LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO91024WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@37461.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.076 306 322 334 rBvV2 584425 1233709 4.08% 1.019%
2 2.433 416 433 463 rBV 5822060 10993241 36.38% 9.081%
3 3.568 766 786 817 rVV 5125136 13061154 43.22% 10.789%
4 3.789 831 855 894 rBv4 342361 1366110 4.52% 1.128%
5 4.246 981 997 1002 rBV 166229 375321 1.24% 0.310%
6 4.298 1007 1013 1045 rVB2 277179 688050 2.28% 0.568%
7 4.664 1106 1127 1169 rBV 5368095 13760142 45.54% 11.366%
8 4.950 1203 1216 1233 rBV2 369295 950628 3.15% ©.785%
9 5.137 1249 1274 1332 rVB 11673041 30218596 100.00% 24.961%
10 5.529 1386 1396 1425 rBV 333463 729563  2.41% 0.603%
11 5.986 1526 1538 1542 rBV 228926 408399 1.35% 0.337%
12 6.114 1565 1578 1588 rBV2 850167 1717970 5.69% 1.419%
13 6.172 1588 1596 1604 rVV2 622844 1261109 4.17% 1.042%
14 6.220 1604 1611 1626 rVB 605503 1248700 4.13% 1.031%
15 6.378 1645 1660 1675 rVB 536136 1193076 3.95% ©.985%
16 6.571 1703 1720 1741 rVB 6661464 13440991 44.48% 11.102%
17 6.693 1742 1758 1775 rBV 8795244 17755795 58.76% 14.667%
18 6.799 1777 1791 1805 rVB5 163500 436442 1.44% 0.361%
19 6.883 1805 1817 1823 rBV2 224585 457334 1.51% 0.378%
20 7.185 1897 1911 1922 rBV 750201 1688300 5.59% 1.395%
21  7.240 1922 1928 1946 rVB 419360 796205 2.63% 0.658%
22 7.767 2081 2092 2101 rBV 974835 1741535 5.76% 1.439%
23 8.024 2161 2172 2179 rBV 613994 1064607 3.52% 0.879%
24  8.317 2256 2263 2284 rVB3 182555 402800 1.33% 0.333%
25  8.439 2290 2301 2315 rBvV4 272732 492860 1.63% 0.407%
26 8.780 2399 2407 2418 rBV 628427 993571 3.29% 0.821%
27 10.149 2822 2833 2848 rVB 235343 452645 1.50% ©.374%
28 11.181 3143 3154 3180 rVB 646232 1064915 3.52% ©0.880%
29 11.558 3255 3271 3290 rBV3 567487 1069506 3.54% 0.883%

Sum of corrected areas: 121063274
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV037461.D\data.ms
1le+07
8000000

2.433
6000000 3568 4.664

4000000

2000000

2.076 3789 926,378

45288 4.950 5.529 598

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘ ‘ ‘\\\\‘\\\\‘\\\‘\\ ‘/\\\/\\\’—m\\\\rﬁ’urﬂu‘umuﬁ—mﬁr
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 540560580600620 6.40

Abundance TIC: VV037461.D\data.ms

1le+07
6.693

8000000
6000000
4000000

2000000
7.767
20

f-% 8.024 8.780 11.181 11.558
ol e N R 10,149 A TR

T
Time--> 700 150 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV037461.D\data.ms

1le+07

8000000

6000000

4000000

2000000

T T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.433  75.34 ug/L 10993200 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
Abundance Scan 433 (2.433 min): VV037461.D\data.ms (-416) (-) m/z 43.00 100.00%
43.0
5000
71.1
e EARRREaEREEE L
55.0 86.1 2.20 2.40 2.60 2.80
0l et i m/z 41,95 87.21%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000
71.0 2.20 2.40 2.60 2.80
970 m/z 41.00 38.42%
. 55.0
O\\\‘\\\\‘]\-'\5\.9‘\\\‘\“\\\\‘i}\\‘\‘\‘\\‘\\\\‘\\\\‘\8\61\()‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2053: Butane, 2,3-dimethyl-
42.0
o RRREmEaEEEE
2.20 2.40 2.60 2.80
5000 m/z 71.10 28.33%
71.0
27.0
55.0 86.0
0 15 0 ‘ Il Il ‘ ‘
R R L B

m/z--> 0O 10 20 30 40 50 60 70 80 90

Abundance #2054: Butane, 2,3-dimethyl-

43.0 2.20 2.40 2.60 2.80

m/z 38.95 16.48%

5000
27.0
150 71.0
oL 10 | 55.0 86.0

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.568 89.51 ug/L 13061200 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 94
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
3 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 59
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 59

