LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 1.306 58 67 78 rvB2 112530 147102 29.33% 3.939%
2 1.634 161 169 183 rBvV 172970 227054 45.28% 6.079%
3 1.814 216 225 245 rVB3 60379 111963 22.33% 2.998%
4 1.904 245 253 262 rBV 17545 23944 4.77% 0.641%
5 1.984 271 278 284 rBV4 10225 14142 2.82% 0.379%
6 2.029 284 292 308 rVB 82571 122851 24.50% 3.289%
7 2.113 310 318 332 rBV2 20923 38298 7.64% 1.025%
8 2.499 420 438 446 rBV5 23124 62668 12.50% 1.678%
9 2.586 457 465 482 rVB3 62789 123884 24.70% 3.317%
10 2.775 513 524 535 rBV3 14464 29208 5.82% 0.782%
11 3.286 673 683 700 rVB2 15911 36708 7.32% 0.983%
12 3.383 700 713 725 rBV6 10762 25568 5.10% 0.685%
13 3.602 766 781 793 rBvVS 12845 29996 5.98% 0.803%
14 3.688 793 808 822 rVvv3 25392 63983 12.76% 1.713%
15 3.782 824 837 853 rVB3 34299 85380 17.03% 2.286%
16 4.373 1008 1021 1033 rBv3 6952 18282 3.65% 0.490%
17 4.479 1043 1054 1069 rvB3 21815 51172 10.20% 1.370%
18 4.698 1106 1122 1133 rBvV3 26238 63181 12.60% 1.692%
19 4.788 1135 1150 1169 rVvB3 80632 213619 42.60% 5.720%
20 4.929 1178 1194 1197 rBvV7 8426 13677 2.73% 0.366%
21 5.071 1226 1238 1246 rBv4 17985 40297 8.04% 1.079%
22 5.122 1249 1254 1269 rvv2 20217 43252 8.63% 1.158%
23 5.254 1270 1295 1313 rVV 194569 501465 100.00% 13.427%
24 5.643 1407 1416 1449 rBv4 22054 83038 16.56% 2.223%
25 5.965 1502 1516 1527 rVB7 7325 17338 3.46% 0.464%
26 6.100 1547 1558 1562 rBV9 9407 17993 3.59% 0.482%
27 6.222 1585 1596 1604 rBV6 17831 34048 6.79% 0.912%
28 6.277 1604 1613 1623 rVvv4 25672 53162 10.60% 1.423%
29 6.331 1623 1630 1638 rVB5 7106 12860 2.56% 0.344%

30 6.675 1721 1737 1752 rBV2 107693 216161 43.11% 5.788%

31 6.798 1759 1775 1787 rBV2 83579 186175 37.13% 4.985%

32 6.859 1788 1794 1811 rVB4 21546 42588 8.49% 1.140%
33 7.193 1887 1898 1912 rVB10 9737 21887 4_36% 0.586%
34 7.283 1912 1926 1935 rBV2 38253 74791 14.91% 2.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 SOM01.0

35 7.341 1936 1944 1958 rVB 24628 43738 8.72% 1.171%
36 7.415 1958 1967 1977 rBV 12394 22691 4.52% 0.608%
37 7.865 2098 2107 2112 rBV6 9214 15580 3.11% 0.417%
38 8.878 2413 2422 2430 rBVY 24618 43478 8.67% 1.164%
39 9.032 2461 2470 2485 rVB3 25406 43457 8.67% 1.164%
40 9.158 2498 2509 2524 rBV 157167 258598 51.57% 6.924%
41 9.244 2526 2536 2553 rVB 8127 18928 3.77% 0.507%
42 9.955 2746 2757 2767 rBV2 9853 14705 2.93% 0.394%
43 10.148 2808 2817 2827 rVB3 11235 19234 3.84% 0.515%
44 10.376 2880 2888 2896 rBV2 13033 19431 3.87% 0.520%
45 10.563 2938 2946 2957 rBV2 18469 27509 5.49% 0.737%
46 10.762 2999 3008 3019 rBVvV2 19781 34013 6.78% 0.911%
47 10.936 3052 3062 3081 rVvB 74578 117271 23.39% 3.140%
48 11.277 3159 3168 3184 rVB3 19166 33977 6.78% 0.910%
49 11.357 3184 3193 3203 rBV2 17221 28021 5.59% 0.750%
50 11.553 3243 3254 3267 rBV3 34162 66445 13.25% 1.779%
51 11.653 3275 3285 3296 rBvVS8 19429 37497 7.48% 1.004%
52 12.042 3398 3406 3415 rBv4 8216 14316 2.85% 0.383%
53 12.138 3428 3436 3445 rBV2 9226 14238 2.84% 0.381%
54 12.910 3666 3676 3686 rVB4 8795 13946 2.78% 0.373%

Sum of corrected areas: 3734808
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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 V\DATA\VV072420\
VV017650.D

24 Jul 2020 15:39

SY/MD

L3395-16

25.0mL/MSVOA V/WATER

11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .M
TRACE VOA SOM01.0

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

1.63 13.67 ug/L 227054 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 90
2 Butane. 2-methvl- 72 C5H12 000078-78-4 80
3 Butane. 2-methvl- 72 C5H12 000078-78-4 64
4 Pentane 72 C5H12 000109-66-0 45
5 1-Hexene 84 C6H12 000592-41-6 36

Abundance Scan 168 (1.631 min): VV017650.D (-161) (-) m/z 43.05 100.00%
4B
57
5000
72 8 20 1.20 1.40 1.60 1.80 2.00
ol > ! m/z 41.05 99.85%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000
1.20 1.40 1.60 1.80 2.00
29 m/z 42.10 79.61%
72
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
57 1.20 1.40 1.60 1.80 2.00
5000 21 m/z 57.05 71.39%
15
2 72
e A UL S UL B B LS W B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #713: Butane, 2-methyl-
43 1.20 1.40 1.60 1.80 2.00
m/z 38.95 37 .80%
57
5000 29
0 'i'}fﬁq"k”'ul'1%I"”I"'W""P"' [rrrrprrrrpTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 (DEL) Alkane: Cyclicl.81 Concentration Rank 11

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

1.81 6.74 ug/L 111963 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 53
2 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 47
3 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 43
4 Pentane 72 C5H12 000109-66-0 43
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 38

