LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83965.D

Acqg On : 18 Sep 2024 06:21

Operator : JC\MD

Sample : P3964-04

Misc : 7.05g/1emL/100uL/5.00ml/MSVOA_N/MEOH

ALS Vvial : 41  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@83965.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.247 546 560 564 rBvVv3 82429 268320 1.05% 0.152%
2 5.312 565 571 587 rVB3 141552 488317 1.92% 0.277%
3 5.788 639 652 668 rVB2 95538 321978 1.26% 0.182%
4 7.212 883 894 903 rBV2 208966 586987 2.30% 0.333%
5 7.318 903 912 919 rBV2 116151 312683 1.23% 0.177%
6 8.159 1047 1055 1058 rBV 136236 304191 1.19% 0.172%
7 8.212 1058 1064 1075 rVV2 737757 1941224 7.62% 1.100%
8 8.324 1075 1083 1093 rVB2 385674 981165 3.85% ©.556%
9 8.441 1093 1103 1111 rBV 581639 1320090 5.18% 0.748%
10 8.576 1118 1126 1140 rBV 156780 388290 1.52% 0.220%
11  8.753 1140 1156 1168 rBV 2925019 7527101 29.54% 4.266%
12 8.965 1181 1192 1204 rVB 490164 1190595 4.67% 0.675%
13 9.100 1204 1215 1221 rBV3 649946 1519648 5.96% 0.861%
14  9.335 1247 1255 1260 rVV2 159699 396503 1.56% 0.225%
15 9.588 1284 1298 1303 rBV3 1154122 2734304 10.73% 1.550%

16 9.641 1303 1307 1314 rVB 717894 1337607 5.25%
17  9.723 1314 1321 1326 rBV 231223 495556  1.94%
18 10.012 1362 1370 1379 rVB 2113035 4285112 16.81%
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I
N
]
R

19 10.141 1379 1392 1398 rBV 2962239 6236377 24.47% 535%
20 10.200 1398 1402 1406 rBV 512826 759221 2.98% 430%
21 10.335 1416 1425 1438 rBV 720122 1769055 6.94% 1.003%
22 10.494 1439 1452 1458 rVV 1874809 3522862 13.82% 1.997%
23 10.565 1458 1464 1470 rBV2 749942 1394325 5.47% 0.790%
24 10.629 1470 1475 1483 rVV 180315 475678 1.87% ©.270%
25 10.741 1487 1494 1501 rVB3 746696 1455225 5.71% ©.825%
26 10.847 1508 1512 1518 rVB2 145140 277474 1.09% 0.157%
27 10.923 1518 1525 1530 rBV5 113368 280557 1.10% ©.159%
28 11.012 1530 1540 1547 rVV4 399770 1002329 3.93% ©0.568%
29 11.082 1547 1552 1558 rVB 168673 305251 1.20% 0.173%
30 11.170 1558 1567 1573 rBV3 185806 395323 1.55% 0.224%
31 11.270 1574 1584 1592 rBV 307242 712935 2.80% ©.404%
32 11.641 1639 1647 1659 rVB2 690613 1587077 6.23% ©.900%
33 11.741 1659 1664 1674 rBV 530085 885804  3.48% 0.502%
34 11.864 1674 1685 1690 rBV2 693349 1611843 6.32% ©.914%
35 11.959 1690 1701 1710 rVV 3218942 5932609 23.28% 3.362%

36 12.064 1711 1719 1731 rVB 13028174 25484522 100.00% 14.444%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83965.D

Acqg On : 18 Sep 2024 06:21

Operator : JC\MD

Sample : P3964-04

Misc : 7.05g/1emL/100uL/5.00ml/MSVOA_N/MEOH

ALS Vvial : 41  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 12.394 1766 1775 1783 rBV 5165402 9143913 35.88% 5.183%
38 12.476 1784 1789 1795 rVB 199007 354981 1.39% 0.201%
39 12.694 1820 1826 1832 rBV 1362598 2371428 9.31% 1.344%
40 12.823 1840 1848 1855 rBV2 586510 1349377 5.29% 0.765%
41 12.988 1871 1876 1878 rBvV2 202821 333556 1.31% 0.189%
42 13.035 1878 1884 1889 rVV 2174156 3506811 13.76% 1.988%
43 13.094 1889 1894 1898 rVV 6842899 11640949 45.68% 6.598%
44 13.129 1898 1900 1903 rVV 3019175 3991666 15.66% 2.262%
45 13.170 1903 1907 1915 rVB 3598008 6157384 24.16%  3.490%
46 13.335 1926 1935 1942 rBV 2438435 4220095 16.56% 2.392%
47 13.423 1942 1950 1954 rBV 448755 834243  3.27% 0.473%