Abundance Scan 786 (3.568 min): VV037461.D\data.ms (-766) (-) m/z 43.00 100.00%

3.0
5000
85.0
R e R o
‘ 3.20 3.40 3.60 3.80
Ol 2068 /7 57,00 93.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4479: Pentane, 2,4-dimethyl-
43.0
5000
85.0 3.20 3.40 3.60 3.80
m/z 55.95 52.85%
015.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4474: Pentane, 2,4-dimethyl-
43.0
3.20 3.40 3.60 3.80
5000 m/z 41.00 50.28%
85.0
0 |
0 et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #111144: Oxalic acid, butyl isohexyl ester
43.0 3.20 3.40 3.60 3.80
m/z 85.05 29.17%
5000 85.0
btk 1290
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44

Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: C:\Database\NIST20.L

LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA .M
: TRACE VOA SFAM1.0

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
4.298 4.72 ug/L 688050 1,4-Difluorobenzene 5.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 78
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 72
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 50
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 42
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 42
Abundance Scan 1013 (4.298 min): VVO37461[ndmalns(1007)() m/z 43.00 100.00%
43.0 71.
5000
85.1
A RAREE e R ARAR
I 5‘7 0 080 4.00 4.20 4.40 4.60
0 b e el e b et - m/z 0 71.08 99.08%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4481: Pentane, 3,3-dimethyl-
43.0
71.0
5000 LN L B BN LR
4.00 4.20 4.40 4.60
29.0 85.0 m/z 41.00 31.67%
ol 20 150 ) \‘ 570 | 100.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4482: Pentane, 3,3-dimethyl-
43.0
71.0
4.00 4.20 4.40 4.60
5000 m/z 70.10 29.68%
26.0 85.0
obe350 L T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4475: Pentane, 3,3-dimethyl- T mmmn e R
43.0 4.00 4.20 4.40 4.60
m/z 85.10 27.14%
71.0
5000
29.0 85.0
10 180 | || 570 1000
T e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA .M
: TRACE VOA SFAM1.0