Abundance Scan 224 (1.811 min): VV017650.D (-216) (-) m/z 43.05 100.00%
43
5000
55
s7llll 49 .|| o2 7|2 o1 110 1.40 1.60 1.80 2.00 2.20
Ol A0 82 L 8t M2 Tn/z 40.95  66.11Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #577: Cyclopropane, ethyl-
42
55
5000
27 70 1.40 1.60 1.80 2.00 2.20
m/z 42.05 62.98%
1> \y‘ o 62
G S R A S RS RN RS RS LSS RSN SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
32
41 1.40 1.60 1.80 2.00 2.20
5000 m/z 39.00 34 .19%
54 7
47
G S R R S RS AR RS RS LSS RSN SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #581: Cyclopropane, 1,2-dimethyl-, cis-
55 1.40 1.60 1.80 2.00 2.20
m/z 55.00 34 .14%
70
5000 o7 42
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 33

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

1.90 1.44 ug/L 23944 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (E)- 70 C5H10 000646-04-8 87
2 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 86
3 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 86
4 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 86
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86

Abundance Scan 252 (1.901 min): VV017650.D (-245) (-) m/z 55.00 100.00%
55
5000 39 70
1.60 1.80 2.00 2.20
47
o...,....,....,..:'~.:”'..~.';':|.':-.,..-.':',-....,..8.6.,....,....,.1.??,....,..1.??.... m/z 70.10 46.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #562: 2-Pentene, (E)-
55
5000 39 70
1.60 1.80 2.00 2.20
29 ‘ m/z 39.05 39.45%
0'”I}?W'”HP'”=“ﬂﬁJH'ﬁ%mﬁ'”I“”I”'W'”W'“'P”'P'”I””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55
1.60 1.80 2.00 2.20
5000 39 70 m/z 42.00 31.01%
27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #579: Cyclopropane, 1,1-dimethyl-
55 1.60 1.80 2.00 2.20
m/z 40.95 27 .14%
5000 39 70
27
15 ‘
0'”I”MW'JIP'Ak”ﬂﬁJ”'ﬁ%“P'”I“”I”'W'”W'“'P”'P'”I””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 36

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

1.98 0.85 ug/L 14142 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 3-methvl- 70 C5H10 000563-45-1 35
2 1-Butene. 3-methvl- 70 C5H10 000563-45-1 35
3 1-Butene. 3-methvl- 70 C5H10 000563-45-1 25
4 2-Pentene. (E)- 70 C5H10 000646-04-8 22
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 22

Abundance Scan 277 (1.981 min): VV017650.D (-271) (-) m/z 54.95 100.00%
55
5000 39
70
H44 50| 5962 67| 75 1.60 1.80 2.00 2.20 2.40
Olerrrrrerprrrrprerrereprrrprrrrprrerprrrer bbb e e bbb | Mz 39.00  38.83%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #568: 1-Butene, 3-methyl-
55
5000 27 39
1.60 1.80 2.00 2.20 2.40
70 m/z 42.05 28.98%
| 3 5l
s L) A LA LAt RASA LLASY RS SRS SALES AALSS SLAAS LARS SRS SALAN AAARN MRS AR AN
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
55
1.60 1.80 2.00 2.20 2.40
5000 m/z 53.00 27 .25%
27 42 70
o 1 1215 31 38 51 63
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #570: 1-Butene, 3-methyl-
55 1.60 1.80 2.00 2.20 2.40
m/z 41.00 26.70%
5000
o8 39 70
o 15 2 43 5 eaes
m/z--> 0 5 10 fs 20 2% 30 35 40 45 55 55 60 65 70 75 80 85 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 (DEL) Alkane: Cyclic2.03 Concentration Rank 10

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

2.03 7.40 ug/L 122851 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 86
2 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 86
3 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 80
4 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 80
5 2-Methyl-1-butene 70 C5H10 000563-46-2 80

Abundance Scan 292 (2.029 min): VV017650.D (-284) (-) m/z 55.10 100.00%
55
5000 39 70
50 1.60 1.80 2.00 2.20 2.40
o..,....,....,...:;“4.4..;':::.,6.2..'.','..?7.,....?1...., m/z 70.10 43.11%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70
M 1.60 1.80 2.00 2.20 2.40
29 m/z 39.00 35.05%
N H 50, 65,
S L L L S S SIS SURIL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
55
1.60 1.80 2.00 2.20 2.40
5000 70 m/z 41.10 27 .93%
41
29
36 50 63
S L L UL L SO S SIS SURI
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #578: Cyclopropane, 1,1-dimethyl-
55 1.60 1.80 2.00 2.20 2.40
m/z 42.05 21.35%
5000 39 70
27
0"I'ﬁé'l'th"“ll”"%“'l'ﬁ%"l""P"'l"'W
m/z--> 10 20 30 40 50 70 80 90 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 6 unknown-01 Concentration Rank 17

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

2.50 3.77 ug/L 62668 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvlidene- 68 C5H8 018631-83-9 38
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 38
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 38
4 Cvclopropane. 1.2-dimethvl-3-met... 82 C6H10 062338-02-7 35
5 3-Buten-1-ol, 3-methyl- 86 C5H100 000763-32-6 27

Abundance Scan 438 (2.499 min): VV017650.D (-420) (-) m/z 43.00 100.00%
43
67
5000
53
38 ||| || 61 | LZ 86 o1 220 2.40 2.60 2.80
o 1 A1 11 PSRV A 8 v 11 Y E/ m/z 42.00 80.82%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #465: Cyclopropane, ethylidene-
67
39
53
5000 ISR RS AR SRS AR
27 220 2.40 2.60 2.80
‘ m/z 67.10 58.76%
o | 33 | a8 2]/
L LN UL SR UL FURL L SR FURLELL S L
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
220 2.40 2.60 2.80
5000 m/z 41.10 50.41%
71
27 55
15 38 50 65 86
e L S UL S L SR SIS UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1830: Butane, 2,3-dimethyl-
42 220 2.40 2.60 2.80
m/z 39.00 39.33%
5000
71
27
0 15 ‘\32 37M 50‘5\5 65 7 8
m/z--> 10 20 30 40 50 60 70 80 90 ' 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 7 (DEL) Alkane: Cyclic2.59 Concentration Rank 9

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

2.59 7.46 ug/L 123884 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 64
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 64
3 1-Pentene 70 C5H10 000109-67-1 59
4 Cvclopentane 70 C5H10 000287-92-3 50
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 50