48 13.482 1954 1960 1966 rBV 10833148 17005300 66.73% 9.638%
49 13.529 1966 1968 1973 rVB2 227391 307497 1.21% 0.174%

50 13.641 1974 1987 1990 rBV3 593458 1690882 6.63% 0.958%
51 13.817 2008 2017 2030 rVB3 2504558 6637181 26.04% 3.762%
52 13.953 2034 2040 2041 rBV2 506996 777250 3.05% 0.441%
53 13.988 2041 2046 2049 rBV2 1676996 3267514 12.82%  1.852%
54 14.106 2062 2066 2073 rVB2 354271 557469 2.19% ©.316%
55 14.182 2074 2079 2084 rVB 498887 812735 3.19% ©0.461%
56 14.241 2084 2089 2092 rBV 823774 1424506 5.59% 0.807%
57 14.270 2092 2094 2099 rVW 767719 998071 3.92% ©.566%
58 14.329 2099 2104 2112 rVB 1468293 2279277  8.94%  1.292%
59 14.441 2118 2123 2128 rVB3 440752 753406 2.96% 0.427%
60 14.570 2140 2145 2151 rBV2 326794 552935 2.17% 0.313%
61 14.653 2151 2159 2162 rBV 910174 1596365 6.26% ©.905%
62 14.688 2162 2165 2169 rVV 1097392 1618794 6.35% 0.918%
63 14.735 2169 2173 2177 rVB2 382785 547875 2.15% 0.311%
64 14.876 2192 2197 2200 rBV 187726 260751 1.02% 0.148%
65 14.929 2200 2206 2208 rBV 544130 934120 3.67% ©.529%
66 14.958 2208 2211 2216 rVB2 489754 766907 3.01% 0.435%
67 15.047 2216 2226 2232 rBV3 837424 2674755 10.50% 1.516%
68 15.317 2261 2272 2284 rVV3 370756 1137832 4.46%  0.645%
69 15.435 2285 2292 2300 rVV2 245745 694845 2.73% 0.394%
70 15.594 2313 2319 2321 rBV3 170388 332958 1.31% 0.189%
71 15.635 2321 2326 2333 rVB 770955 1514539 5.94%  ©.858%
72 15.829 2349 2359 2369 rVB2 384158 1091448 4.28% 0.619%
73 15.941 2370 2378 2385 rBV 204993 519536 2.04% 0.294%
74 16.335 2438 2445 2452 rVB6 128146 342286 1.34% ©.194%
75 16.776 2513 2520 2522 rBV 534365 945244  3.71%  ©.536%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN©83965.D

Acqg On : 18 Sep 2024 06:21

Operator : JC\MD

Sample : P3964-04

Misc : 7.05g/10mL/100ul/5.00m1/MSVOA_N/MEOH

ALS Vvial : 41  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

Sum of corrected areas: 176434819
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83965.D

Acqg On : 18 Sep 2024 06:21

Operator : JC\MD

Sample : P3964-04

Misc : 7.05g/10mL/100ul/5.00m1/MSVOA_N/MEOH

ALS vial : 41 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

Abundance TIC: VN083965.D\data.ms
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le+07
8000000
6000000
4000000
2000000

52412 5.788

bttt S iy
0 L L L L L L B L B
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Abundance TIC: VN083965.D\data.ms
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Abundance TIC: VN083965.D\data.ms
12.064

2000000

1.2e+07

13.482

le+07

8000000

6000000

4000000 11.95

2000000
B6

1381 3988
14.329
41 RO 633 16.7
4414415 fz? " 15, 211574:15 15, %9341 16 3§§W/\

T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13 50 14 00 14 50 15 00 15 50 16 00 16. 50

82N091024W.M Wed Sep 18 17:43:06 2024 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83965.D

Acqg On : 18 Sep 2024 06:21

Operator : JC\MD

Sample : P3964-04

Misc : 7.05g/10mL/100ul/5.00m1/MSVOA_N/MEOH

ALS vial : 41 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 Hexane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.441  34.00 ug/l 1320090  Pentafluorobenzene 8.218