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.664 94.30 ug/L 13760100 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 94
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50
Abundance Scan 1127 (4.664 min): VV037461.D\data.ms (-1106) (-) m/z 56.00 100.00%
56.0
5000
H L] 851 4.40 4.60 4.80 5.00
ol e 2070 nyz 43,00 71.69%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4476: Pentane, 2,3-dimethyl-
56.0
5000 L L I L I B IR
29.0 4.40 4.60 4.80 5.00
m/z 57.00 66.54%
‘ 85.0
0 \‘HH‘\\H‘HH“"H“M‘H\\iuu‘uu‘uu‘\\H‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4484: Pentane, 2,3-dimethyl-
56.0
A EaRmanaa
4.40 4.60 4.80 5.00
5000 m/z 41.00 56.62%
29.0
85.0
0 \‘\\\\‘\\u“uﬂ“,\\“m‘u‘\\\‘\\\\‘HHWHWHWHWH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4478: Pentane, 2,3-dimethyl-
56.0 4.40 4.60 4.80 5.00
m/z 71.10 41.41%
85.0
0 20,
m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.137 207.10 ug/L 30218600 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
Abundance Scan 1274 (5.137 min): VV037461.D\data.ms (-1249) (-)| m/z 57.05 100.00%
57.0
5000
41.0
M 43 990 4.80 5.00 5.20 5.40
0L rrrprrrrrrere el e m/z 56.08  34.74%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-
57.0
5000
4.80 5.00 5.20 5.40
41.0 m/z 41.00  24.48%
27,0
0 . ‘ \“ ‘M J, 71.0 85.0 99"° 114.0
H\‘HH‘HH’HH’HH’HH’HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8655: Hexane, 2,2-dimethyl-
57.0
o ARmEa BRI
4.80 5.00 5.20 5.40
5000 m/z 43.00 17.37%
41.0
27.0 M 110 99.0
N
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8660: Pentane, 2,2,4-trimethyl- R RmE e RRREEEY
57.0 4.80 5.00 5.20 5.40
m/z 39.00 7.73%
5000
41.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.114 11.77 ug/L 1717976  1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 93
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 90
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
4 Heptane, 2-methyl- 114 C8H18 000592-27-8 64
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 50
Abundance Scan 1578 (6.114 min): VV037461.D\data.ms (-1565) (-) m/z 56.95 100.00%
43,0 570
5000
71.1 99.0
R S ARARREREE RS,
5.80 6.00 6.20 6.40
[ a
0 H‘_m,ww_m,wm_m,ww_WWW,H m/z 43.00 85.47%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8641: Hexane, 2,5-dimethyl-
57.0
43.0
5000 L B R B R R
99.0 5.80 6.00 6.20 6.40
710 m/z 41.00 43.65%
114.0
O H\‘\H\’H\-\‘H\\‘\\H"HH‘HH\‘\\H"\H\‘\H\‘\\\\‘\\Hj\'l\\’\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8643: Hexane, 2,5-dimethyl-
43.0
57.0
A AN EREEARRES
5.80 6.00 6.20 6.40
5000 m/z 42.00 28.84%
27.0 71.0 99.0
20 | ese | 4o
o e e e s
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8652: Hexane, 2,5-dimethyl- o ARBEREEEE TS
57.0 5.80 6.00 6.20 6.40
43.0
m/z 99.05 26.42%
5000
27.0 71.0 99.0
‘ ‘ ‘ 114.0
0 HWHHMWW‘HLHHMH‘_HWHHLH‘_HWHHM‘HjHWH e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.172 8.64 ug/L 1261110 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 95
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 90
5 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 72
Abundance Scan 1596 (6.172 min): VV037461.D\data.ms (-1588) (-) m/z 43.00 100.00%
3.0 57.0 85.1
5000
7.1 A R
‘ ‘ H | 1101 5.80 6.00 6.20 6.40
0 m,uH,w,wwMm:_HM“mmwH‘wug‘ew m/z 57.00  97.21%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8637: Hexane, 2,4-dimethyl-
430 570
85.0
5000 L L LA B B I
5.80 6.00 6.20 6.40
290 710 m/z 85.10  83.78%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8645: Hexane, 2,4-dimethyl-
43.0
57.0
5.80 6.00 6.20 6.40
5000 85.0 m/z 41.00 55.19%
29.0
71.0
1.0 15\0 | ‘\ ‘ | | ‘ | \” ‘ | 99.0 114.0
R4 RARRARE N L e e LR SR
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8644: Hexane, 2,4-dimethyl- A e AREARRRES
43.0 5.80 6.00 6.20 6.40
57.0 m/z 56.00 46.11%
5000
85.0
29.0
71.0
0 | WLl |, 99.0 114.0
T e e e e e R R R s
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.80 6.00 6.20 6.40

SFAMVTRO91024WMA.M Mon Sep 23 16:36:18 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.220 8.56 ug/L 1248700 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 56
2 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 45
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 40

4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 40
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 40

Abundance Scan 1611 (6.220 min): VV037461.D\data.ms (-1604) (-) m/z 57.00 100.00%

57.0
5000 /\J\
5.80 6.00 6.20 6.40 6.60
99.1 281
ol 59 m/Z 56.00  59.84%
miz--> 0 50 100 150 200 250
Abundance #8666: Pentane, 2,2,3-trimethyl-
57.0
5000 BB R
5.80 6.00 6.20 6.40 6.60
m/z 41.00 23.95%
15.0“ “ | 99.0
0 ’ T T ‘\ \‘ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 0 50 100 150 200 250
Abundance #14608: Pentane, 3-ethyl-2,2-dimethyl-
57.0
R EEE e R R
5.80 6.00 6.20 6.40 6.60
5000 m/z 43.00 7.75%
0 "2‘61‘0\“ L
m/iz--> 0 50 100 150 200 250
Abundance #8676: Butane, 2,2,3,3-tetramethyl- R e RERERRRT
57.0 5.80 6.00 6.20 6.40 6.60
m/z 55.00 6.35%
5000
15,0‘ M 99.0
ol e e e e
m/z--> 0 50 100 150 200 250 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\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 (DEL) Alkane: Cyclic6.378 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.378 8.18 ug/L 1193080 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 90
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
3 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 86
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 83
5 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 83
Abundance Scan 1660 (6.378 min): VV037461.D\data.ms (-1645) (-) m/z 70.00 100.00%
70.0
55.0
5000
41'0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
| ‘ | ‘ 8a.0 97.0 1121 6.00 6.20 6.40 6.60 6.80
O‘H‘H‘W‘H‘_‘Hiﬁ‘wﬂmﬁw‘ﬂ‘Hnwﬂh‘wﬂﬁ,u‘wlu‘_ m/z 55.00 69.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0
5000
41.0 6.00 6.20 6.40 6.60 6.80
27.0 m/z 69.00 24.75%
|l 0 e7o 10
O\\\‘Hr\\’\\\}“\\Hi\‘\\\‘\”\‘\‘\\\”\ ‘\\H‘\H\.\\‘H\‘\’\\\\‘!\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 41.00 24 .34%
41.0
27.0 M ‘ 83.0 97.0 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Hexane, 2-methyl-4-methylene-
55.0 70.0 6.00 6.20 6.40 6.60 6.80
m/z 42.00 18.13%
41.
5000
27.0
83.0 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.571 92.12 ug/L 13441000 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 78
Abundance Scan 1720 (6.571 min): VV037461.D\data.ms (-1703) (-) m/z 43.00 100.00%
43.0 71.0
5000
57.0 R I S
H 6.20 6.40 6.60 6.80
Ol el 971 1AL 71 05 90.21%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
6.20 6.40 6.60 6.80
27.0 57.0 m/z 70.05 64.69%
o L L e 11
\H’HH’HH’HH‘HH‘HH‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
R A RARRARARE
71.0 6.20 6.40 6.60 6.80
5000 m/z 41.00 28.62%
27.0 57.0
0L.20 I \“‘ || 850 99.0 114.0
T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4466: Pentane, 3-ethyl-
43.0 6.20 6.40 6.60 6.80
m/z 55.00 24.25%
5000 71.0
29.0
o 150 | 510 | g50100.0
e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.20 6.40 6.60 6.80