Abundance Scan 466 (2.589 min): VW017650.D (-457) (-) m/z 42.05 100.00%
4p
55
5000 70
ESREMLARERE SRR N R
3 51 6165 2 84 220 2.40 2.60 2.80 3.00
O”W“PMPMPWP“W“W“W“WNW'W”W“LW“thLh”W“W“WmWW' m/z 55.05 54.02%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #576: Cyclopropane, ethyl-
42
5000 %5 “qﬂﬂﬂf*"rFﬁi[&Prf¢rf*+¢Tﬁq
27 0 220 240 260 2.80 3.00
15 m/z 41.05 47 .15%
2 \‘ | \‘31 % [ ?1\ 63
e L) L A LA AN LA SRS LA SAAEY Ak ARSI ALY LA AR LA A A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
42
220 2.40 2.60 2.80 3.00
5000 m/z 70.05 40.67%
55
27 70
o 15 31 38 51 62
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #553: 1-Pentene o S T
42 220 2.40 260 2.80 3.00
m/z 39.00 35.94%
55
5000
27 70
o 15 e 88 51 63
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 220 240 260 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 8 1-Butanol, 2-methyl- Concentration Rank 31

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

2.78 1.76 ug/L 29208 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol. 2-methvl- 88 C5H120 000137-32-6 53
2 Butvl iIsocvanatoacetate 157 C7H11NO3 017046-22-9 50
3 5-Methvl-1.5-hexadien-3-ol 112 C7H120 017123-61-4 45
4 Pentane. 3-methvl- 86 C6H14 000096-14-0 45
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 45

Abundance Scan 525 (2.778 min): VV017650.D (-513) (-) m/z 57.05 100.00%
57
41
5000
69 86 2.40 2.60 2.80 3.00 3.20
79 115
o..,....,....,...-':|;!|:-.?f’.'.|.!,-:-:..'-,'....-,-.:.'.,....,....,..-..,....,.... m/z 56.05 78.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2126: 1-Butanol, 2-methyl-
41 57
29
5000 70
240 2.60 2.80 3.00 3.20
m/z 41.00 66 .63%
0"w'”|'“Mi'““““?ﬁwJ\“"ﬁ'“l“ga'“'w'“l“'w'“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
2 4 240 2.60 2.80 3.00 3.20
5000 m/z 43.00 23.21%
ol 15 50 74 86 102 114 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6562: 5-Methyl-1,5-hexadien-3-ol
57 240 2.60 2.80 3.00 3.20
m/z 38.90 19.73%
5000
29 4
[
0"P”'P“'P“'P”?ﬁ”'P”7ﬁ“'P“'P'”P'“P'”P'”P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 240 2.60 2.80 3.00 3.20

SOMVTRO72320WMA .M Wed Jul 29 18:12:16 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 9 Furan, 2,3-dihydro-3-methyl- Concentration Rank 23

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

3.29 2.21 ug/L 36708 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2.3-dihvdro-3-methvl- 84 C5H80 001708-27-6 72
2 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 72
3 3-Penten-2-one. (E)- 84 C5H80 003102-33-8 72
4 3-Penten-2-one 84 C5H80 000625-33-2 64
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 64

Abundance Scan 684 (3.290 min): VV017650.D (-673) (-) m/z 69.05 100.00%
41 69
5000 84
Orrprrrrprrrr e T b e ey m/z 41.05 84.67%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1444: Furan, 2,3-dihydro-3-methyl-
69
41
84
5000
3.00 3.20 3.40 3.60
27 55 m/z 84.05 41 .12%
0 151\8 I ‘31 3\ | u44 ﬁl‘\‘\ 65 | 81\ I
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 69
3.00 3.20 3.40 3.60
5000 m/z 38.95 28.29%
84
27 55
o 1 3033 38 44 51 586265 7477 81
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1412: 3-Penten-2-one, (E)-
3.00 3.20 3.40 3.60
a1 m/z 67.00 20.43%
5000
84
0 22 27313439 | 44 505356 6265 | 73 81
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 | 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 32

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

3.38 1.54 ug/L 25568 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvlene- 84 C6H12 000760-21-4 74
2 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 72
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 72
4 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 72
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 72

Abundance Scan 712 (3.380 min): VV017650.D (-700) (-) m/z 68.95 100.00%
41 69
55
5000 84
||| | 101 162 3.00 320 3.40 3.60 3.80
] R N TR 18 NN A - m/z 41.05 83.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1495: Pentane, 3-methylene-
41 69
55
5000 84
3.00 320 3.40 3.60 3.80
m/z 55.00 55.29%
0 H ‘ MM 1| 1
P”W””P”W””P”W””P“W””P”W””P”W””P”W””P”W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41 69
3.00 320 3.40 3.60 3.80
5000 55 o m/z 84.00 49_.13%
27
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1514: 2-Pentene, 3-methyl-, (2)-
41 69 3.00 320 3.40 3.60 3.80
m/z 39.00 33.18%
5000 55
84
0'PJ“”JLL4L”P”H””P“W””P”W””P”W””P”W””P”W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 3.00 320 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 29

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

3.60 1.81 ug/L 29996 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 80
2 Cvclopropane. 1.2.3-trimethvl- 84 C6H12 042984-19-0 80
3 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 80
4 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 80
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 72

Abundance Scan 781 (3.602 min): VV017650.D (-766) (-) m/z 69.10 100.00%
6o
41
55 84
5000
35 59 65 79 3.20 3.40 3.60 3.80 4.00
Obprrrrrrrrererrreprreerr e !‘:‘.4....,.!!.',]...,.....-!.',-....,.-..'.,-.'.:.,'....,...., m/z 41.05 69.59%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1473: 2-Pentene, 3-methyl-
41 69
5000 55 84 ISR SRS AR
3.20 3.40 3.60 3.80 4.00
27 m/z 55.10 59.30%
0 15 2430 3é‘\‘45 S1 || 6265 | 7781,
i T T A e o e e e o T e A
Abundance
41
3.20 3.40 3.60 3.80 4.00
5000 69 m/z 84.10 53.77%
27 55 84
ol 24 30 3538 44 Sl 586265 | 72 77 81
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1511: 2-Pentene, 3-methyl-, (E)-
4 69 3.20 3.40 3.60 3.80 4.00
m/z 38.95 33.40%
5000 55
84
27
0 3&\ ‘ ﬁl‘\ 65 ! :
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 16

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

3.69 3.85 ug/L 63983 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 78
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 59
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 53
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 50

Abundance Scan 809 (3.692 min): VV017650.D (-793) (-) m/z 43.10 100.00%
43 5
5000
85
3.40 3.60 3.80 4.00
71 100 155
0 .,....,...UL o e o L m/z 57.05 97 .97%
m/z--> 0 20 40 80 100 120 140 160
Abundance #3988: Pentane, 2,4-dimethyl-
43 57
5000
85 3.40 3.60 3.80 4.00
29 m/z 56.00 65.59%
s |1 | o | w
G L L S L 0 L WL S
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
43
57 3.40 3.60 3.80 4.00
5000 m/z 41.00 61.16%
27 85
15 69 100
e L L S S L B WL S
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3998: Butane, 2,2,3-trimethyl- B R e mEEE S S
57 3.40 3.60 3.80 4.00
43 m/z 85.20 34 .00%
5000
29 85
15
0 1 | H ‘\ Il N 69 100
m/z--> 0 20 40 60 80 100 120 140 160 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 13 (DEL) Alkane: Cyclic3.78 Concentration Rank 12

