LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82262.D

Acqg On : 22 May 2024 00:44

Operator : JC\MD

Sample : P2494-02 40X

Misc : 5.00g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 37 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\82N051524W.M

Title : SW846 8260

Signal : TIC: VN@82262.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.283 554 566 576 rBV3 14372 48952 1.36% 0.314%
2 8.171 1047 1057 1061 rBV 143588 338443 9.40% 2.169%
3 8.229 1061 1067 1080 rVB 253371 580484 16.12%  3.720%
4 8.582 1118 1127 1138 rBV 178807 430446 11.96%  2.759%
5 9.106 1207 1216 1228 rBV 384019 794259 22.06% 5.090%

6 9.600 1289 1300 1309 rBV2 17340 40736 1.13%
7 10.571 1456 1465 1471 rBV 609827 1133623 31.49%
8 10.629 1471 1475 1484 rVB 71817 135779 3.77%
9 11.865 1677 1685 1695 rBV 555986 1000505 27.79%
10 11.965 1695 1702 1707 rVV2 29350 48495 1.35%

OO ONO®
00
N
[
R

11 12.970 1713 1720 1732 rBV 157281 290515 8.07%
12 12.400 1765 1776 1784 rBV 144338 278775  7.74%
13 12.853 1846 1853 1862 rVB 436251 758777 21.08%
14 13.100 1889 1895 1899 rBV 58744 106928  2.97%

PO RARR
00
o)
w
3R

15 13.170 1902 1907 1914 rVB2 138993 256244  7.12% 642%
16 13.335 1925 1935 1942 rBV2 49686 132000 3.67% ©.846%
17 13.482 1951 1960 1965 rBV 214107 357800 9.94%  2.293%
18 13.529 1965 1968 1973 rVB3 32903 50987 1.42% ©.327%
19 13.676 1979 1993 1998 rBV8 49151 168230 4.67% 1.078%
20 13.794 2006 2013 2022 rBV2 537810 1066324 29.62% 6.834%
21 14.017 2033 2051 2058 rBVve 115812 428725 11.91% 2.748%
22 14.106 2061 2066 2073 rVV3 123830 230296 6.40% 1.476%
23 14.176 2073 2078 2084 rVB2 149593 252740 7.02% 1.620%
24 14.247 2084 2090 2092 rBV 29050 48458 1.35% ©.311%
25 14.329 2100 2104 2108 rBV 34506 49867 1.39% ©.320%
26 14.441 2117 2123 2127 rBV5 40421 81916 2.28% ©.525%
27 14.576 2142 2146 2151 rVB5 34004 58412 1.62% ©.374%
28 14.629 2151 2155 2157 rBV5 41722 62606 1.74%  ©.401%
29 14.658 2157 2160 2163 rVVv2 51555 82720 2.30% ©.530%
30 14.694 2163 2166 21790 rVV 60258 76203 2.12% 0.488%
31 14.788 2177 2182 2188 rVB8 25041 57097 1.59% ©.366%
32 14.958 2202 2211 2218 rBV4 86382 171319 4.76%  1.098%
33 15.035 2218 2224 2232 rBV3 93652 256492  7.12% 1.644%
34 15.206 2248 2253 2260 rVB4 45840 88324 2.45% 0.566%
35 15.323 2268 2273 2284 rVB8 34555 85358 2.37% ©.547%
36 15.435 2287 2292 2298 rVB6 33888 78929 2.19% 0.506%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82262.D

Acqg On : 22 May 2024 00:44

Operator : JC\MD

Sample : P2494-02 40X

Misc : 5.00g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 37 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\82N051524W.M
Title : SW846 8260
37 15.529 2301 2308 2314 rVB6 24752 64727 1.80% 0.415%
38 15.641 2320 2327 2338 rVV 1843847 3599918 100.00% 23.072%
39 15.747 2340 2345 2350 rVB2 46772 85362 2.37% 0.547%
40 15.829 2357 2359 2370 rVBS8 42676 82532 2.29% 0.529%
41 15.953 2371 2380 2387 rBVv8 25596 77773  2.16% 0.498%
42 16.029 2387 2393 2400 rBVv8 13374 37840 1.05% 0.243%
43 16.123 2400 2409 2413 rBV10 16617 42247 1.17% 0.271%
44 16.717 2502 2510 2513 rBV3 24983 56784 1.58% 0.364%