SFAMVTRO91024WMA.M Mon Sep 23 16:36:23 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.693 121.69 ug/L 17755800  1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59

Abundance Scan 1758 (6.693 min): VV037461.D\data.ms (-1742) (-) m/z 43.00 100.00%

43.0
71.1
5000 570 85.0

99.1 6.40 6.60 6.80 7.00
L, Al L~ 113.2 9
0 e e et e m/z 71.10 68.91%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0
57.0 6.40 6.60 6.80 7.00

270 85.0 m/z 70.10  58.56%

2.0 | ‘ 99.0 1130
\H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0

6.40 6.60 6.80 7.00

o

71.0
5000 57.0 85.0 m/z 57.00  49.59%
29.0
0 *H\*Hwl*?f*owH‘*‘WH‘\‘”HW‘HwH*!HH\*l“w??\?w””w &
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 /\
Abundance #8648: Hexane, 3,3-dimethyl- mewm,mwm
43.0 6.40 6.60 6.80 7.00

m/z 85.05 42.70%

5000 570 0 650
29.0
oL 10 180 H Lo 990 44

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
6.799 2.99 ug/L 436442  1,4-Difluorobenzene 5.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 53
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 52
4 endo-Borneol 154 C10H180 000507-70-0 50
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 47
Abundance Scan 1791 (6.799 min): VV037461.D\data.ms (-1777) (-) m/z 95.00 100.00%
95.0
43.0
5000
“‘ ‘ ‘ ‘ 6.40 6.60 6.80 7.00 7.20
ol Al e 28L0 s 43,00 68.16%
miz--> 50 100 150 200 250
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 BB LR R
6.40 6.60 6.80 7.00 7.20
m/z 70.05 53.01%
39.0
0 T T ‘H\ M N‘ T “\ HV \‘H‘ ‘! T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #6744: 1,3-Dimethyl-1-cyclohexene
95.0
s e AR
6.40 6.60 6.80 7.00 7.20
5000 m/z 67.00 30.71%
55.0
‘\ H i \L H“‘ ul ‘
]
miz--> 50 100 150 200 250
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl- M T T
95.0 6.40 6.60 6.80 7.00 7.20
m/z 41.00 26.89%
41.0
5000
o \‘\“ ‘1” ih‘u“\H‘ HU ‘\M ‘
m/z--> 50 100 150 200 250 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\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 1,4-Pentadiene, 2,3,3-trime... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.883 3.13 ug/L 457334  1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 93
2 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 83
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 76
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72
5 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 72
Abundance Scan 1817 (6.883 min): VV037461.D\data.ms (-1805) (-) m/z 95.00 100.00%
95.0
5000
67.0
41.0 110.1
‘ L 6.60 6.80 7.00 7.20
0 H_m_H‘,‘m‘,wﬁﬂ”_m”Hfm‘_‘!u_mw‘_ m/z 67.08  29.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 L B I L B B
67.0 6.60 6.80 7.00 7.20
m/z 41.00 18.83%
290 o5, 110.0 /
O \\‘]\-\5\\0‘\\\“1"\\\\"‘\\\\i‘\‘\‘\\‘\\‘\\‘\\\?‘%\\0\\“\‘\1\‘\\\\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
67.0
410 6.60 6.80 7.00 7.20 .
5000 m/z 110.05 18.03%
27.0
‘ 110.0
0 H‘l““no‘_H!‘,m:‘wm%w MMMU;Mw“‘lwwlw_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 //\A
Abundance #6791 1,4-Pentadiene, 2,3,3-trimethyl- e BamEsEEEssSLEELEEE
95.0 6.60 6.80 7.00 7.20
m/z 55.00 18.00%
67.0
5000 41.0
110.0
27.0 81.0
0 H‘mw‘““,m“;\M?f\q‘mU_HWHHN‘MHH‘MW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.185 8.50 ug/L 1688300 Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 78
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
3 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 64
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 64
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64