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

3.78 5.14 ug/L 85380 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
3 Cvclohexane 84 C6H12 000110-82-7 64
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 59

Abundance Scan 836 (3.778 min): VV017650.D (-824) (-) m/z 56.00 100.00%
5b
5000 41 69
| | 4, 8 133 3.40 3.60 3.80 4.00 4.20
Obrreprerrrrrrprrre el gl b S e | M/Zz 41.05  50.19%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69

3.40 3.60 3.80 4.00 4.20
28 ‘ m/z 69.10  49.96%
|

‘ 84
I e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance

56

o

41 3.40 3.60 3.80 4.00 4.20
5000 m/z 39.00 34.16%
69 84
29
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1457: Cyclohexane
56 3.40 3.60 3.80 4.00 4.20
41 84 m/z 55.00 27.28%
5000 27
69
15
o N N | 1 ‘,,,,,,,,
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 14 Cyclopentene, 4-methyl- Concentration Rank 19

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

4.48 3.08 ug/L 51172 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 86
2 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 86
3 Cvclopentene. 1-methvl- 82 C6H10 000693-89-0 86
4 1.4-Hexadiene 82 C6H10 000592-45-0 86
5 2,4-Hexadiene, (E,Z)- 82 C6H10 005194-50-3 86

Abundance Scan 1054 (4.479 min): VV017650.D (-1043) (-) 66.95 100.00%
67 ?
5000
82
%9 77 420 4.40 4.60 4.80
0 ..,....,....,....|,|..‘.‘7.;'.|!..,6.27.':-.,...'-.|:|....,...97.,... m/z 82.05 32.68%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1231: Cyclopentene, 4-methyl-
67
5000
- 420 4.40 4.60 4.80
0 m/z 79.00 18.34%
| N ,..:‘.,.. ..,.4§.??....,§2...,. .?Z,‘.... MMM
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
67
420 4.40 4.60 4.80
5000 41 - m/z 39.00 17.92%
27 54
15 32 49 62 77
e S S AL S SIS S UL S S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1238: Cyclopentene, 1-methyl-
67 420 4.40 4.60 4.80
m/z 80.95 13.81%
5000
- 39 82
53
0 15 ‘ “44 ‘\ 58 L1 77 ‘
m/z--> 10 20 30 40 5'0 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

4.79 12.86 ug/L 213619 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 90
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 78
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 72
5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 50

Abundance Scan 1151 (4.791 min): VV017650.D (-1135) (-) m/z 56.05 100.00%
56
43
5000 - /\/\k
A
85 100 440 4.60 4.80 500 5.20
o...,....,....,....;I...,~.'.|.,....!....,..'..,....;....,....,.1.??,....,..1.‘.‘?... m/z 43.05  75.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
5000
29 71 4.40 4.60 4.80 5.00 5.20
m/z 41.05 70.99%
15 L \ 85 100
A R R AR A RRARN LR RN SARAN RALSS SRS LARAS KA AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

—

Abundance
43 56

4.40 4.60 4.80 5.00 5.20

5000 m/z 57.10 66.82%
29 71
o 8 100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3985: Pentane, 2,3-dimethyl- T ../,\. e
3 56 4.40 4.60 4.80 5.00 5.20

m/z 71.05 36.41%

5000
29 71

il 8 100

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 4.40 4.60 4.80 5.00 5.20

-
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 37

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

4.93 0.82 ug/L 13677 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 47
3 Acetic acid. dichloro-. heptvl e... 226 C9H16C1202 083004-97-1 38
4 Aziridine. 2.2-dimethvl- 71 C4HON 002658-24-4 38
5 1-Heptanol 116 C7H160 000111-70-6 37

Abundance Scan 1194 (4.929 min): VV017650.D (-1178) (-) m/z 43.00 100.00%
43
56 70
5000
35 8 100 456 460 4.80 5.00 5.20
o} m/z 70.00 77 .92%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3977: Hexane, 3-methyl-
43
5000 57 70
29 4.60 4.80 5.00 5.20
m/z 56.00 74 .40%
15 L ‘ 50 \ 85 100
o A A RAARA RAARA RARES RRRRS RARAN ARRRA RARRA RSN SRS NARRE A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
460 480 5.00 520
5000 29 57 71 m/z 57.10 69.94%
oL 1 15 50 | 64 788 100
mz-> 0 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #83249: Acetic acid, dichloro-, heptyl ester R EEARE BE
57 4.60 4.80 5.00 5.20
m/z 71.10 69.85%
43
5000 70
29 83
0 . 3\6“\ 50\\ | \‘\ | ‘\ 9\8 111
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 120 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

5.25 30.19 ug/L 501465 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 64
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 64
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 64
4 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 59
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59

Abundance Scan 1294 (5.251 min): VV017650.D (-1270) (-) m/z 57.10 100.00%
57
5000
41
99 5.00 5.20 5.40 5.60
o o) 8 o ue 198206 m/z 56.10 31.65%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57
5000
a1 5.00 5.20 5.40 5.60
m/z 41.05 30.10%
o2 1 ‘M L 69 83 % 114
m/z--> 6 25 40 60 8 100 120 140 160 180 200
Abundance
57
500 520 540 5.60
5000 m/z 43.05 17.83%
09 41
o2 15 6980 P 114
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #7663: Pentane, 2,2,4-trimethyl-
57 5.00 5.20 5.40 5.60
m/z 39.00 12.25%
5000
2 15 J‘ 7183 9 114
m/z--> 0 20 40 6|0 80 1(')0 120 140 160 180 200 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 18 3,5-Dimethylcyclopentene Concentration Rank 35

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

5.96 1.04 ug/L 17338 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvicvclopentene 96 C7H12 007459-71-4 64
2 Cvclopentene. 1.5-dimethvl- 96 C7H12 016491-15-9 59
3 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 59
4 2.4-Hexadiene. 3-methvl- 96 C7H12 028823-42-9 59
5 2-Pentyne, 4,4-dimethyl- 96 C7H12 000999-78-0 59

