LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83967.D

Acqg On : 18 Sep 2024 07:09

Operator : JC\MD

Sample : P3964-06

Misc : 6.26g/1emL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_N\methods\82N©91024W.M

Title : SW846 8260

Signal : TIC: VN@83967.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.318 565 572 586 rVB 126030 419620 1.03% 0.137%
2 7.212 882 894 904 rBV2 211005 602495 1.49% 0.197%
3 8.218 1058 1065 1075 rVV2 735577 1838361 4.53% 0.601%
4 8.324 1075 1083 1093 rVB 363319 921094 2.27% 0.301%
5 8.441 1093 1103 1112 rBV 601238 1357155 3.35% 0.443%

6 8.753 1139 1156 1168 rBV 3518367 8874179 21.
7 8.965 1181 1192 1205 rVB 424775 975544 2
8 9.100 1205 1215 1221 rBV2 550975 1248852 3.08%
9 9.588 1285 1298 1303 rBV2 1398407 3207202 7
9.641 1303 1307 1314 rVB 971921 1769383 4

ORrOoOON
I
[
[¢]
R

11  9.724 1314 1321 1326 rBV 301180 624060 1.54%
12 10.012 1362 1370 1380 rBV 3072473 6025550 14.85%
13 10.141 1380 1392 1398 rBV 4130003 8400236 20.71%
14 10.200 1398 1402 1406 rBV 588065 880555 2.17%

OONR®
N
N
B
xR

15 10.335 1416 1425 1438 rBV 906504 2322333 5.72% 759%
16 10.494 1438 1452 1458 rBV 3218308 5891393 14.52% 1.925%
17 10.565 1458 1464 1470 rBV 736268 1372633 3.38% 0.448%
18 10.741 1487 1494 1501 rVB 864739 1575454  3.88% ©.515%
19 10.924 1517 1525 1530 rBV5 157102 406494 1.00% 0.133%
20 11.006 1530 1539 1547 rVV2 650999 1499956 3.70% 0.490%
21 11.082 1547 1552 1558 rVB2 266249 479995 1.18% ©.157%
22 11.171 1558 1567 1574 rBV ~ 329558 666308 1.64% 0.218%
23 11.271 1574 1584 1592 rBV 528984 1137977 2.81% 0.372%
24 11.571 1631 1635 1639 rBV 274601 458885 1.13% ©.150%
25 11.641 1639 1647 1659 rVB2 1187256 2726334 6.72% ©.891%
26 11.741 1659 1664 1674 rBV 888716 1585191 3.91% ©.518%
27 11.859 1682 1684 1689 rVB2 740399 1036257 2.55% ©.339%
28 11.929 1689 1696 1698 rVV 478184 966114 2.38% 0.316%
29 11.965 1698 1702 1708 rVB 1273422 2070515 5.10% 0.676%
30 12.065 1711 1719 1731 rBV 15763904 30652217 75.56% 10.014%

31 12.300 1753 1759 1764 rBV3 323308 537869 1.33% 0.176%
32 12.394 1766 1775 1782 rVB 2154395 4039624 9.96% 1.320%
33 12.476 1784 1789 1795 rVB2 437522 775180 1.91% ©0.253%
34 12.694 1820 1826 1831 rBV 1489380 2568168 6.33% 0.839%
35 12.824 1840 1848 1855 rVV 2128146 3956495 9.75% 1.293%

36 12.876 1855 1857 1861 rVB 471883 548656 1.35% ©.179%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83967.D

Acqg On : 18 Sep 2024 07:09

Operator : JC\MD

Sample : P3964-06

Misc : 6.26g/1emL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_N\methods\82N©91024W.M
Title : SW846 8260

37 12.929 1861 1866 1871 rVB3 336094 616252 1.52% 0.201%
38 12.988 1871 1876 1879 rBV 694891 1243210 3.06% ©.406%
39 13.035 1879 1884 1888 rVB 1698028 2697055 6.65% 0.881%
40 13.094 1888 1894 1898 rBV 14820843 25133716 61.96% 8.211%

41 13.129 1898 1900 1903 rVV 6198338 8416300 20.75% 2.750%
42 13.171 1903 1907 1917 rVB 8790911 15455062 38.10% 5.049%
43 13.335 1926 1935 1942 rBV 4765306 8427727 20.78%  2.753%
44 13.423 1942 1950 1954 rBV 1732637 3131874 7.72% 1.023%
45 13.482 1954 1960 1966 rBV 25881559 40564885 100.00% 13.253%