Abundance Scan 1911 (7.185 min): VV037461.D\data.ms (-1897) (-) m/z 57.00 100.00%

57.0
5000
41.0 71.0

M ‘ 070 131157, 6.80 7.00 7.20 7.40 7.60
el el e e e % M/Z 56.00  36.99%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14570: Hexane, 2,2,4-trimethyl-
57.0
5000

6.80 7.00 7.20 7.40 7.60
m/z 41.00 25.06%

41.0 71.0
270 | | | 850 9901130
H‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14572: Hexane, 2,2,5-trimethyl-
57.0

6.80 7.00 7.20 7.40 7.60

o

o

5000 ITI/Z 71.05 22.09%
41.0 71.0
27,0 H \ 85.0 113.0
0 HWH_HWHWH“m“m‘;HH‘H(“HHWHWHWHWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0 6.80 7.00 7.20 7.40 7.60

m/z 43.00 15.98%

5000

41.0
71.0

0 “ \ 85.0 113.0157 .0
S S A Y S .- S i 4 £10 8 N —

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44

Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA .M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 5,5-Dimethyl-1,3-hexadiene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.767 8.76 ug/L 1741540  Chlorobenzene-d5 8.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 91
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 78
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 72
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64
Abundance Scan 2092 (7.767 min): VV037461.D\data.ms (-2081) (-) m/z 95.00 100.00%
95.0
5000
67.0 110.1 A -
41.0 10 ‘ 7.40 7.60 7.80 8.00
Obrrprrrprrprerber it B L 2280 0 sz 67.00  24.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
67.0
41.0
5000 L B L R B LA LN R B
7.40 7.60 7.80 8.00
27.0 . .36%
‘ 110.0 m/z 110.10 20.36
O \\‘HH’\HH‘H\}}“H\M\‘}}\‘\\‘\U‘Hfﬂk\H\“\‘\1\‘\\\\1\H\‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
e RARANRERCS A
7.40 7.60 7.80 8.00
5000 67.0 m/z 55.00 10.61%
110.0
39.0 53.0 0 ‘
o220 Mol SO b L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6748: 5,5-Dimethyl-1,3-hexadiene  AAREEEmES T S
95.0 7.40 7.60 7.80 8.00
m/z 93.00 9.62%
5000 27.0 410 67.0
110.0
Oy
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00

SFAMVTRO91024WMA.M Mon Sep 23 16:36:30 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 1,2,4,4-Tetramethylcyclopen... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.317 2.03 ug/L 402800 Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4,4-Tetramethylcyclopentene 124 C9H16 065378-76-9 83
2 Cyclopentane, 2-ethylidene-1,1-d... 124 C9H16 056324-66-4 72
3 1,3-Heptadiene, 2,3-dimethyl- 124 C9H16 074779-65-0 64
4 2,5-Dimethylhex-5-en-3-yn-2-0l 124 C8H120 1000302-74-9 62
5 Cyclohexanol, 3,3,5-trimethyl-, ... 142 C9H180 000767-54-4 56

Abundance Scan 2263 (8.317 min): VV037461.D\data.ms (-2256) (-) m/z 109.00 100.00%