Abundance Scan 1515 (5.962 min): VV017650.D (-1502) (-) m/z 81.10 100.00%
g1
5000
96
A ‘ | | ‘ | || 560 580 6.00 6.20
o — 'l.l'll .'.',... bl "m/z 55.00 38.54%
m/z--> 10 20 30 80 90 100
Abundance #2894. 3,5- D|methylcyclopentene
5000
5.60 5.80 6.00 6.20
39 53 . % m/z 79.00 30.70%
0 15 \\ “ 45 | W ANAT
R A I S I SIS S IR SIS I W
m/z--> 10 40 50 60 70 80 90 100
Abundance
81
5.60 5.80 6.00 6.20
5000 m/z 39.00 30.07%
27 39 96
53
N AR S S SRR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2911: Cyclopentene, 4,4-dimethyl-
il 5.60 5.80 6.00 6.20
m/z 40.95 29.69%
5000
27 53 9
0...“}é.“...“...“...“...“...“...,”..,”..,”.
m/z--> 10 20 30 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 28

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

6.22 2.05 ug/L 34048 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 50
2 Heptane. 2-methvl- 114 C8H18 000592-27-8 47
3 Heptane. 2-methvl- 114 C8H18 000592-27-8 47
4 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 38
5 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 38

Abundance Scan 1595 (6.219 min): VV017650.D (-1585) (-) m/z 57.00 100.00%
43 g7
5000
99
71 112
| ” I” 85 | 5.80 6.00 6.20 6.40 6.60
| 1 s A PR N S B m/z 43.00 89.86%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7639: Hexane, 2,5-dimethyl-
43
57
5000 NS SRR SRR R
5.80 6.00 6.20 6.40 6.60
27 71 99 m/z 41.05 62.19%
o2 15 “ | 50 64 | 7885 | 114
miz--> 5710 % 30 4 50 60 70 80 8 100 110 120
Abundance
43 57
5.80 6.00 6.20 6.40 6.60
5000 m/z 99.10 30.28%
29
70 9
0 15 36 . 50 77 85 1
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7627: Heptane, 2-methyl-
43 5.80 6.00 6.20 6.40 6.60
57 m/z 39.00 29.94%
5000
29
o 5 | lsoy s
m/z--> 0 10 20 30 4'0 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 20 Oxalic acid, diisohexyl ester Concentration Rank 18

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

6.28 3.20 ug/L 53162 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. diisohexvl ester 258 C14H2604 1000309-32-9 59
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 53
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 53
4 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 53
5 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 47

Abundance Scan 1614 (6.280 min): VV017650.D (-1604) (-) m/z 43.05 100.00%
57 85
5000
70
95 110 6.00 6.20 6.40 6.60
01 a2 o m/z 57.05 86.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #108826: Oxalic acid, diisohexy! ester
43
85
5000
6.00 6.20 6.40 6.60
56 @9 m/z 85.05 84 .99%
ob Bl w8 ars
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
43 600 6.20 6.40 6.60
5000 g5 m/z 41.00 61.94%
29
15 69
L L L W UL L N B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3996: Pentane, 2,2-dimethyl-
57 6.00 6.20 6.40 6.60
m/z 56.10 41.26%
43
5000 85
29
0 Lol 69 | 100
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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

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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 38

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

6.33 0.77 ug/L 12860 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.2.3.5-tetramethvl- 156 C11H24 061868-42-6 28
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 28
3 Azetidine 57 C3H7N 000503-29-7 9
4 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 9
5 Heptane, 4-propyl- 142 C10H22 003178-29-8 9

Abundance Scan 1630 (6.331 min): VV017650.D (-1623) (-) m/z 57.05 100.00%
g7
5000
41
| m e 6.00 620 640 660
0'WH“V“'vJﬁﬂh%“’VHJ““m“w'JL“HV“W'HWH“P“W““l“' m/z 56.00 44.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28452: Heptane, 2,2,3,5-tetramethyl-
57
5000
a1 6.00 6.20 6.40 6.60
29 08 m/z 41.00 32.67%
71 85
0"P'”I”J“'”J“k”lﬁh“'”'L'“I”'W'”lP'”I”'W'”W'”%ﬁ%”I%§ﬁ'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
6.00 6.20 6.40 6.60
5000 a1 m/z 55.00 19.43%
29 99
ol 15 49 71 83 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #196: Azetidine
28 6.00 6.20 6.40 6.60
m/z 50.90 11.04%
57
5000
42
O'W””PJI””W”W””P”W”“P”W””P”W””P”W””P”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

6.68 13.02 ug/L 216161 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 86
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 78
3 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
4 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 74
5 Butane, 1,1"-oxybis[3-methyl- 158 C10H220 000544-01-4 64

Abundance Scan 1738 (6.679 min): VV017650.D (-1721) (-) m/z 43.05 100.00%
a3 71
5000
55
6.40 6.60 6.80 7.00
95
0 ...,....,....,....,....|i!~...,~.'.‘!|.,‘??.-.',.-...,E.‘?..,..~..,19?’..1,?.2..,.. m/z 71.05 88.58%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Pentane, 2,3,4-trimethyl-
43
71
5000
6.40 6.60 6.80 7.00
27 55 m/z 70.10 69.43%
o 15 | 1 e | s 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43 71
6.40 6.60 6.80 7.00
5000 m/z 41.05 38.09%
27 55
0 15 36 63 83 97 114
A I SR IR IR SRR VLI SRR IULI LI NS B SRR B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3981: Pentane, 3-ethyl-
43 6.40 6.60 6.80 7.00
m/z 54.95 29.67%
5000 70
29
55
oL 1 15 ‘w L |.e2 || 77 8s 100
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

6.80 11.21 ug/L 186175 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 83
2 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 74
3 Octane. 4-methvl- 128 C9H20 002216-34-4 64
4 Hexadecane 226 C16H34 000544-76-3 59
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59

Abundance Scan 1776 (6.801 min): VV017650.D (-1759) (-) m/z 43.05 100.00%
43
71
5000 >7 85
36| 99 6.40 6.60 6.80 7.00 7.20
A1 e — m/z 71.10 67.07%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 6.40 6.60 6.80 7.00 7.20
27 85 m/z 70.10 58.77%
o2 15 | \‘_ e
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
6.40 6.60 6.80 7.00 7.20
5000 m/z 57.10 51.63%
57 71
27 85
o 99
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12674: Octane, 4-methyl-
43 6.40 6.60 6.80 7.00 7.20
m/z 41.10 43.29%
5000
29 571 g5
0 "W"'W"'W"Jm"'”h*'ﬂ'JJW"“lL'“I'H”I"%ﬁ'”'l}ﬁ'l“%g?“"
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 22

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

6.86 2.56 ug/L 42588 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 59
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 59
4 Pvrrolidine 71 CAHON 000123-75-1 56
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 53