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
Abundance Scan 1103 (8.441 min): VN083965.D\data.ms (-1093) (-) m/z 43.10 100.00%
3.1
71.1
57.1
5000
| ‘ 851 100.1 8.20 8.40 8.60 8.80
L m/z 71.10  65.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0
29.0 8.20 8.40 8.60 8.80
m/z 70.10 58.10%
0 15'0 ‘ ‘\ \‘ 8570 109'0
\\‘H\\’\\\\‘\\H‘\H\“H\\’\\\\‘{\H‘\H\‘H\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4464: Heptane
43.0
8.20 8.40 8.60 8.80
5000 57.0 710 m/z 41.05 56.80%
29.0 1000
0 ) 1l . 850
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8635: Heptane, 4-methyl- “ﬁ4\{\/x“_“W“
43.0 8.20 8.40 8.60 8.80
m/z 57.10 55.78%
71.0
5000
57.0
29.0
o150 ] 880 690 1140
R o A e A RAARARS: A e A ARARER
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83965.D

Acqg On : 18 Sep 2024 06:21

Operator : JC\MD

Sample : P3964-04

Misc : 7.05g/10mL/100ul/5.00m1/MSVOA_N/MEOH

ALS vial : 41 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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.753 247.66 ug/l 7527100 1,4-Difluorobenzene 9.094

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 1156 (8.753 min): VN083965.D\data.ms (-1140) (-) m/z 57.05 100.00%

57.0
5000
41.1

e
‘ 09.1 8.40 8.60 8.80 9.00
Obrrrrererrrrrererrrbbre il e 3L T MAL s s6.10 32.77%
miz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8677: Butane, 2,2,3,3-tetramethyl-
57.0
5000
41.0 8.40 8.60 8.80 9.00

m/z 41.10  29.35%
e

27.0 99.0
\H‘\H\‘HH‘\H‘\“HH“\H\‘H\}‘\H\“H\\8‘\3\.\()\‘\\\\“\\\\‘\\\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8655: Hexane, 2,2-dimethyl-
"1 AN

8.40 8.60 8.80 9.00

o

5000 m/z 43.10 18.44%
41.0
270 | 110 99.0
NSNS NS ARSI THSNILE. 5 M
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl- “H“_“W“H,‘H“
57.0 8.40 8.60 8.80 9.00

m/z 39.10 10.67%

5000
41.0
27.0
0 13.0 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@83965.D

Acqg On : 18 Sep 2024 06:21

Operator : JC\MD

Sample : P3964-04

Misc : 7.05g/10mL/100ul/5.00m1/MSVOA_N/MEOH

ALS vial : 41 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 Heptane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.965 39.17 ug/l 1190600 1,4-Difluorobenzene 9.094

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
3 3-Hexanone 100 C6H120 000589-38-8 38
4 Oxirane, butyl- 100 C6H120 001436-34-6 38
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38
Abundance Scan 1192 (8.965 min): VN083965.D\data.ms (-1181) (-) m/z 43.05 100.00%
71.1
57.1
5000
100.2 |GVATH W A W —
‘ ‘ 85.1 8.60 8.80 9.00 9.20
0t e e e m/z 41.10 70.40%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
57.0
5000 710 L L NN B B
8.60 8.80 9.00 9.20
29.0 100.0 m/z 71.10 64.60%
Lol eso
O \\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0
e
8.60 8.80 9.00 9.20
5000 290 57.0 71.0 m/z 57.10 57.20%
o 10 150 “ ] 85.0 100.0
L B B R R R R R R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4252: 3-Hexanone R e AR
43.0 8.60 8.80 9.00 9.20
57.0
m/z 56.10 36.63%
5000 29.0 71.0
100.0
0 ,,,85'0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83965.D

Acqg On : 18 Sep 2024 06:21

Operator JC\MD

Sample : P3964-04

Misc : 7.05g/10mL/100ul/5.00m1/MSVOA_N/MEOH

ALS vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©91024W.M
: 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 Pentane, 2,3,4-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.012 140.99 ug/l 4285110 1,4-Difluorobenzene 9.094
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 2,4,4-Trimethyl-1-hexene 126 CO9H18 051174-12-0 78
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 78
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 78

Abundance Scan 1370 (10.012 min): VN083965.D\data.ms (-1362) (- | m/z 43.10 100.00%
43.1
71.1
5000
57.1 M T 1 1
‘ ‘ 95.0 10.00
Obrprerrprrrrrrebb et e 220 AL sz 71010 80.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 o ‘ /\
10.00
27.0 57.0 m/z 70.05 59.27%
o L I L w0 1
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8635: Heptane, 4-methyl-
43.0
L i
71.0 10.00
5000 m/z 41.10 35.74%
57.0
29.0
olaso T | 880 g0 1140
R A L e B e e ARARAARaRAS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13220: 2,4,4-Trimethyl-1-hexene = ‘
43.0 71.0 10.00
m/z 55.10 24.88%
5000
29.0 97.0
0 . H “m TE’M'O “ [ ‘ 11?"0 126.0
A Raa Lo e T e e man et 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@83965.D