46 13.529 1966 1968 1974 rVB 761096 1069748 2.64% 0.349%
47 13.641 1974 1987 1991 rBV3 2060374 5288215 13.04% 1.728%
48 13.718 1996 2000 2002 rBV2 336420 443281 1.09% ©.145%
49 13.823 2008 2018 2031 rVB2 6778569 16993265 41.89% 5.552%
50 13.953 2034 2040 2041 rBV3 1386840 2070712 5.10% 0.677%
51 13.988 2041 2046 2049 rBV2 4469104 8799693 21.69% 2.875%
52 14.106 2062 2066 2074 rBV2 647339 1167136 2.88% 0.381%
53 14.182 2074 2079 2084 rVB 1612165 2632449 6.49% 0.860%
54 14.241 2084 2089 2092 rBV 2491024 4228645 10.42% 1.382%
55 14.270 2092 2094 2099 rVV 2343977 3093239 7.63% 1.011%
56 14.329 2099 2104 2112 rVB 4386174 7036700 17.35%  2.299%
57 14.441 2117 2123 2128 rVB3 1150033 2017032 4.97% ©.659%
58 14.570 2140 2145 2151 rBV 969560 1564541 3.86% ©.511%
59 14.653 2151 2159 2162 rBV 2923524 5055306 12.46% 1.652%
60 14.694 2162 2166 2170 rVB 3183129 4425207 10.91% 1.446%
61 14.735 2170 2173 2177 rVB2 1266248 1626533 4.01% 0.531%
62 14.806 2182 2185 2192 rVB 646876 948478 2.34% 0.310%
63 14.876 2192 2197 2200 rBV 574557 787649 1.94% 0.257%
64 14.923 2200 2205 2209 rBV 1361251 2527481 6.23% 0.826%
65 14.959 2209 2211 2216 rVB2 1086752 1428797 3.52% ©0.467%
66 15.029 2216 2223 2224 rBV3 2222778 4060989 10.01% 1.327%
67 15.094 2232 2234 2243 rVB3 585521 1037164 2.56% ©.339%
68 15.212 2249 2254 2260 rVB4 245019 520788 1.28% ©.170%
69 15.317 2266 2272 2284 rVB3 985685 2519175 6.21% 0.823%
70 15.429 2285 2291 2300 rVB4 652529 1640225 4.04% 0.536%
71 15.594 2313 2319 2320 rBV3 335122 511113 1.26% ©.167%
72 15.635 2321 2326 2334 rVB 2057010 4002148 9.87% 1.308%
73 15.747 2339 2345 2349 rBV2 343940 677301 1.67% 0.221%
74 15.829 2350 2359 2369 rVB3 604028 1774023 4.37% ©.580%
75 15.941 2370 2378 2386 rBV 524936 1287177 3.17% ©0.421%
76 16.123 2405 2409 2421 rVB3 249673 745408 1.84% 0.244%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83967.D

Acqg On : 18 Sep 2024 07:09

Operator : JC\MD

Sample : P3964-06

Misc : 6.26g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_N\methods\82N©91024W.M
Title : SW846 8260

77 16.253 2426 2431 2437 rVV3 267135 596564 1.47% ©.195%
78 16.335 2438 2445 2452 rVB3 359988 910548 2.24% 0.297%
79 16.782 2513 2521 2522 rBV 1394668 2490563 6.14% 0.814%

Sum of corrected areas: 306081708
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\

: VN@83967.D
: 18 Sep 2024 07:09

JC\MD

: P3964-06
. 6.26g/10mL/100uL/5.00m1/MSVOA_N/MEOH
. 43

Sample Multiplier:

. SW846 8260

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

1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M

Abundance
2.5e+07

2e+07

1.5e+07

le+07

5000000

0
Time-->

TIC: VNO83967.D\data.ms

5.318

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 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80

Abundance
2.5e+07

2e+07

1.5e+07

le+07

5000000

Time-->

8.50

8.753

TIC: VN083967.D\data.ms

10.141
10.012

%924

10.494

J\j.gﬁloo 9_. /\
/\]—%\\J\‘\\\‘\\\\‘\

8.28% 84441

9.00 9.50 10.00

1
.@ﬁ%@4bwir.g7l 1‘1%

10.50 11.00 11.50

Abundance
2.5e+07

2e+07

1.5e+07

le+07

5000000

Time-->

12.065

13/129

2.82
12394 694 413 0
1 476

13.