45 16.782 2513 2521 2522 rBV 929920 1428137 39.67% 9.153%

Sum of corrected areas: 15603084
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: 22 May 2024 00:44

: P2494-02 40X
: 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH
. 37

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@e52124\
VN@82262.D

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51524W.M
: SW846 8260

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

Abundance

1500000

1000000

500000

TIC: VN082262.D\data.ms

5.283

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

1500000

1000000

500000

TIC: VN082262.D\data.ms

9.106

9.600

10.571

.629

0
Time-->

9.00 9.50

—
10.00

T
10.50

— —
11.00 11.50

Abundance

1500000

1000000

500000

TIC: VN082262.D\data.ms

B65 13.794

12.853
12.070 12.400

Time-->

mum%

35535%@52 }\/\amgzs

15. f41

16 711

13.482
13.170
11.965 I  13.10013.3355,533.67
T — T T T

12.00 12.50 13.00 13.50 14.00

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©52124\
Data File : VN@82262.D

Acqg On : 22 May 2024 00:44

Operator : JC\MD

Sample : P2494-02 40X

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.100 5.01 ug/l 106928 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 91
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 1895 (13.100 min): VN082262.D\data.ms (-1889) (- | m/z 105.00 100.00%
105.0
5000
120.0 /\
—h a
389 630 77‘-0 97-9 13.00 13.50
O e e il s m/z 120,00 31.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 el AL
1200 13.00 13.50
m/z 90.90 13.74%
77.0 91.0
0 \\’]\_\5\‘\0’H\‘\’\\3\?’.(\)\\\"H\\6‘:\3‘\“\0\|H\m“\H|‘MH|\H\|H‘\‘\‘|‘HH|
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
dansn ™
13.00 13.50
5000 m/z 77.00 13.44%
120.0
39.0 77.0 91.0
0 ",HH,‘Z‘Gﬁ(,)m“,Hm‘,‘\u‘\?%‘?,m‘l‘,‘m,‘l‘H,“;!‘,mw‘,um,
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10705: Benzene, 1,2,4-trimethyl- ool o], ;
105.0 13.00 13.50
m/z 106.00  10.34%
5000 120.0
28.0 77.0 91.0
ol 140 e A Ll e VAL
m/z--> 10 20 30 40 50 60 70 80 90 100110120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82262.D

Acqg On : 22 May 2024 00:44

Operator : JC\MD

Sample : P2494-02 40X

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.335 6.19 ug/1 132000 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 70
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 70
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 70
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 70
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 70
Abundance Scan 1935 (13.335 min): VN082262.D\data.ms (-1925) (- | m/z 105.00 100.00%
105.0
5000 /\K }\
39.0 76.9 141.0 13.00 1350
obdeg bl Ly L2088 e 16 30.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10695: Mesitylene
105.0 J\\j\
5000 A
13. OO 13 50
m/z 91.00 14.28%
39.0 77.0
O \\\‘\‘\\\“‘\\‘\‘\H“\‘\\\““\\‘\\“\‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
m‘ T T ‘ T
13.00 13.50
5000 m/z 76.90 13.39%
79.0
39.0 ‘ ‘
) SN PRI S T Y S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl- 2l .
105.0 13.00 13.50
m/z 141.00 12.95%
5000 A
77.0
39.0
X PROTR  S Y SE———— . W AR T AN W
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82262.D

Acqg On : 22 May 2024 00:44

Operator : JC\MD

Sample : P2494-02 40X

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 Naphthalene, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.676 7.89 ug/1 168230 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 93
Abundance Scan 1993 (13.676 min): VN082262.D\data.ms (-1979) (- | m/z 156.00 100.00%
156.0
5000 ' /\ /L\
13.50 14.00
0 m/z 141.00 62.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 /\ T /\ T T T
13.50 14.00
o 70 115.0 iado m/z 118.90 52.41%
O\\\‘2\7\0\\‘\\\\‘h\\‘\HH"\\\\‘\\\‘\‘\‘!‘\\““\\‘ulu'trﬁ
miz--> 20 40 80 100 120 140 160
Abundance #33156. Naphthalene, 1,7-dimethyl-
156.0 \ /M N
13.50 14.00
5000 m/z 154.95 29.75%
77.0 115.0
ol 280 %00 Tl smo T RO
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #33137: Naphthalene, 1,6-dimethyl- L e e
156.0 13.50 14.00
m/z 76.80  20.83%
5000
77.0 115.0
1. 139.0
ol 20 20 ad 080 | il S LS
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82262.D

