LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83964.D

Acqg On : 18 Sep 2024 05:57

Operator : JC\MD

Sample : P3964-03

Misc : 8.12g/1emL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 40 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@83964.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.218 1059 1065 1075 rVV2 506278 1232264 2.61% 0.394%
2 8.324 1075 1083 1093 rVB 188586 483175 1.02% 0.154%
3  8.441 1093 1103 1113 rBV 320069 724053 1.53% 0.231%
4 8.753 1140 1156 1168 rBV 1940945 4883717 10.35% 1.560%
5 8.959 1181 1191 1205 rVB 278458 657866 1.39% 0.210%

6 9.094 1205 1214 1221 rBV 482640 1072670 2.27% 0.343%
7 9.588 1285 1298 1303 rBV3 899954 2067259 4.38% 0.660%
8 9.641 1303 1307 1314 rVB 615666 1132360 2.40% ©.362%
9 10.012 1362 1370 1379 rBV 2062494 4114562 8.72% 1.314%
10 10.141 1380 1392 1398 rBV 2840792 5917319 12.54% 1.890%
11 10.200 1398 1402 1406 rBV 475877 717455 1.52% ©.229%
12 10.335 1416 1425 1438 rBV 710237 1771818 3.76% ©.566%
13 10.494 1438 1452 1458 rBV 2532591 4644077 9.84%  1.483%
14 10.565 1458 1464 1470 rBV2 679034 1252167 2.65% ©.400%
15 10.741 1487 1494 1501 rVB 822884 1549963 3.29%  ©.495%
16 11.012 1530 1540 1547 rVV2 599730 1343091 2.85% 0.429%
17 11.171 1558 1567 1574 rBV 306917 603257 1.28% ©.193%
18 11.271 1574 1584 1592 rBV 494821 1079148 2.29%  ©.345%
19 11.641 1639 1647 1659 rVB2 1206579 2780889 5.90% ©0.888%
20 11.741 1659 1664 1674 rBV 957652 1656834  3.51% ©.529%
21 11.841 1674 1681 1682 rBV 759151 1218153 2.58% ©.389%
22 11.859 1682 1684 1689 rVV 876185 1406106 2.98% 0.449%
23 11.929 1689 1696 1698 rVV 640338 1383695 2.93% 0.442%
24 11.965 1698 1702 1708 rVV 1616418 2652186 5.62% ©.847%

25 12.070 1711 1720 1731 rVV 16659855 33110220 70.19% 10.574%

26 12.300 1747 1759 1764 rBV3 418950 949321 2.01% ©0.303%
27 12.400 1766 1776 1783 rVV 6555084 11829503 25.08% 3.778%
28 12.476 1784 1789 1795 rVB 442051 806053 1.71% ©.257%
29 12.694 1820 1826 1831 rBV 1760765 2998465 6.36% 0.958%
30 12.823 1841 1848 1855 rVB 2388786 4258885 9.03% 1.360%
31 12.876 1855 1857 1861 rVB 440278 545457 1.16% ©.174%
32 12.929 1861 1866 1871 rVB3 356707 665155 1.41% 0.212%
33 12.988 1871 1876 1879 rBV 762497 1336738 2.83% 0.427%
34 13.035 1879 1884 1889 rVB 2472501 3851432 8.16% 1.230%

35 13.100 1889 1895 1898 rBV 17597513 29251261 62.01% 9.341%
36 13.129 1898 1900 1904 rVV 7584769 11376940 24.12%  3.633%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83964.D

Acqg On : 18 Sep 2024 05:57

Operator : JC\MD

Sample : P3964-03

Misc : 8.12g/1emL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 40 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 13.170 1904 1907 1919 rVB 9521567 15815755 33.53% 5.051%
38 13.335 1926 1935 1942 rBV 6679003 11543728 24.47%  3.686%
39 13.423 1942 1950 1954 rBV 1827183 3255714 6.90%  1.040%
40 13.482 1954 1960 1966 rBV 29522652 47173435 100.00% 15.065%