13.482

094

A71

13 335

TIC: VN083967.D\data.ms

15583

.73

15.635

%ﬂéjﬁ?haggﬁgﬂﬁazw4ﬂsﬂ§§§§§§AﬁM¥fi<

12 00 12 50

13 00

13 50

T ‘ T T ‘ T
14.00 14.50 15 00

15. 50 16. 00 16. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83967.D

Acqg On : 18 Sep 2024 07:09

Operator : JC\MD

Sample : P3964-06

Misc : 6.26g/10mL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.753 355.29 ug/l 8874180 1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 64

Abundance Scan 1156 (8.753 min): VN083967.D\data.ms (-1139) (-) m/z 57.05 100.00%

57.0
5000
41.0

99.2 8.40 8.60 8.80 9.00

83.1 114.0 B
bl e S5 E T 140 s 56,10 32.93%

L
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000

410 8.40 8.60 8.80 9.00
‘ m/z 41.05 29.62%

130 210 M 83.0 %0 1140
\H‘HH‘HH‘\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-
57.0

8.40 8.60 8.80 9.00

o

o

5000 m/z 43.10 18.64%
41.0
27,0
020 | J\ 71.0 850 229 1140
P e b S AR e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 jd\
Abundance #8667: Pentane, 2,2,4-trimethyl- H

57.0 8.40 8.60 8.80 9.00
m/z 39.05 10.75%

5000
41.0
27.0
0 130 | J‘ 710 850 990 1140

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83967.D

Acqg On : 18 Sep 2024 07:09

Operator : JC\MD

Sample : P3964-06

Misc : 6.26g/10mL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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 Pentane, 2,3,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.012 241.24 ug/l 6025550  1,4-Difluorobenzene 9.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 78
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 74
Abundance Scan 1370 (10.012 min): VN083967.D\data.ms (-1362) (- | m/z 43.10 100.00%
T 711
5000
57.0 /\/\‘ T 1
‘ H 10.00
bt e 222 AL myz 71010 81.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
10.00
27.0 57.0 m/z 70.10 58.63%
0 H‘HH‘\H“\“\H\‘i!}\\‘\‘\H\‘HHH\H’HH‘\\\\‘\\\\‘]\-\4].9\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14575: Hexane, 3,3,4-trimethyl-
43.0 57.0 71.0
A A
10.00
5000 m/z 41.10 34.64%
29.0
99.0
0 | ‘ ih LA i 850 ‘ 1130 128.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8635: Heptane, 4-methyl- = ‘
43.0 10.00
m/z 55.10 25.09%
71.0
5000
57.0
29.0
J1s0 U || 890 g9 1140
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83967.D

Acqg On : 18 Sep 2024 07:09

Operator : JC\MD

Sample : P3964-06

Misc : 6.26g/10mL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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 3 Hexane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.141 336.32 ug/l 8400240 1,4-Difluorobenzene 9.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 81
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59

Abundance Scan 1392 (10.141 min): VN083967.D\data.ms (-1380) (- | m/z 43.10 100.00%
3.1

9.

711
5000 571
85.1

=

ae ol
1000 1050

99.1
el il T 114.2 m/z 71.10  60.60%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000

o

10.00 10.50
27.0 57.0 m/z 70.10 60.06%
O H\‘\H\’HH‘\H‘}“HH"‘!}H‘\‘\H\‘HHHH\‘\\\\‘HH‘HH]-‘]\-%.\(?H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4468: Hexane, 3-methyl-
43.0
I M
10.00 10.50
5000 70.0 m/z 57.10 40,82%
29.0
15.0 ‘\ 85.0 100.0
Ot e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl-
43.0 10.00 10.50

m/z 41.10 39.57%

71.0
5000
29.0
“ ‘ 57.0
ol 10 180 | I 85.0 g9 114.0

—= =5
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83967.D

Acqg On : 18 Sep 2024 07:09

Operator : JC\MD

Sample : P3964-06

Misc : 6.26g/10mL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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 4 Heptane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.335 92.98 ug/l 2322330 1,4-Difluorobenzene 9.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 64
3 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 59
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 58
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 50
Abundance Scan 1425 (10.335 min): VN083967.D\data.ms (-1416) (- | m/z 43.05 100.00%
43.0
85.1
5000
69.0 114.2 10.00 10.50
(| R w‘“‘\ o TTT1808 sz 57.180 93.31%
m/z--> 20 40 60 80 100 120 140
Abundance #8629: Heptane, 3-methyl-
43.0
85.0
5000 e -
10.00 10.50
m/z 85.10 77.96%
27,0
‘ U ‘ 70.0 114.0
O\\\‘\\\\‘}\\\“\\H‘\\‘\‘\\\‘\\\‘\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22121: Heptane, 3,4,5-trimethyl-
43.0 j\
— ——
85.0 10.00 10.50
5000 m/z 41.10 68.80%
69.0
ol 2P O 1130 1420
et
miz--> 20 40 60 80 100 120 140
Abundance #14602: Pentane, 3-ethyl-2,4-dimethyl- = =L
43.0 10.00 10.50
m/z 56.10 67.75%
5000 85.0
270 69.0
ST A P R Y N
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83967.D

