-
4 5.40 560 5.80 6.00
m/z 41.00 57 .28%
5000
28 56 6
83
0 |'%§'|" Jﬂl"'lk w"'?%hw"l"'“h' "'i'h" |"??|""
m/z--> 10 20 30 40 50 60 70 80 90 100 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061320\
Data File : VU038856.D

Aca On : 12 Jun 2020 17:04

Operator : SY/MD

Sample : L2990-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .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 Di-sec-butyl ether Concentration Rank 7

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

8.28 0.72 ug/L 133965 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Di-sec-butvl ether 130 C8H180 006863-58-7 50
2 Di-sec-butvl ether 130 C8H180 006863-58-7 50
3 Di-sec-butvl ether 130 C8H180 006863-58-7 45
4 2-Heptanol. 3-methvl- 130 C8H180 031367-46-1 38
5 Fructofuranose, 2,6-anhydro-1,3,... 204 C9H1605 004451-11-0 37

Abundance Scan 2158 (8.279 min): VU038856.D (-2144) (-) m/z 57.00 100.00%
4 57
101
5000
83
| | h‘ 69 | o1 ‘ 112 8.00 820 8.40 8.60
o) NNMBESNSMBSSMBN  POMB 1 NMBENT1 TN - H N m/z 44.95 99.43Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13657: Di-sec-butyl ether
45 57
5000 29
101 8.00 8.20 8.40 8.60
m/z 41.00 53.65%
L. 38 m‘ 8 115 130
R R R AR RS RN RAARN AR RARRS LSS SRS RARSS SRR BRSS!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45
>7 8.00 8.20 8.40 8.60
5000 m/z 101.10 52.02%
29 101
o 38 73 8 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13656: Di-sec-butyl ether A e
4 57 8.00 8.20 8.40 8.60
m/z 55.00 35.64%
5000 101
29
83
ol 15 “‘ 38, ‘w 3 112 130 M
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 8.00 820 840 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061320\
Data File : VU038856.D

Aca On : 12 Jun 2020 17:04

Operator : SY/MD

Sample : L2990-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .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 4-Octanone, 5-hydroxy-3,6-d... Concentration Rank 6

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

8.96 1.31 ug/L 242493 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octanone. 5-hvdroxv-3.6-dimethvl- 172 C10H2002 062759-47-1 72
2 3-Hexanol. 2.3-dimethvl- 130 C8H180 004166-46-5 64
3 3-Pentanol. 3-ethvl- 116 C7H160 000597-49-9 64
4 Hvdrazine. 1l.1-dipropvl- 116 C6H16N2 004986-50-9 64
5 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 64

Abundance Scan 2370 (8.960 min): VU038856.D (-2361) (-) m/z 44.95 100.00%
45 87
5000 69
57 8.60 8.80 9.00 9.20
o..,....,....,..ﬁﬁ..:.,..':':-,....i..?.7.:|.~. Lo 1 "m/z 87.05  90.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #39563: 4-Octanone, 5-hydroxy-3,6-dimethyl-
45
57
5000 87
69 8.60 8.80 9.00 9.20
a1 m/z 43.00 69.32%
0 | 3‘\ A ‘ a7 116
L IR I SN SULIE LA RN UL LRI LSS SRS BAREE BARES SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45 a7
8.60 8.80 9.00 9.20
5000 m/z 69.10 41.69%
27 60
o 18 > 97 115 439
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8365: 3-Pentanol, 3-ethyl-
45 87 8.60 8.80 9.00 9.20
m/z 41.00 33.37%
5000
- 57 69
0"|'%?'|"Jﬂﬂ"?ﬁkk"l'““kW""h"?? T "?ﬁ""l""l""l""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061320\
Data File : VU038856.D

Aca On : 12 Jun 2020 17:04

Operator : SY/MD

Sample : L2990-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .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 6 Pentalene, octahydro- Concentration Rank 8

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

9.53 0.58 ug/L 106340 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro- 110 C8H14 000694-72-4 94
2 Pentalene. octahvdro-. cis- 110 C8H14 001755-05-1 90
3 Pentalene. octahvdro-. cis- 110 C8H14 001755-05-1 90
4 Pentalene. octahvdro- 110 C8H14 000694-72-4 87
5 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 64

Abundance Scan 2547 (9.529 min): VU038856.D (-2537) (-) m/z 67.05 100.00%
67
82
5000
41
| | 54 I I 95 uo o 9.20 9.40 9.60 9.80
0..,....,....,....,....,-.'.|'..,..'..,...':,....,..'..,...:I....,.... m/z 82.10 57.06%
m/z--> 10 20 30 40 50 60 70 90 100 110 120
Abundance #5935: Pentalene, octahydlo—
67
5000 82
9.20 9.40 9.60 9.80
41 m/z 40.95 19.83%
27| >4 95 110
0"P%$W"ml'”'i'”'lw“'ﬁ'hh"hq'”'l”“'P"J"”I'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
67
82 920 940 9.60 9.80
5000 m/z 66.00 15.17%
27 41 54 110
o 33 48 61 || 73 89 95 102
LR NI S SO UL I SO UL UL SIS L B S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5986: Pentalene, octahydro-, cis- R ERER ,’\. T
67 9.20 9.40 9.60 9.80
m/z 79.10 15.13%
5000 82
41
‘ 95 110
L R L S RS RS RS LS LS RS SRS SRS RERR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061320\
Data File : VU038856.D