41 13.535 1966 1969 1974 rVB 773216 1119654  2.37% ©.358%
42 13.641 1974 1987 1996 rBv4 2164008 6963324 14.76%  2.224%
43 13.717 1996 2000 2003 rBV3 325706 472562 1.00% 0.151%
44 13.823 2009 2018 2030 rVB2 7409353 17790620 37.71% 5.681%
45 13.953 2034 2040 2041 rBV2 1399774 2113821 4.48% 0.675%
46 13.988 2041 2046 2049 rBV2 4810831 9197966 19.50%  2.937%
47 14.106 2062 2066 2073 rBV2 456622 808261 1.71% ©.258%
48 14.182 2074 2079 2084 rVB 1552298 2549970 5.41% ©.814%
49 14.241 2084 2089 2092 rBV 2304025 3890489  8.25%  1.242%
50 14.270 2092 2094 2099 rVV 2148837 2907221 6.16% 0.928%
51 14.329 2099 2104 2112 rVB 4275175 6613569 14.02%  2.112%
52 14.441 2118 2123 2128 rVB3 1055284 1800044 3.82% 0.575%
53 14.576 2140 2146 2151 rBV 813831 1319033 2.80% 0.421%
54 14.653 2151 2159 2162 rBV 2495260 4229697 8.97% 1.351%
55 14.694 2162 2166 2170 rVV 3052110 4660623 9.88% 1.488%
56 14.735 2170 2173 2177 rVB3 925249 1249718 2.65% 0.399%
57 14.806 2182 2185 2193 rVB 460812 702630 1.49% ©.224%
58 14.876 2193 2197 2200 rBV2 414113 547226 1.16% ©.175%
59 14.929 2200 2206 2209 rBV 1269510 2251243 4.77% 0.719%
60 15.047 2216 2226 2232 rBV5 1875916 6214036 13.17%  1.984%
61 15.100 2232 2235 2243 rVB2 403348 765477 1.62% ©.244%
62 15.317 2267 2272 2284 rVB2 618410 1569127 3.33% 0.501%
63 15.429 2285 2291 2300 rVB4 395768 954278 2.02% ©0.305%
64 15.635 2313 2326 2339 rVB 1992158 4344211 9.21% 1.387%
65 15.823 2350 2358 2370 rVB4 269106 893250 1.89% ©.285%
66 15.941 2370 2378 2385 rBV2 267158 625523 1.33% ©.200%
67 16.782 2513 2521 2522 rBV 838212 1469542 3.12%  ©.469%

Sum of corrected areas: 313135261
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: 18 Sep 2024 05:57

: P3964-03
: 8.12g/1emL/100uL/5.00m1/MSVOA_N/MEOH
. 40

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
VN@83964.D

JC\MD

Sample Multiplier: 1

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

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

Abund3aenfg7
2.5e+07
2e+07
1.5e+07
le+07

5000000

TIC: VN083964.D\data.ms

0
Time-->

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
3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: VN083964.D\data.ms

1005141 10.494

8.753 /\ #X znm335}/3&3 5653 741 11 Olﬁ 11?1271

11. ﬁﬂ:ﬂ_ﬂ

0
Time-->

8 2@&;24441 8. 9&094 99%31
‘ 1 J\_8gs il

8. 50 9. 00 9.50 10 00 10 50 11 00 11 50

Abund3aenfg7
2.5e+07
2e+07
1.5e+07
le+07

5000000

TIC: VN083964.D\data.ms

13.482

13.100
12.070

.170

13129
13.335

13.823
13.988

14.329

12.400

16.7

2. 6]92482&3 0 J\E& ﬂé 53 641

1
@9% 12 3 .47

Time-->

15 50 16 00 16.50

\
12.00 12.50 13 00 13 50 14.00 14.50

82N091024W.M

Wed Sep 18 17:42:22 2024 Page: 3




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83964.D

Acqg On : 18 Sep 2024 05:57

Operator : JC\MD

Sample : P3964-03

Misc : 8.12g/1emL/100ul/5.00ml/MSVOA_N/MEOH

ALS Vvial : 40 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 2
R.T. EstConc Area Relative to ISTD R.T.
8.753 227.64 ug/l 4883720 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): VN083964.D\data.ms (-1140) (-) m/z 57.10 100.00%

57.1
5000
41.1

e
99.1 8.40 8.60 8.80 9.00

831 97 114.2 0
‘H_‘H_‘H_‘H_‘HMLH_MAM‘H_‘HM‘H_HJ_H‘_H‘_‘ m/z 56.10  32.88%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8679: Butane, 2,2,3,3-tetramethyl-
57.0
5000

8.40 8.60 8.80 9.00
m/z 41.10 30.28%

43.0
210 | 830 17
\H‘\H\‘HH‘\\H‘HH’\H\‘HH’HH‘HH’\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
AN