Acqg On : 18 Sep 2024 07:09

Operator : JC\MD

Sample : P3964-06

Misc : 6.26g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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 Hexane, 2,2,5-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.494 284.26 ug/l 5891390 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
2 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
3 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 53
4 Hexane, 2,2,5,5-tetramethyl- 142 C1eH22 001071-81-4 45
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 43
Abundance Scan 1452 (10.494 min): VN083967.D\data.ms (-1438) (- | m/z 57.10 100.00%
57.1
39 ‘ 10.50
113.2 :
Obrr bl 4790 980 T 7 se.10 36.31%
miz--> 20 40 60 80 100 120 140 160
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
5000 T
10.50
29.0 ‘ m/z 41.10 31.23%
‘ 113.0
85.0
O\\\\‘\\\\‘\\\w‘\\“\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\
miz--> 60 80 100 120 140 160
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
=L
10.50
5000 m/z 71.05 22.18%
85.0
0 21 l w | 1130 1410
R o e e et e T
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #14547: Heptane, 2,2-dimethyl- ]
57.0 10.50
m/z 43.10 17.40%
5000
29.0
ol120 H L, | sso 1180 I
R “““ [ e —
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83967.D

Acqg On : 18 Sep 2024 07:09

Operator : JC\MD

Sample : P3964-06

Misc : 6.26g/10mL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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 Octane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.741 76.02 ug/l 1575450  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 91
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 80
3 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 72
4 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 59
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 59
Abundance Scan 1494 (10.741 min): VN083967.D\data.ms (-1487) (- | m/z 43.10 100.00%
43.1
H H 67u1 114.2 10.50 11.00
Ol ook S0 L2452 s 4110 56.22%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8620: Octane
43.0
5000 e AN
10.50 11.00
85.0 m/z 85.05 48.27%
114.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
— —
10.50 11.00
5000 85.0 m/z 57.10 41.09%
wiso | Jes | wso
m/z--> 20 40 60 80 100 120 140 160
Abundance #127948: Oxalic acid, isohexyl pentyl ester ‘ —r
43.0 10.50 11.00
m/z 71.05 31.51%
5000
85.0
oL 260 H\W I 67‘&) “ 1290 161.0
A B e R B
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83967.D

Acqg On : 18 Sep 2024 07:09

Operator : JC\MD

Sample : P3964-06

Misc : 6.26g/10mL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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 Hexane, 2,3,5-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.006 72.37 ug/l 1499960 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 72
2 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 64
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 62
4 Nonane, 5-methyl- 142 C1eH22 015869-85-9 59
5 Pentane, 2,3,3,4-tetramethyl- 128 C9H20 016747-38-9 53
Abundance Scan 1539 (11.006 min): VN083967.D\data.ms (-1530) (- | m/z 43.10 100.00%
43.1
85.0
5000
57.1 ) 4 o :
| Y A C P
0“_H‘_H‘_Hw‘mWJHW‘HW‘HWMJWH‘WH‘WH‘WH‘WHH m/z 85.05 58.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14577: Hexane, 2,3,5-trimethyl-
43.0
85.0
5000 — 0 :
57.0 11.00
27.0 71.0 m/z 41.10 40.94%
LA
O H‘\}“H‘HHM\H‘\}H‘HH‘HH}\H\‘\H\’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14606: Pentane, 3-ethyl-2,4-dimethyl-
43.0
T \
11.00
5000 85.0 m/z 84.10 36.88%
57.0
0 \“ H‘ 710 ‘ 99.0 113.0 128.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl- e ‘
43.0 11.00
m/z 55.10 24.53%
5000 84.0
57.0
0 M‘ H‘ n‘ 99.0 113.0 128.0
H‘HH‘HH_‘HM‘HM‘H_H‘_H‘_HW‘HW‘HW‘HWH‘WH“ o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83967.D