Aca On : 12 Jun 2020 17:04

Operator : SY/MD

Sample : L2990-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .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 7 n-Butyl ether Concentration Rank 1

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

9.61 11.83 ug/L 2187960 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butvl ether 130 C8H180 000142-96-1 90
2 n-Butvl ether 130 C8H180 000142-96-1 72
3 n-Butvl ether 130 C8H180 000142-96-1 72
4 Sulfurous acid. dibutvl ester 194 C8H1803S 000626-85-7 53
5 Oxalic acid, butyl isobutyl ester 202 C10H1804 1000309-36-9 50

Abundance Scan 2572 (9.610 min): VU038856.D (-2560) (-) m/z 57.05 100.00%
57
5000
i & T s sk sk o
101 : : - : :
0 ...,....,....,....',.-...5,9.'.|:,....,?.3..,...|.,....,-....,.1.1?3.,...1.?9..., m/z 40.95 25.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13643: n-Butyl ether
57
5000 R L L IR B
920 9.40 9.60 9.80 10.00
29 41 a7 m/z 87.10 18.39%
15 “ “‘ i 73 | 101 130
G R R AR AR AR R RS AR RARRA AR RALAN RARAS LARSNARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
9.20 9.40 9.60 9.80 10.00
5000 m/z 56.10 15.69%
29 pn
87
ol 15 50 65 73 101 115 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #l3645:n—Buterther | LI LA L N L B B
57 9.20 9.40 9.60 9.80 10.00
m/z 38.95 6.10%
5000
ag 41
87
0 \‘ .50 ||| 73 101 115 130
m/z--> 10 20 §o Jo 50 60 70 8 90 100 110 120 130 9.20 940 9.60 9.80 10.00

SOMUTRO61220WMA .M Mon Jun 15 11:33:36 2020 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061320\
Data File : VU038856.D

Aca On : 12 Jun 2020 17:04

Operator : SY/MD

Sample : L2990-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .M
TRACE VOA SOM01.0

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 8 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.69 2.40 ug/L 444221 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 6-Azathvmine 127 C4H5N302 000932-53-6 43

2 2H-Azepin-2-one. hexahvdro-4-met... 127 C7H13NO 003623-05-0 37

3 2-Thiophenecarboxaldehvde. oxime 127 C5H5NOS 029683-84-9 14
4 2(1H)-Pvridinethione. 3-hvdroxv- 127 C5H5NOS 023003-22-7 14
5 2(1H)-Pyridinethione, 3-hydroxy- 127 C5H5NOS 023003-22-7 14

Abundance Scan 2597 (9.690 min): VU038856.D (-2586) (-) m/z 59.05 100.00%
59 127
43
69
5000
| | 5 ‘ ‘ | 9.40 9.60 9.80 10.00
o...,....,....,.?.‘i:..-..,-].1!..i....':-...-.'|.|I'..,'..'..~,....|l....,....',...1.‘,‘9..., m/z 127.20 93.08%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11658: 6-Azathymine
AZ
56 127
5000 LA L L L L B L B I
27 9.40 9.60 9.80 10.00
42 m/z 43.00 82.21%
5 g 1 ¥ e |
s S R RRRE
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
30
43 69 9.40 9.60 9.80 10.00
5000 56 127 m/z 56.10 76.96%
o %
o 15 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11729: 2-Thiophenecarboxaldehyde, oxime A W Y
127 9.40 9.60 9.80 10.00
84 m/z 69.05 52.88%
5000
39
110
. 16 28 /50 58 69 | 100
e T e E a matEa|
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061320\
Data File : VU038856.D

Aca On : 12 Jun 2020 17:04

Operator : SY/MD

Sample : L2990-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .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 9 Indane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.10 0.57 ug/L 353870 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Benzene. l-propenvl- 118 C9H10 000637-50-3 83
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 83
4 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 81
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
Abundance Scan 3346 (12.098 min): VU038856.D (-3341) (-) m/z 117.10 100.00%
117
5000
63 o1 1180 12.00 12.20 12.40
39 51 77 103 : : :
O ekt el 293 M 125184 144 98 10 57, 19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8951: Indane

I
LI L L L ) L L L L

11,80 12.00 12.20 12.40
m/z 115.10  33.34%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

117
11.80 12.00 12.20 12.40
5000 m/z 91.10 15.28%
91
39 51 63 77 103

27
oL 15

wmwmmﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8959: Benzene, 2-propenyl-

11.80 12.00 12.20 12.40
m/z 116.10 10.88%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061320\
Data File : VU038856.D

Acq On : 12 Jun 2020 17:04

Operator : SY/MD

Sample - L2990-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethane, 1-chloro-... 1.50 1.6 ug/L 236860 1 6.28 717852 5.0
(DEL) Alkane: Cyc... 5.67 1.5 ug/L 215136 1 6.28 717852 5.0
Di-sec-butyl ether 8.28 0.7 ug/L 133965 2 9.44 924646 5.0
4-Octanone, 5-hyd... 8.96 1.3 ug/L 242493 2 9.44 924646 5.0
Pentalene, octahy... 9.53 0.6 ug/L 106340 2 9.44 924646 5.0
n-Butyl ether 9.61 11.8 ug/L 2187960 2 9.44 924646 5.0
unknown-01 9.69 2.4 ug/L 444221 2 9.44 924646 5.0
Indane 12.10 0.6 ug/L 353870 3 11.82 3091050 5.0
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