8.40 8.60 8.80 9.00

o

o

5000 ITI z 43.10 18.46%
41.0
27,0 “ 110 99.0
o e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0 8.40 8.60 8.80 9.00

m/z 39.10 10.85%

5000
41.0
27.0
0 130 | J‘ 71.0 850 990 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@83964.D

Acqg On : 18 Sep 2024 05:57

Operator : JC\MD

Sample : P3964-03

Misc : 8.12g/1emL/100ul/5.00ml/MSVOA_N/MEOH

ALS Vvial : 40 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 3
R.T. EstConc Area Relative to ISTD R.T.
10.012 191.79 ug/1l 4114560 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 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 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): VN083964.D\data.ms (-1362) (- | m/z 43.10 100.00%
T 71.1
5000
57.1 j\/\‘ — 1 1
‘ ‘ ‘ 10.00
bl e 92 AL sz 71010 80.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0 /\
5000 i .
10.00
27.0 57.0 m/z 70.10 58.21%
O H‘HH‘\H“\“\H\‘i!}\\‘\‘\M\‘HH‘}\H’HH‘\\\\‘\\\\11]\-\4'\.9\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8635: Heptane, 4-methyl-
43.0
AU .
71.0 10.00
5000 m/z 41.10 35.44%
57.0
29.0
ol1s0 U || 880 g90 1140
R E o o AR R
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 10.00
m/z 55.05 25.13%
5000
29.0
99.0
0 Ll 850 | 11301280
e e e 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@83964.D

Acqg On : 18 Sep 2024 05:57

Operator : JC\MD

Sample : P3964-03

Misc : 8.12g/1emL/100ul/5.00ml/MSVOA_N/MEOH

ALS Vvial : 40 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, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.141 275.82 ug/1 5917320 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 74
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
4 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64
5 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 59
Abundance Scan 1392 (10.141 min): VN083964.D\data.ms (-1380) (- | m/z 43.10 100.00%
43.1
71.1
5000
L JURA N
“ 99.2 10.00 10.50
ot e e m/z 71.10  61.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0 ﬂ;A
5000 R SRR
10.00 10.50
m/z 70.10 60.00%
0 15.0 M ‘\‘\ \M | 114.0
\\\‘\\\\’\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #8635: Heptane, 4-methyl-
43.0
— —
71.0 10.00 10.50
5000 m/z 41.10 40.63%
o2o0 L L w0
m/z--> 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl- = —
43.0 71.0 10.00 10.50
m/z 57.10 40.10%
5000
oL 260 “\ ‘ 990 1290 1550
N e e R
m/z--> 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@83964.D

Acqg On : 18 Sep 2024 05:57

Operator : JC\MD

Sample : P3964-03

Misc : 8.12g/1emL/100ul/5.00ml/MSVOA_N/MEOH

ALS Vvial : 40 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 82.59 ug/l 1771820  1,4-Difluorobenzene 9.094
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 90
2 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 64
3 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 64
4 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 64
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 59
Abundance Scan 1425 (10.335 min): VN083964.D\data.ms (-1416) (- | m/z 43.10 100.00%
43.1
85.1
5000 K
69 1 114.2 10. 00 10 50
0 e 2880 sz 57.05  90.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8629: Heptane, 3-methyl-
43.0
85.0
5000
10. OO 10 50
m/z 85.10  75.24%
27/0
70.0 114.0
O H‘H\\‘\H\‘\\H‘HH‘H‘H‘HH“HHH’H}\‘\H\‘HH‘\}H‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #22114: Heptane, 3,4,5-trimethyl-
43.0
85.0
— ———
10.00 10.50
5000 m/z 41.10 65.48%
27,0 ‘ 69.0
0 H""""“1"m‘ww‘ww‘”",H1""wawww,‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14576: Hexane, 2,3,3-trimethyl-
43.0 10. 00 10 50
85.0 m/z 56.10 63.79%
5000
27.0 69.0
SRS N O -
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@83964.D

Acqg On : 18 Sep 2024 05:57

Operator : JC\MD

Sample : P3964-03

Misc : 8.12g/1emL/100ul/5.00ml/MSVOA_N/MEOH

ALS Vvial : 40 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 4
R.T. EstConc Area Relative to ISTD R.T.