Acqg On : 18 Sep 2024 07:09

Operator : JC\MD

Sample : P3964-06

Misc : 6.26g/10mL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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 Octane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.641 131.55 ug/1 2726330  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 80
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
3 Dodecane, 5-methyl- 184 C13H28 017453-93-9 59
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 59
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
Abundance Scan 1647 (11.641 min): VN083967.D\data.ms (-1639) (- | m/z 43.10 100.00%
43.1
L s 1200
113.2 : :
owm“,‘:H‘H‘,w‘mchl‘_mu_l‘%l_“l??-?m m/z 41.10  44.86%
miz--> 20 40 60 80 100 120 140 160
Abundance #14531: Octane, 2-methyl-
43.0
5000 S ——
11.50 12.00
710 m/z 57.10  44.71%
Ozelb’191.0113.0
miz--> 20 40 60 80 100 120 140 160
Abundance #14555: Heptane, 2,4-dimethyl-
43.0
—rL —
11.50 12.00
5000 m/z 71.10 42.16%
85.0
0 26‘.% H‘ 671&1 1 111.0128.0
e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #59039: Dodecane, 5-methyl- — "
43.0 11.50 12.00
m/z 85.10 31.52%
5000 85.0
0260 | ,me I GO Y o LNV
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83967.D

Acqg On : 18 Sep 2024 07:09

Operator : JC\MD

Sample : P3964-06

Misc : 6.26g/10mL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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 Octane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.741  76.49 ug/l 1585190 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 87
3 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 72
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 52
5 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 50

Abundance Scan 1664 (11.741 min): VN083967.D\data.ms (-1659) (- m/z 57.10 100.00%

57.1
5000

98.2 = U
39# ‘ 11.50 12.00
bl 1 8L0 ] 1281 4549 u, 4110 31.41%
miz--> 20 40 60 80 100 120 140 160
Abundance #14528: Octane, 3-methyl- /M/M
57.0

5000 - —

11.50 12.00
m/z 43.10 27.38%

29.0 98.0
HH“\“H\“\‘“Jﬂ‘”‘\\‘“HHM‘HH‘l‘Z?-‘Q‘HH_
miz--> 20 40 60 80 100 120 140 160
Abundance #14546: Heptane, 2,5-dimethyl-
57.0

PO e
11.50 12.00

5000 m/z 56.10 21.11%
29.0 ‘
L

99.0
TR
I L B e e o L TR I e
m/z--> 20 40 60 80 100 120 140 160
Abundance #22132:

1

Heptane, 4-(1-methylethyl)- T —
57.0 11.50 12.00
m/z 98.20 18.18%

5000
70 98.0
bt | 101420

‘ -
m/z--> 200 40 60 80 100 120 140 160 11.50 12.00

o

o

82N091024W.M Wed Sep 18 17:44:47 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83967.D

Acqg On : 18 Sep 2024 07:09

Operator : JC\MD

Sample : P3964-06

Misc : 6.26g/10mL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.094  73.95 ug/l 25133700 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1894 (13.094 min): VN083967.D\data.ms (-1888) (- | m/z 105.10 100.00%
105.1
5000
77.1 1200
39.1 . 140.1 165.2 13.00
Ot b W 1401 1652 /7 120,10 30.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ JW\ AL
13.00
m/z 77.10 13.58%
39.0 77.0
0 \\\‘\‘\H“‘\\E%‘.%HM\\‘1\‘H‘H‘\“‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
T \
13.00
5000 m/z 91.10 12.87%
77.0
olaso B0se0 || |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10726: Benzene, 1-ethyl-4-methyl- ——
105.0 13.00
m/z 79.10 9.35%
5000
77.0
270 Y0 L L
L S
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83967.D

Acqg On : 18 Sep 2024 07:09

Operator : JC\MD

Sample : P3964-06

Misc : 6.26g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2,2,3,3... 8.753 355.3 ug/l 8874180 2 9.100 1248850 50.0
Pentane, 2,3,4-... 10.012 241.2 ug/l 6025550 2 9.100 1248850 50.0
Hexane, 3-methyl- 10.141 336.3 ug/l 8400240 2 9.100 1248850 50.0
Heptane, 3-methyl- 10.335 93.0 ug/l 2322330 2 9.100 1248850 50.0
Hexane, 2,2,5-t... 10.494 284.3 ug/l 5891390 3 11.865 1036260 50.0
Octane 10.741 76.0 ug/l 1575450 3 11.865 1036260 50.0
Hexane, 2,3,5-t... 11.006 72.4 ug/l 1499960 3 11.865 1036260 50.0
Octane, 2-methyl- 11.641 131.6 ug/l 2726330 3 11.865 1036260 50.0
Octane, 3-methyl- 11.741 76.5 wug/l 1585190 3 11.865 1036260 50.0
Benzene, 1l-ethy... 13.094 74.0 ug/l 25133700 4 13.788 16993300 50.0
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