Acqg On : 18 Sep 2024 06:21

Operator : JC\MD

Sample : P3964-04

Misc : 7.05g/10mL/100ul/5.00m1/MSVOA_N/MEOH

ALS vial : 41 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 Decane, 3,3,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.141 205.19 ug/l 6236380 1,4-Difluorobenzene 9.094
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 81
2 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
3 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59

Abundance Scan 1392 (10.141 min): VN083965.D\data.ms (-1379) (- | m/z 43.10 100.00%
3.1

71.1
5000

—

aw Wi
‘ 001 1000 10.50
0l el S A8LE 1890 s 71 10 60.70%

m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0

5000 T
10.00 10.50
m/z 70.10 59.79%

15.0 M ‘\‘\ \M n 114.0
\’\\\\‘\1\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl-
43.0 71.0
Vi

o

10.00 10.50
5000 m/z 57.10 40.31%
ol 280 | b 220 1200 1550
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8657: Pentane, 2,3,3-trimethyl- \A‘ I e
43.0 10.00 10.50

m/z 41.10  39.20%

5000 71.0
15.0 H | ‘ 99.0
0 " 1l il

= =
m/z--> 0 20 40 60 80 100 120 140 160 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@83965.D

Acqg On : 18 Sep 2024 06:21

Operator : JC\MD

Sample : P3964-04

Misc : 7.05g/10mL/100ul/5.00m1/MSVOA_N/MEOH

ALS vial : 41 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 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 6 Pentane, 3-ethyl-2,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.335 58.21 ug/l 1769060 1,4-Difluorobenzene 9.094
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 53
3 Pentane, 2,3,3,4-tetramethyl- 128 C9H20 016747-38-9 53
4 Heptane, 4-ethyl- 128 C9H20 002216-32-2 50
5 Pentanoic acid, butyl ester 158 C9H1802 000591-68-4 50

Abundance Scan 1425 (10.335 min): VN083965.D\data.ms (-1416) (- | m/z 43.10 100.00%
43.1 57.1
85.0
5000
10.00 10.50
114.2
oH_‘H_m_H“M:m‘mw‘;uHwHm‘99"%“_:“_‘1“3‘9:9‘_ m/z 57.10  94.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8629: Heptane, 3-methyl-
43.0
57.0
85.0
5000 [ SV
10.00 10.50
29.0 m/z 85.05 77.53%
ol250 || |l TH0 | 9901140
H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14602: Pentane, 3-ethyl-2,4-dimethyl-
43.0 /L
— ———
10.00 10.50
5000 85.0 m/z 41.05  67.94%
57.0
27.0 ‘ ‘
Ok TEO L 990 1280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14592: Pentane, 2,3,3,4-tetramethyl- e =L
43.0 10.00 10.50
m/z 56.10 66.63%
85.0
5000
57.0
27.0
O0'rrprermy “\ ey 7\‘-0\ S 1\13'0\128\'0 \
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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@83965.D

Acqg On : 18 Sep 2024 06:21

Operator : JC\MD

Sample : P3964-04

Misc : 7.05g/10mL/100ul/5.00m1/MSVOA_N/MEOH

ALS vial : 41 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, 2,2,5-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.494 109.28 ug/l 3522860 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 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
3 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 64
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 56
Abundance Scan 1452 (10.494 min): VN083965.D\data.ms (-1439) (- | m/z 57.10 100.00%
57.1
5000
41.1
i
97.1 1132 10.50
0 H_HwWHH‘H‘m_u“s_ﬂ_'}wHw“‘_Mehu,‘l‘?ﬁ-‘l‘w m/z 56.10  36.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
5000 R
10.50
410 m/z 41.10 31.57%
0 26,0 ‘“ ! 7#.0 91.0 11304589
H‘HH‘HH‘HH‘\\H‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH’HH’HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14570: Hexane, 2,2,4-trimethyl-
57.0
=L
10.50
5000 m/z 71.10 22.49%
41.0
0 15.0 \‘ \M il \‘ 83.0 98.0 11\3'0
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14565: Heptane, 2,2-dimethyl- —
57.0 10.50
m/z 43.10 17.45%
5000 41.0
0 26-b7¥°“3-°,, AN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83965.D