10.494 165.14 ug/1 4644080  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 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 64
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 53
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 45
Abundance Scan 1452 (10.494 min): VN083964.D\data.ms (-1438) (- | m/z 57.10 100.00%

57.1

39 EI.O‘S(;
113.2 '
0 ““H“Mu"Wu“wT%Q‘QQ?"M““““““‘ m/z 56.10  37.16%

miz--> 20 40 60 80 100 120 140 160
Abundance #14572: Hexane, 2,2,5-trimethyl-

57.0

5000

10.50
m/z 41.10 31.49%

1T ‘ LR ’ LI ‘ T T ‘ LU ‘ T T ‘ T T ‘ LU ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0

=
10.50

5000 m/z 71.10 22.02%
29.0 ‘
‘ 113.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #33105: Octane, 2,2,6-trimethyl- I A
57.0 10.50

m/z 43.10 17.40%

5000
29.0 ‘ ‘ 85.0 A
0 Y L1180 1410 J

—
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@83964.D

Acqg On : 18 Sep 2024 05:57

Operator : JC\MD

Sample : P3964-03

Misc : 8.12g/1emL/100ul/5.00ml/MSVOA_N/MEOH

ALS Vvial : 40 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 9
R.T. EstConc Area Relative to ISTD R.T.
10.741  55.12 ug/1 1549960 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 91
2 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 78
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 64
5 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 59
Abundance Scan 1494 (10.741 min): VN083964.D\data.ms (-1487) (- | m/z 43.10 100.00%
43.1
5000 85.1
e .
67‘1‘ 114.2 10.50 11.00
ol el el DA m/z 41.18 57.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8621: Octane
43.0
5000 e ~d N
85.0 10.50 11.00
m/z 85.10 49.87%
miz--> 20 40 60 80 100 120 140 160
Abundance #127948: Oxalic acid, isohexyl pentyl ester
43.0
—— —
10.50 11.00
5000 m/z 57.10 41.21%
85.0
oL 260 H\W I 67‘{0 “ 1290 1610
e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #14544: Heptane, 2,4-dimethyl- e =
43.0 10.50 11.00
m/z 71.10 32.67%
5000 85.0
Jiso | les | wso
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@83964.D

Acqg On : 18 Sep 2024 05:57

Operator : JC\MD

Sample : P3964-03

Misc : 8.12g/1emL/100ul/5.00ml/MSVOA_N/MEOH

ALS Vvial : 40 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.
11.012 47.76 ug/1 1343090 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 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 68
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 59
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
5 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 59
Abundance Scan 1540 (11.012 min): VN083964.D\data.ms (-1530) (- | m/z 43.10 100.00%
43.1
85.1
5000
57.1
“ 71.1 ifod
112.2 1082 :
0‘wH‘WH‘WH‘«L‘wH!wH‘wu‘whdwuﬂwu‘wu‘wu‘wuu m/z 85.10 62.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14568: Hexane, 2,3,5-trimethyl-
43.0
5000 U :
85.0 11.00
270 7.0 710 m/z 41.10 40.88%
0 L H‘ 99.0 113.0128.0
H‘HH’HH’HH‘HH‘HH‘HH‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
T
11.00
m/z 84.05 40.10%
5000 84.0 /
57.0
0 M‘ \‘ n‘ 99.0 113.0 128.0
H_‘H,H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H_‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8626: Hexane, 3-ethyl- =
43.0 11.00
m/z 57.10 25.55%
5000 84.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00

82N091024W.M Wed Sep 18 17:42:31 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83964.D

Acqg On : 18 Sep 2024 05:57

Operator : JC\MD

Sample : P3964-03

Misc : 8.12g/1emL/100ul/5.00ml/MSVOA_N/MEOH

ALS Vvial : 40 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 Heptane, 2,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.641 98.89 ug/l 2780890  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 59
3 Dodecane, 5-methyl- 184 C13H28 017453-93-9 59
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 53

Abundance Scan 1647 (11.641 min): VN083964.D\data.ms (-1639) (- | m/z 43.10 100.00%

43.1
5000 71.1

O
11.50 12.00

113.1
ol ll A A933 T m/z 57.10  45.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
5000 J\* ~ e
85.0 11.50 12.00

m/z 41.10 44.31%

T ‘ T T ‘ L ‘ LR ‘ L ‘ L ‘ L ‘ L ‘ L
mi/z--> 200 40 60 80 100 120 140 160
Abundance #45495: Undecane, 5-methyl-
43.0