109.0
- \J\JMUU
o 670 1241 Rt oo
‘- M 81.0 | 8.00 8.20 8.40 8.60
Oleepreeerrrrpeer et et ol L wsz 67.60 23.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12221: 1,2,4,4-Tetramethylcyclopentene
109.0
5000 670 L B L L B L B
8.00 8.20 8.40 8.60
410 81.0 124.0 m/z 124.10 16.36%
O H‘H\\‘\2\3}"(‘)\H\‘i‘\‘\\\“\‘\‘\\‘H‘\“‘H\‘{“‘MH‘?E\'\O‘H\‘\}HH‘\!H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #12237: Cyclopentane, 2-ethylidene-1,1-dimethyl-
109.0 \
A
8.00 8.20 8.40 8.60
67.0 9
m/z 69.00 15.31%
5000 41.0
81.0
124.0
‘ ” L Ll 9.0
O et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12205: 1,3-Heptadiene, 2,3-dimethyl- e EARREEE
109.0 8.00 8.20 8.40 8.60
m/z 41.00 14.15%
67.0
5000 124.0
41.0
81.0
27.0 ‘ ‘ ‘ 95.0
0H‘HH‘m‘;“‘H“wm‘“m“HMH‘HM‘}MH““l“wm}uu‘u‘u‘m AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Cyclohexene, 1,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.439 2.48 ug/L 492860 Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1,6-dimethyl- 110 C8H14 001759-64-4 91
2 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 60
3 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 58
4 2,4-Hexadiene, 2,3-dimethyl- 110 C8H14 005678-98-8 55
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 49
Abundance Scan 2301 (8.439 min): VV037461.D\data.ms (-2290) (-) m/z 109.10 100.00%
67 109.1
95.1
81.0
5000 41.0

124.1 A Bt a ™

‘ H‘ ‘H 8.20 8.40 8.60 8.80
o‘wHH,‘HwHu‘w”‘;‘H\wuwmmH!wu“wwlwm m/z 67.60  96.50%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #6739: Cyclohexene, 1,6-dimethyl-

67.0 95.0
81.0
5000 L B B I LN L
41.0 110.0 8.20 8.40 8.60 8.80
270 ‘ m/z 95.10 81.67%
O\\‘HH’\H‘“‘HHMH\M\HH‘\H\‘H\HMH\“\‘\1\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6746: Cyclohexene, 1,2-dimethyl-
67.0
81.0 950 R R ERRRRAREE LRI S
8.20 8.40 8.60 8.80
m/z 81.00 70.38%
5000 L0 1100
27.0
oH_m,m“‘_m}‘H‘;“MH_H“‘HwH‘MH_WH_HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12209: Cyclohexene, 3,3,5-trimethyl- R AR R
67.0 109.0 8.20 8.40 8.60 8.80
m/z 55.00 59.81%
5000 82.0
41.0 124.0
il
0‘W‘Hw‘HW‘HWUHqwuw‘Hhuwhm‘wh‘wu‘ﬂu‘wu‘wu‘  ——
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37461.D

Acqg On : 21 Sep 2024 03:44
Operator : SY/MD

Sample : P4130-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S.. 2.433 75.3 ug/L 10993200 1 5.529 729563 5.0
(DEL) Alkane: S.. 3.568 89.5 wug/L 13061200 1 5.529 729563 5.0
(DEL) Alkane: S.. 4.298 4.7 ug/L 688050 1 5.529 729563 5.0
(DEL) Alkane: S.. 4.664 94.3 ug/L 13760100 1 5.529 729563 5.0
(DEL) Alkane: S.. 5.137 207.1 ug/L 30218600 1 5.529 729563 5.0
(DEL) Alkane: S.. 6.114 11.8 wug/L 1717970 1 5.529 729563 5.0
(DEL) Alkane: S.. 6.172 8.6 wug/L 1261110 1 5.529 729563 5.0
(DEL) Alkane: S.. 6.220 8.6 wug/L 1248700 1 5.529 729563 5.0
(DEL) Alkane: C.. 6.378 8.2 wug/L 1193080 1 5.529 729563 5.0
(DEL) Alkane: S.. 6.571 92.1 wug/L 13441000 1 5.529 729563 5.0
(DEL) Alkane: S.. 6.693 121.7 ug/L 17755800 1 5.529 729563 5.0
Cyclopentene, 1... 6.799 3.0 ug/L 436442 1 5.529 729563 5.0
1,4-Pentadiene,... 6.883 3.1 ug/L 457334 1 5.529 729563 5.0
(DEL) Alkane: S... 7.185 8.5 ug/L 1688300 2 8.780 993571 5.0
5,5-Dimethyl-1,... 7.767 8.8 wug/L 1741540 2 8.780 993571 5.0
1,2,4,4-Tetrame... 8.317 2.0 ug/L 402800 2 8.780 993571 5.0
Cyclohexene, 1,... 8.439 2.5 ug/L 492860 2 8.780 993571 5.0
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