Abundance Scan 1794 (6.859 min): VV017650.D (-1788) (-) m/z 43.00 100.00%
a3
70
5000
55
0 ...,....,....,....,...--.'|,.:.-.--,..-|'.|-.-,.-..|.--,....,....-,...-.,..:.,..'..,.. m/z 70.10  78.24%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7626: Heptane, 4-methyl-
43
70
5000
6.60 6.80 7.00 7.20
27 55 m/z 71.05 73 .39%
15 H ‘\ ! 1 \‘ ! ?\5 98 1:!-4
o L AR RS R RS RS AR AR RARAS RAARS SARRN RARN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
6.60 6.80 7.00 7.20
5000 1 m/z 41.05 36 .89%
29 55
o 15 62 85 100
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7630: Heptane, 4-methyl-
43 6.60 6.80 7.00 7.20
m/z 42.10 26 .73%
71
5000
29 55
L2 15 | \‘\‘ | 64 | 788 g9 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .M

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

Concentration Rank 34

Peak Number 25 3,4-Heptadiene

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

7.19 1.32 ug/L 21887 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Heptadiene 96 C7H12 002454-31-1 81
2 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 70
3 2.4-Hexadienal. (E.E)- 96 C6H80 000142-83-6 68
4 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 62
5 2-Heptyne 96 C7H12 001119-65-9 52

Abundance Scan 1897 (7.190 min): VV017650.D (-1887) (-) m/z 81.00 100.00%
g1
67
5000 96
||| 46 ||| | || 112 6.80 7.00 7.20 7.40 7.60
Obrr et e T L e Tm/z 67.00 0 57.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2845: 3,4-Heptadiene
41 67 81
5000 53 96
6.80 7.00 7.20 7.40 7.60
m/z 96.10 45_.11%
0 H ““\ 61‘\‘“ ‘ il 11
RS I IO UL UL SULILS IR UNERIUNEEES SRS DR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
81
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 68.00 40.31%
55 96
39
27
15 46 61 75 89
e R S I S I UL L UL UL WS RS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2808: 2,4-Hexadienal, (E,E)-
39 81 6.80 7.00 7.20 7.40 7.60
m/z 79.00 26 .35%
5000 53
27 67 9%
L AT L -0 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

7.28 8.60 ug/L 74791 Chlorobenzene-d5 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 59
2 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 53
3 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 50
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 50
5 Sulfurous acid, 2-ethylhexyl iso... 250 C12H2603S 1000309-18-7 47

Abundance Scan 1925 (7.280 min): VV017650.D (-1912) (-) m/z 57.10 100.00%
57
5000 a1
71
97 113 7.00 7.20 7.40 7.60
o.,....,....'i:|..‘.‘?.-.|..',...-.'!....,.8.4..,...'.,....,.'...,....,....,....,. m/z 56.10 39.44%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12722: Hexane, 2,2,5-trimethyl-
57
5000
7.00 7.20 7.40 7.60
0 A n m/z 41.00 37.48%
ol ‘M 48 | | 7885 95 13 15
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
7.00 7.20 7.40 7.60
5000 M m/z 71.10 24 .24%
29 71
113
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19226: Hexane, 2,2,5,5-tetramethyl-
57 7.00 7.20 7.40 7.60
m/z 43.10 19.60%
5000
0 \“ 50 ||, 64 | 78 85 95 107115 127 137
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 27 5,5-Dimethyl-1,3-hexadiene Concentration Rank 30

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

7.87 1.79 ug/L 15580 Chlorobenzene-d5 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 59
2 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 59
3 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 53
4 trans.trans-3.5-Heptadien-2-one 110 C7H100 018402-90-9 50
5 4-Methyl-1,3-heptadiene 110 C8H14 017603-57-5 50

Abundance Scan 2109 (7.872 min): VV017650.D (-2098) (-) m/z 95.05 100.00%
95
5000
67 110
| 53 || ||| 7.60 7.80 8.00 8.20
S 1 1 RN 1T ',-.h..,....,....',...., m/z 67.00 33.26%
m/z--> 10 20 30 40 50 60 70 100 110
Abundance #5979: 5,5-Dimethyl-1,3- hexad|ene
95
27 67
5000
al 85 7.60 7.80 8.00 8.20
. 110 m/z 110.00 27.49%
0 1\5 ‘ N \‘ L1 “‘\\83 Ml
”I'”'I”"P"W"”I'” |“"w"w"“|'“'|“"w"w
m/z--> 10 20 30 40 70 80 90 100 110
Abundance
95
7.60 7.80 8.00 8.20
5000 27 a1 o 67 m/z 90.80 19.63%
110
77
15 83
e S S U U I UL AL I LA SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5974: 5,5-Dimethyl-1,3-hexadiene
95 7.60 7.80 8.00 8.20
67 m/z 79.00 19.52%
5000
41 110
27
O'W'}§W"'W'"W'"W'"W'"W"'W"'W"'W"'W"'W
m/z--> 10 20 30 40 70 90 100 110 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 24

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

9.24 2.18 ug/L 18928 Chlorobenzene-d5 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 59
2 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 50
3 Sulfurous acid. octvl 2-pentvl e... 264 C13H2803S 1000309-15-7 45
4 Heptane. 5-ethvl-2-methvl- 142 C10H22 013475-78-0 42
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 40

Abundance Scan 2535 (9.241 min): VV017650.D (-2526) (-) m/z 71.10 100.00%
i
43
57
5000
113
85
| | | 97 ‘ 132 9.00 9.20 9.40 9.60
Ob et e L | 'm/z 43.00 66.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19199: Octane, 3,3-dimethyl-
71
43
5000 57
9.00 9.20 9.40 9.60
m/z 57.00 54 _71%
29 ‘ 85 113
0 15 ‘ mn ‘\ dly | 97 \‘ 127
L P SLELELEL UL LA SRR LA DAL WL SRR W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
71
57 9.00 9.20 9.40 9.60
5000 43 m/z 41.00 49.60%
29 113
ol 14 85 o7 127
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #113724: Sulfurous acid, octyl 2-pentyl ester A RaEE SR S
7 9.00 9.20 9.40 9.60
m/z 70.10 36.74%
5000 83
29 113
R O A S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.15 2.83 ug/L 19234 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2.2.4.15.17.17-hexam... 591 C42H86 055470-97-8 50
2 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 40
3 Hexane. 3-ethvl-4-methvl- 128 C9H20 003074-77-9 38
4 Hexane. 1-(Chexvloxv)-5-methvl- 200 C13H280 074421-19-5 37
5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 35
Abundance Scan 2818 (10.151 min): VV017650.D (-2808) (-) m/z 57.00 100.00%
57
5000
%9 9.80 10.00 10.20 10.40
o o B o e N S B B e m/z 41.05 46.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240777: Octadecane, 2,2,4,15,17,17-hexamethyl-7,12-bis(3,..
57
5000 N SUNSUVULE RN