Acqg On : 18 Sep 2024 06:21

Operator : JC\MD

Sample : P3964-04

Misc : 7.05g/10mL/100ul/5.00m1/MSVOA_N/MEOH

ALS vial : 41 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 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.741 45.14 ug/1 1455230  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 90
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 58
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53
4 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 47
5 Heptane, 4,4-dimethyl- 128 C9H20 001068-19-5 38
Abundance Scan 1494 (10.741 min): VN083965.D\data.ms (-1487) (- | m/z 43.10 100.00%
43.1
e A
H 69‘1 114.2 10.50 11.00
Ol all S T 1451 s 4110 63.20%
miz-> 20 40 60 80 100 120 140
Abundance #8621: Octane
43.0
5000 = PN
85.0 10.50 11.00
270 m/z 85.10  49.84%
T
O\\\\‘\\\\‘}\\‘\“\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
— —
10.50 11.00
5000 850 m/z 57.10 43.067%
|
ARG . A= R
miz--> 20 40 60 80 100 120 140
Abundance #8637: Hexane, 2,4-dimethyl- e =
43.0 10.50 11.00
m/z 71.10 32.60%
85.0
5000
27.0
I
L
m/z--> 20 40 60 80 100 120 140 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@83965.D

Acqg On : 18 Sep 2024 06:21

Operator JC\MD

Sample : P3964-04

Misc : 7.05g/10mL/100ul/5.00m1/MSVOA_N/MEOH

ALS vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

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 9 Octane, 2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.641 49.23 ug/l 1587080  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 64
2 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 64
3 Octane, 4-methyl- 128 C9H20 002216-34-4 64
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 59

Abundance Scan 1647 (11.641 min): VN083965.D\data.ms (-1639) (- | m/z 43.10 100.00%

43.1
5000 71.1

T
11.50 12.00

113.2
o"m"HH‘H“H‘mH_‘m”}f"f‘c‘g‘_m_m_m%?‘lx} m/z 57.10  45.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14531: Octane, 2-methyl-
43.0
5000 ] 7 T T
11.50 12.00
71.0 m/z 41.10 44 .,13%
LT e
O‘\}\\‘}\\\“\\‘\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #91843: Carbonic acid, nonyl vinyl ester
43.0
e e
710 11.50 12000
5000 m/z 71.18  41.50%
97.0 126.0
BN Y R P Y M 1 £ 21
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14526: Octane, 4-methyl- = —
43.0 11.50 12.00
m/z 85.10 31.72%
5000
85.0
L
O e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

Page: 13
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83965.D

Acqg On : 18 Sep 2024 06:21

Operator : JC\MD

Sample : P3964-04

Misc : 7.05g/10mL/100ul/5.00m1/MSVOA_N/MEOH

ALS vial : 41 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 5
R.T. EstConc Area Relative to ISTD R.T.
13.094 87.69 ug/l 11640900 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 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1894 (13.094 min): VN083965.D\data.ms (-1889) (- | m/z 105.10 100.00%
105.1
5000 u
39.1 77.1 13.00
] S RS S M Al 1402 16311822 156 10 29.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ Aj\/\ A ‘
13.00
m/z 77.10 12.92%
39.0 77.0
0 \\\‘\‘\\\“‘\\W\H;\\\\““\\‘}\“r“\\‘\w\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 J\
5
13.00
5000 m/z 91.10 12.85%
77.0
39.0
Y SR <L Y Y O S —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10695: Mesitylene —f—
105.0 13.00
m/z 106.10 9.01%
5000
39.0 77.0
I - C I T Y
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@83965.D

Acqg On : 18 Sep 2024 06:21

Operator : JC\MD

Sample : P3964-04

Misc : 7.05g/10mL/100ul/5.00m1/MSVOA_N/MEOH

ALS Vvial : 41  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|
Hexane, 3-methyl- 8.441 34.0 ug/l 1320090 1 8.218 1941220 50.0
Butane, 2,2,3,3... 8.753 247.7 ug/l 7527100 2 9.094 1519650 50.0
Heptane 8.965 39.2 ug/l 1190600 2  9.094 1519650 50.0
Pentane, 2,3,4-... 10.012 141.0 ug/l 4285110 2 9.094 1519650 50.0
Decane, 3,3,4-t... 10.141 205.2 ug/l 6236380 2 9.094 1519650 50.0
Pentane, 3-ethy... 10.335 58.2 ug/l 1769060 2 9.094 1519650 50.0
Hexane, 2,2,5-t... 10.494 109.3 ug/l 3522860 3 11.865 1611840 50.0
Octane 10.741 45.1 ug/l 1455230 3 11.865 1611840 50.0
Octane, 2-methyl- 11.641 49.2 ug/l 1587080 3 11.865 1611840 50.0
Benzene, 1l-ethy... 13.094 87.7 ug/l 11640900 4 13.788 6637180 50.0
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