Acqg On : 22 May 2024 00:44

Operator : JC\MD

Sample : P2494-02 40X

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 Naphthalene, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.017 20.10 ug/l 428725 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
Abundance Scan 2051 (14.017 min): VN082262.D\data.ms (-2033) (- | m/z 119.00 100.00%
1 156.0
5000 N\ k
91.0 /\A/\A - 1
39‘-0 %0 38.9 14.00
ol e p‘k‘w m/z 156.00  83.44%
miz--> 20 40 60 80 100 120 140 160
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0 /‘/\
5000 L ‘
14.00
115.0 ITI/Z 141.00 64 .94%
51.0 76.0 139.0
0 \\\‘2\7‘\.0\\“\\“\\“H‘\\MU“\‘\‘\9\8.‘0\\\‘1‘\“!‘\\‘1(\\‘“‘“\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
A A A
14.00
5000 m/z 134.00 26.96%
41.0
oLt 280 1029 ) )y
m/z--> 20 40 60 80 100 120 140 160 /\/\ /\,\
Abundance #33166: Naphthalene, 1,5-dimethyl- A R i 4
156.0 14.00
m/z 115.00  24.06%
5000
76.0 115.0
51.0 139.0
1 O Y N o s
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82262.D

Acqg On : 22 May 2024 00:44

Operator : JC\MD

Sample : P2494-02 40X

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 Undecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.106 10.80 ug/l 230296 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 74
2 Tridecane 184 C13H28 000629-50-5 58
3 Tetradecane 198 C14H30 000629-59-4 58
4 Dodecane 170 C12H26 000112-40-3 53
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 52

Abundance Scan 2066 (14.106 min): VN082262.D\data.ms (-2061) (- | m/z 57.00 100.00%

57.0
5000
85.0
155.9 e, wnd|

14.00 14.50
‘\ m“\ M) ‘\\\19\9\\\1\ :‘1733\'# il 206.9 m/z 43.00 95.95%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33081: Undecane
57.0
e —

o

5000
14.00 14.50
. m/z 40.95 63.85%
290 85.0 /
" L] o o
O‘\\\\“}\\\“\\‘i\‘1\\\H‘\\i‘\‘\‘\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane
57.0
— —
14.00 14.50
5000 ITI/Z 70.95 47 .77%
29.0 85.0
0 “ \ ‘\ \“ A Il 1130 L 141.0 184.0
et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬁNANA
Abundance #74006: Tetradecane ‘
57.0 14 00 14. 50
m/z 84.95 31.06%
5000
85.0
290
0“301410169019?0 o
m/z--> 20 40 60 80 100 120 140 160 180 200 1400 1450
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82262.D

Acqg On : 22 May 2024 00:44

Operator : JC\MD

Sample : P2494-02 40X

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 3-Methylphenylacetylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.176  11.85 ug/1 252740 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylphenylacetylene 116 CSH8 000766-82-5 91
2 Indene 116 C9H8 000095-13-6 91
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 90
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 87
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 80
Abundance Scan 2078 (14.176 min): VN082262.D\data.ms (-2073) (- | m/z 115.95 100.00%
116.0
5000
—— =
39.0 670 89"0 1300 14.00 14.50
Obreprrrrprreeprretereedier b i it SRS sz 115,00 97.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9550: 3-Methylphenylacetylene
115.0
5000 s o
14.00 14.50
m/z 88.95 14.51%
63.0 89.0
39.0
O\\‘]T\SHO‘HH‘HH“HH}‘H\HM\H‘H\\’HH“HH‘HH‘H‘\‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9543: Indene
116.0
14.00 14.50
5000 m/z 62.95 13.99%
390 630 89.0
) S R P A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9544: Benzene, 1-propynyl- M\f“ﬁ”
115.0 1400 14.50
m/z 105.00 9.16%
5000
390 630  89.0
0B et it el ey
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00 14.50

82N©51524W.M Wed May 22 15:07:03 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82262.D