9.80 10.00 10.20 10.40
m/z 56.00 38.13%

99 155 211 267 308 351380 420449478 533 575

O R 2 200 308 351380 420489478 23 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
9.80 10.00 10.20 10.40
5000 m/z 43.00 28.98%
o 98127
T T T T T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12729: Hexane, 3-ethyl-4-methyl-
57 9.80 10.00 10.20 10.40
m/z 71.20 27 .47%
5000
2 99
o | 128
e e e T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 30 Benzene, propyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.38 2.86 ug/L 19431 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 81
2 1.3.5-Cvcloheptatriene. 7-ethvl- 120 C9H12 017634-51-4 72
3 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 59
4 1.2-Ethanediamine. N.N"-bis(phen... 240 C16H20N2 000140-28-3 59
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 53

Abundance Scan 2889 (10.379 min): VV017650.D (-2880) (-) m/z 91.00 100.00%
q1
5000
120
65
39 51 | 78 105 10.00 10.20 10.40 10.60
Ol el e m/z 120.00 23.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9407: Benzene, propyl-
91
5000
10.00 10.20 10.40 10.60
5 120 m/z 65.00 17.01%
15 27 25 | T 105
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
91
105 10.00 10.20 10.40 10.60
5000 m/z 92.00 11.91%
39 120
21 7" 51 65 77
e L L S I WAL WL B SR BN RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #70359: N-Benzyl-2-phenethylamine
91 10.00 10.20 10.40 10.60
120 m/z 78.10 9._42%
5000
65
o 3951 | 77 | 105 | 134 158 178 211
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 31 Mesitylene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.56 4_.05 ug/L 27509 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 94
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 2945 (10.559 min): VV017650.D (-2938) (-) m/z 104.95 100.00%
105
5000 120
39 51 63 7 91 | 10.20 10.40 10.60 10.80
Ol et ettt et m/z 120.00 45.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105
120
5000
10.20 10.40 10.60 10.80
m/z 119.10 14.61%
27 39 5lgges 9L
0“'w'“|“”w'“Jﬁ'“ﬂﬁ'ﬁ““'w'hu“'wh”'w“Ll”“w““'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 10.20 10.40 10.60 10.80
5000 m/z 90.90 10.31%
15 27 % sl g 65 o1
s R A A R RS AN A RS RN AN ALY SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-

10.20 10.40 10.60 10.80
m/z 76.90 10.12%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.20 10.40 10.60 10.80

SOMVTRO72320WMA .M Wed Jul 29 18:13:06 2020 Page: 34



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 32 Benzene, l-ethyl-2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.76 5.01 ug/L 34013 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 87
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 87
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 87
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 83
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 81
Abundance Scan 3007 (10.759 min): VV017650.D (-2999) (-) m/z 105.00 100.00%
105
5000
120
39 gy gy 65 79 10.40 10.60 10.80 11.00
Ol prrrr by ittt sl e bl ettt | Tm/z 119.95  30.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.40 10.60 10.80 11.00
m/z 90.95 11.82%
J15 2 3 sigges T T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 77.10 11.62%
77 91 120
15 27 39 5l o 65
e R A RN ARRRS RARRS RARS LA RS L SRS AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 10.40 10.60 10.80 11.00
m/z 79.00 10.09%
5000
120
J 15 27 Steges T g | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 33 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.94 17.26 ug/L 117271 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
3 Mesitvlene 120 C9H12 000108-67-8 93
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3063 (10.939 min): VV017650.D (-3052) (-) m/z 105.05 100.00%
105
5000 120
39 51, 65 7|7 o1 | 10.60 10.80 11.00 11.20
ARSI [T PRSI | RO | R m/z 120.00 43.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.60 10.80 11.00 11.20
-7 m/z 119.00 13.92%
0 15 27 3\9\ 5\1‘ 58 §\5 L1 3L 98 || D
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105
10.60 10.80 11.00 11.20
5000 120 m/z 77.00 13.52%
77
o 15 % 39 51 5565 8 o8 | 113
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9402: Mesitylene
10.60 10.80 11.00 11.20
m/z 91.00 11.04%
5000
0‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 10.60 10.80 11.00 11.20

SOMVTRO72320WMA .M Wed Jul 29 18:13:11 2020 Page: 36



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 34 Benzene, 1,2,4-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.36 4.12 ug/L 28021 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1l-ethvIl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3194 (11.360 min):W017650.D(d—)3184) ) m/z 105.00 100.00%
105
5000 120
39 51 63 7|7 91 138 11.00 11.20 11.40 11.60
o POV S PSRN | MBI S [ BSSUVIF /MU LA m/z 120.10 42.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 R DL UL B UL B
120 11,00 11.20 11.40 11.60
o 7 e m/z 77.10 14 .23%
oL 15 27 7 Sleg8 | g7 g | 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 119.00 10.85%
120
7 9
15 27 39 5165

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9410: Benzene, 1,2,4-trimethyl-

11.00 11.20 11.40 11.60
m/z 91.00 9.21%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60

SOMVTRO72320WMA .M Wed Jul 29 18:13:13 2020 Page: 37



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 35 Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.55 9.78 ug/L 66445 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 90
3 Indane 118 C9H10 000496-11-7 90
4 Indane 118 C9H10 000496-11-7 83
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 83
Abundance Scan 3253 (11.550 min): VV017650.D (-3243) (-) m/z 117.10 100.00%
117
5000 4\
91
39 g5 63 77 | 103 | 134 11.20 11.40 11.60 11.80
Obrrrrrrrr et bbb el .| M7z 118.10 58.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane
117
5000
11.20 11.40 11.60 11.80
39 58 91 m/z 115.00 36.60%
oL 2| 5T % 77 103,30
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
11.20 11.40 11.60 11.80
5000 m/z 91.00 17.40%
91
39 103
. 27 515865 77 g, 110
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117 11.20 11.40 11.60 11.80
m/z 116.00 13.69%
5000
91
sz W s 8 7 g
m/z--> fo 25 35 4b 55 eb fo éo gb 160 110 150 1§0 150 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 36 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
12.04 2.11 ug/L 14316 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 83
2 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 83
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 80
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 80
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 80