—
11.50 12.00

5000 71.0 m/z 71.10 42.31%
‘ H 112.0
ol e 14001700
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  31.96%

5000 85.0

=

0 \‘ “\ | 67,L | 126.0 169.0
S | -1 1 S i Sh— .

m/z--> 200 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@83964.D

Acqg On : 18 Sep 2024 05:57

Operator : JC\MD

Sample : P3964-03

Misc : 8.12g/1emL/100ul/5.00ml/MSVOA_N/MEOH

ALS Vvial : 40 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 8
R.T. EstConc Area Relative to ISTD R.T.
11.741  58.92 ug/1 1656830 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 86
3 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 59
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 52

Abundance Scan 1664 (11.741 min): VN083964.D\data.ms (-1659) (- m/z 57.10 100.00%

57.1
5000
41.1

‘ 98.1 T T

>

11.50 12.00

0

77.0__ |l 12821450  1/z a1.10  32.51%
m/z--> 20 40 60 80 100 120 140
Abundance #14537: Octane, 3-methyl- Mﬁ/\/\/\/\j\\
57.0
5000 S —r—
41,0 11.50 12.00

m/z 43.10  29.26%

98.0
0 \\\‘\‘1\\“‘\\\‘\“\%?.\0‘ i‘\\\“‘\\\\‘1\2\8.\0\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #14546: Heptane, 2,5-dimethyl-
57.0

O =
11.50 12.00

5000 m/z 56.10 22.23%
41,0 99.0
0 150 | ‘ \‘\ \‘\ ‘\‘ 830 | 128.0
7
miz--> 20 40 60 80 100 120 140
Abundance #127949: Oxalic acid, isobutyl heptyl ester T ——
57.0 11.50 12.00

m/z 98.10 17.98%

5000
41.0
0 J “ | 730 980 143.0

=N
m/z--> 20 40 60 80 100 120 140 11.50 12.00

i
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83964.D

Acqg On : 18 Sep 2024 05:57

Operator : JC\MD

Sample : P3964-03

Misc : 8.12g/1emL/100ul/5.00ml/MSVOA_N/MEOH

ALS Vvial : 40 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 7
R.T. EstConc Area Relative to ISTD R.T.
13.100  82.21 ug/l 29251300 1,4-Dichlorobenzene-d4 13.794
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 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1895 (13.100 min): VN083964.D\data.ms (-1889) (- | m/z 105.10 100.00%
105.1
5000 /\
— =
391 77‘-1 | 13.00 13.50
Ob b R b My 14021503 o 106,10 30.81%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 : J\\/\ A ‘
13.00 13.50
m/z 91.10 13.63%
39.0 77.0
0 \H‘HH“HV\”‘HH“"\\‘M"M\‘\"‘\H\‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
—t— —
13.00 13.50
5000 m/z 77.10 13.50%
77.0
0l 180 00880 ||
m/z--> 20 40 60 80 100 120 140 160
Abundance #10728: Benzene, 1-ethyl-4-methyl- —ah —
105.0 13.00 13.50
m/z 106.10 9.26%
5000
77.0
0 15.0 . 39.0 58‘.0“ I Iy il
A B
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83964.D

Acqg On : 18 Sep 2024 05:57

Operator : JC\MD

Sample : P3964-03

Misc : 8.12g/1emL/100ulL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 40 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... 8.753 227.6 ug/l 4883720 2 9.094 1072670 50.0
Pentane, 2,3,4-... 10.012 191.8 ug/l 4114560 2 9.094 1072670 50.0
Heptane, 4-methyl- 10.141 275.8 wug/l 5917320 2 9.094 1072670 50.0
Heptane, 3-methyl- 10.335 82.6 wug/l 1771820 2 9.094 1072670 50.0
Hexane, 2,2,5-t... 10.494 165.1 ug/l 4644080 3 11.865 1406110 50.0
Octane 10.741 55.1 ug/l 1549960 3 11.865 1406110 50.0
Hexane, 2,3,5-t... 11.012 47.8 ug/l 1343090 3 11.865 1406110 50.0
Heptane, 2,4-di... 11.641 98.9 ug/l 2780890 3 11.865 1406110 50.0
Octane, 3-methyl- 11.741 58.9 ug/l 1656830 3 11.865 1406110 50.0
Benzene, 1l-ethy... 13.100 82.2 ug/l 29251300 4 13.794 17790600 50.0
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