Acqg On : 22 May 2024 00:44

Operator : JC\MD

Sample : P2494-02 40X

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 Dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.959 8.03 ug/1 171319 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 86
2 Tridecane 184 C13H28 000629-50-5 52
3 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 50
4 Undecane 156 C11H24 001120-21-4 50
5 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 50
Abundance Scan 2211 (14.958 min): VN082262.D\data.ms (-2202) (- | m/z 57.00 100.00%
57.0
850 1100 il
15.00
148 1
IS 1718 2070 h/z a3.e0  98.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 T
85.0 15.00
m/z 40.95 59.45%
290 170.0
O \\\‘\‘\‘\\“‘\\\H"\\“\\“1\\\“‘]\-]\_}%\(’)\‘\]\_\4‘]-\\()\\‘\\‘\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
——
15.00
5000 m/z 70.95 53.16%
20.0 85.0
‘H“H‘_“w“u‘u“_“w‘u“u“_‘H“H“H‘w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #160996: Carbonic acid, dodecyl prop-1-en-2-yl ester ——
57.0 15.00
m/z 55.00 30.25%
5000
85.0
B T
‘H“H‘_“,“H‘H“_“W‘H“H“_‘H“H“H‘w P
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

82NO51524W.M Wed May 22 15:07:04 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82262.D

Acqg On : 22 May 2024 00:44

Operator : JC\MD

Sample : P2494-02 40X

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 o-Cymene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.035 12.03 ug/l 256492 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 93
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 93
3 p-Cymene 134 CleH14 000099-87-6 90
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 90
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90
Abundance Scan 2224 (15.035 min): VN082262.D\data.ms (-2218) (- | m/z 118.95 100.00%
119.0
5000
91.0 U
39.0 5.0 ‘ 147.8 15.00
) S 1 W S M LAMIS 2069 13400 35.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
5000 A e oo
15.00
91.0 m/z 91.00 20.83%
41.0 65.0 ‘ ‘
0 \\\‘\‘\\\“‘\\‘\\”“\‘H\‘”‘\H‘\‘WH‘M\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
RN
15.00
5000 ITI/Z 117.00 14.31%
91.0
39.0 650 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16992: p-Cymene 7 ‘
119.0 15.00
m/z 133.00 13.28%
5000
91.0 ‘ ﬂAAV\
41.0
0 ;ﬁ?m\NL\Mﬁﬁeﬁp\Muw\ﬂw\Hu‘u\\w\\w\u\‘u\\ LA, —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82262.D

Acqg On : 22 May 2024 00:44

Operator : JC\MD

Sample : P2494-02 40X

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.782 66.97 ug/l 1428140 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72

Abundance Scan 2521 (16.782 min): VN082262.D\data.ms (-2513) (- | m/z 142.00 100.00%

142.0
5000
————
62.9 113.0 ) 16.40 16.60
Ol i O Ml 1699 2068 2810 y/; 146,95  84.91%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 Tt
16.40 16.60
m/z 114.95 35.80%
O2’\\.\\“\\“\?‘3“\:3”\‘\‘\‘\\‘\H‘\.‘(\)H\i\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\H‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
—
16.40 16.60
5000 m/z 139.00 11.58%
027'0\ usﬁ‘.?u Al 11‘\'0 |
R L A AR RRRRaRREREEASS
m/z--> 20 40 60 80 100120140160180200220240260280
\

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- T
141.0 16.40 16.60

m/z 143.00  11.24%

5000

—

27.0 ’ 113.0
LA N P | I SR

m/z--> 20 40 60 80 100120140160180200220240260280 16.40  16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82262.D

Acqg On : 22 May 2024 00:44

Operator : JC\MD

Sample : P2494-02 40X

Misc : 5.00g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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|
Benzene, 1l-ethy... 13.100 5.0 ug/l 106928 4 13.794 1066320 50.0
Benzene, 1l-ethy... 13.335 6.2 ug/l 132000 4 13.794 1066320 50.0
Naphthalene, 2,... 13.676 7.9 ug/l 168230 4 13.794 1066320 50.0
Naphthalene, 2,... 14.017 20.1 ug/l 428725 4 13.794 1066320 50.0
Undecane 14.106 10.8 ug/l 230296 4 13.794 1066320 50.0
3-Methylphenyla... 14.176 11.9 ug/l 252740 4 13.794 1066320 50.0
Dodecane 14.959 8.0 ug/l 171319 4 13.794 1066320 50.0
o-Cymene 15.035 12.0 ug/l 256492 4 13.794 1066320 50.0
Naphthalene, 1-... 16.782 67.0 ug/l 1428140 4 13.794 1066320 50.0
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