Abundance Scan 3405 (12.039 min): VV017650.D (-3398) (- m/z 118.95 100.00%
119
5000 134
% 103
39 5 65 77 11.80 12.00 12.20 12.40
o} m/z 134.00 39.07%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 11.80 12.00 12.20 12.40
2 % s m/z 91.00 20.77%
15 27 39 5& ?\5 ‘H ‘ M‘ L]
o R A R AR AN REALN AR RAARS RAN AR AALSS R LARAN RAR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
11.80 12.00 12.20 12.40
5000 134 m/z 120.10 16.85%
91
27 A 51 g5 77 105
0‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl-
119 11.80 12.00 12.20 12.40
m/z 103.00 13.89%
5000
134
o7 39 77 91 105
0 '“I?"W'%?'P"hI“"m'“'?%"W'??'P"MI“"J“"I”M'I'JNJ""P'“'I“'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 37 Benzene, l-ethenyl-3-ethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.14 2.10 ug/L 14238 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 81
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 72
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 72
4 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 72
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 72
Abundance Scan 3437 (12.141 min): VV017650.D (-3428) (-) m/z 117.00 100.00%
117
5000
o1 132
41 53 63 75 103 184 11.80 12.00 12.20 12.40
0 R anaan e E m/z 115.00 39.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
11.80 12.00 12.20 12.40
91 m/z 132.10 22 .85%
sawse T T
miz--> 20 40 60 80 100 120 140 160 180
Abundance
ur ., A
1180 12.00 12.20 12.40
5000 o m/z 91.10 18.39%
15 27 39 51 65 77 105
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14048: Benzene, 2-butenyl-
117 11.80 12.00 12.20 12.40
m/z 127.90 11.62%
132
5000 o1
o7 39 51 65 g 104 ‘
0|||||‘|‘||‘|‘||“i”||‘l‘|||H|||‘l||‘l||l‘||l“|‘|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017650.D

Aca On 24 Jul 2020 15:39

Operator : SY/MD

Sample : L3395-16

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 38 Benzene, 1l-methyl-4-(2-prop... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.91 2.05 ug/L 13946 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 87
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 74
3 2.4-Dimethvistvrene 132 C10H12 002234-20-0 74
4 Benzene. (1-methvlenepropvl)- 132 C10H12 002039-93-2 72
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 72
Abundance Scan 3676 (12.910 min): VV017650.D (-3666) (-) m/z 117.00 100.00%
117
5000 132
37 Y51 63 77 g1 104 12.60 12.80 13.00 13.20
0 m/z 132.00 44 .56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
1

12.60 12.80 13.00 13.20
m/z 115.00  41.45%

5000

04
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

117
132 12.60 12.80 13.00 13.20
5000 m/z 130.90  20.31%
91
39 51 65 77
s 2 o 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14041: 2,4-Dimethylstyrene

12.60 12.80 13.00 13.20
m/z 43.85 14.67%

5000

T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV072420\
Data File : VV017650.D

Acq On 24 Jul 2020 15:39

Operator : SY/MD

Sample - L3395-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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]
(DEL) Alkane: Str... 1.63 13.7 ug/L 227054 1 5.64 83038 5.0
(DEL) Alkane: Cyc... 1.81 6.7 ug/L 111963 1 5.64 83038 5.0
(DEL) Alkane: Str... 1.90 1.4 ug/L 23944 1 5.64 83038 5.0
(DEL) Alkane: Str... 1.98 0.8 ug/L 14142 1 5.64 83038 5.0
(DEL) Alkane: Cyc... 2.03 7.4 ug/L 122851 1 5.64 83038 5.0
unknown-01 2.50 3.8 ug/L 62668 1 5.64 83038 5.0
(DEL) Alkane: Cyc... 2.59 7.5 ug/L 123884 1 5.64 83038 5.0
1-Butanol, 2-methyl- 2.78 1.8 ug/L 29208 1 5.64 83038 5.0
Furan, 2,3-dihydr... 3.29 2.2 ug/L 36708 1 5.64 83038 5.0
(DEL) Alkane: Str... 3.38 1.5 ug/L 25568 1 5.64 83038 5.0
(DEL) Alkane: Str... 3.60 1.8 ug/L 29996 1 5.64 83038 5.0
(DEL) Alkane: Str... 3.69 3.9 ug/L 63983 1 5.64 83038 5.0
(DEL) Alkane: Cyc... 3.78 5.1 ug/L 85380 1 5.64 83038 5.0
Cyclopentene, 4-m... 4.48 3.1 ug/L 51172 1 5.64 83038 5.0
(DEL) Alkane: Str... 4.79 12.9 ug/L 213619 1 5.64 83038 5.0
(DEL) Alkane: Str... 4.93 0.8 ug/L 13677 1 5.64 83038 5.0
(DEL) Alkane: Str... 5.25 30.2 ug/L 501465 1 5.64 83038 5.0
3,5-Dimethylcyclo. .. 5.96 1.0 ug/L 17338 1 5.64 83038 5.0
(DEL) Alkane: Str... 6.22 2.0 ug/L 34048 1 5.64 83038 5.0
Oxalic acid, diis... 6.28 3.2 ug/L 53162 1 5.64 83038 5.0
(DEL) Alkane: Str... 6.33 0.8 ug/L 12860 1 5.64 83038 5.0
(DEL) Alkane: Str... 6.68 13.0 ug/L 216161 1 5.64 83038 5.0
(DEL) Alkane: Str... 6.80 11.2 ug/L 186175 1 5.64 83038 5.0
(DEL) Alkane: Str... 6.86 2.6 ug/L 42588 1 5.64 83038 5.0
3,4-Heptadiene 7.19 1.3 ug/L 21887 1 5.64 83038 5.0
(DEL) Alkane: Str... 7.28 8.6 ug/L 74791 2 8.88 43478 5.0
5,5-Dimethyl-1,3-__. 7.87 1.8 ug/L 15580 2 8.88 43478 5.0
(DEL) Alkane: Str... 9.24 2.2 ug/L 18928 2 8.88 43478 5.0
(DEL) Alkane: Str... 10.15 2.8 ug/L 19234 3 11.28 33977 5.0
Benzene, propyl- 10.38 2.9 ug/L 19431 3 11.28 33977 5.0
Mesitylene 10.56 4.0 ug/L 27509 3 11.28 33977 5.0
Benzene, l-ethyl-_... 10.76 5.0 ug/L 34013 3 11.28 33977 5.0
Benzene, 1,2,3-tr... 10.94 17.3 ug/L 117271 3 11.28 33977 5.0
Benzene, 1,2,4-tr... 11.36 4.1 ug/L 28021 3 11.28 33977 5.0
Indane 11.55 9.8 ug/L 66445 3 11.28 33977 5.0
Benzene, 2-ethyl-... 12.04 2.1 ug/L 14316 3 11.28 33977 5.0
Benzene, l-etheny... 12.14 2.1 ug/L 14238 3 11.28 33977 5.0
Benzene, l-methyl... 12.91 2.0 ug/L 13946 3 11.28 33977 5.0
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