LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81623\
Data File : VN@78914.D

Acqg On : 16 Aug 2023 19:43

Operator : JC\MD

Sample : 03983-03

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 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©81523W.M
Title : SW846 8260
Signal : TIC: VN@78914.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.106 21 26 30 rVB 26565 38601 1.96% 0.205%
2 2.295 52 58 66 rBv2 16006 39104 1.98% 0.208%
3 5.047 517 526 538 rBV2 8140 26423 1.34% 0.141%
4 8.165 1046 1056 1061 rBV 148351 360127 18.28% 1.917%
5 8.224 1061 1066 1076 rVB 260593 570031 28.93% 3.035%
6 8.441 1093 1103 1113 rBV3 19871 45812 2.33% 0.244%
7 8.583 1117 1127 1137 rBV 155004 365897 18.57%  1.948%
8 8.677 1137 1143 1144 rBV2 13068 23111  1.17% 0.123%
9 8.965 1185 1192 1200 rVB4 22009 47763 2.42% 0.254%
10 9.106 1206 1216 1227 rBV 378616 776965 39.43% 4.136%
11 10.571 1457 1465 1471 rBV 591194 1111571 56.42% 917%

12 10.635 1471 1476 1487 rVB 497581 893178 45.33%
13 11.871 1676 1686 1695 rBV 561310 981455 49.81%
14 11.965 1698 1702 1707 rVWV 34675 61191 3.11%
15 12.071 1714 1720 1730 rVB3 94748 189568 9.62%

RO U huwu
N
N
9]
R

16 12.406 1767 1777 1785 rBV3 46399 110730 5.62%
17 12.629 1799 1815 1832 rVV5 93881 534803 27.14%
18 12.853 1847 1853 1862 rVB 427052 755063 38.32%
19 13.035 1879 1884 1889 rBV2 21585 43098 2.19%
20 13.106 1889 1896 1899 rBV 78464 149602  7.59%

OO0 P~PNO
(]
N
[
R

21 13.170 1903 1907 1913 rVB2 69755 132469 6.72%
22 13.306 1919 1930 1931 rBV 250343 554922 28.16%
23 13.488 1955 1961 1965 rBV 133546 210366 10.68%
24 13.541 1965 1970 1974 rBV 97465 137430  6.98%
25 13.659 1976 1990 1991 rBV 253489 664056 33.70%

WOoORrRNO®
=
N
(o]
B

26 13.794 2007 2013 2021 rBV2 483186 877258 44.52% 4.670%
27 13.876 2022 2027 2033 rVB3 91189 177672 9.02%  ©.946%
28 14.006 2035 2049 2060 rBV6 503150 1970310 100.00% 10.489%
29 14.112 2061 2067 2078 rVB3 347058 868789 44.09% 4.625%
30 14.253 2087 2091 2093 rBV3 41779 69160 3.51% ©.368%

31 14.335 2100 2105 2110 rVB 81349 123268 6.26%
32 14.482 2118 2130 2135 rBV 85983 371018 18.83%
33 14.570 2139 2145 2152 rVB6 122686 344325 17.48%

(ORI ]
o]
w
w
B

34 14.635 2152 2156 2158 rBV5 60352 87457  4.44% 466%
35 14.700 2164 2167 2170 rVB 69501 85575  4.34% 456%
36 14.741 2170 2174 2176 rVW5 45878 63948 3.25% 0.340%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81623\
Data File : VN©78914.D

Acqg On : 16 Aug 2023 19:43

Operator : JC\MD

Sample : 03983-03

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 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©81523W.M

Title : SW846 8260

37 14.770 2176 2179 2183 rVW3 47560 84598 4.29%  0.450%
38 14.859 2186 2194 2202 rVV5 90121 325132 16.50% 1.731%
39 14.964 2203 2212 2219 rVB5 148047 336436 17.08% 1.791%
40 15.064 2219 2229 2244 rVB7 126673 587739 29.83% 3.129%
41 15.212 2250 2254 2262 rVB8 42331 91009 4.62% 0.484%
42 15.317 2270 2272 2280 rVBS8 51461 85739 4.35% 0.456%
43 15.517 2289 2306 2318 rBV2 459231 1775920 90.13% 9.454%
44 15.647 2321 2328 2340 rVB 342019 738705 37.49%  3.932%
45 15.835 2356 2360 2371 rVB4 82376 183842 9.33% 0.979%
46 15.947 2372 2379 2385 rBV6 34100 87341 4.43% 0.465%
47 16.023 2389 2392 2396 rBV5 14664 26204 1.33% 0.139%
48 16.235 2423 2428 2429 rBV5 28327 36750 1.87% 0.196%
49 16.482 2462 2470 2479 rBv2 98866 282304 14.33% 1.503%
50 16.564 2479 2484 2486 rVW4 31560 64549  3.28% 0.344%
51 16.623 2489 2494 2503 rVB8 59690 142844  7.25% 0.760%
52 16.711 2503 2509 2514 rBvVS8 32643 73724 3.74% 0.392%

Sum of corrected areas: 18784952
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81623\
Data File : VNO78914.D

Acqg On : 16 Aug 2023 19:43

Operator : JC\MD

Sample : 03983-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

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

Abundance TIC: VN078914.D\data.ms

500000

400000

300000

200000

100000

2.106
2,295 5.047

0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\m\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\

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 TIC: VN078914.D\data.ms
10.571
500000 10.635
400000 9.106
300000
8.224
200000
8.1 8.583
100000
8.441) g.677.. 8.965
o ——r e AL AT — e — —— s
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN078914.D\data.ms

500000

400000

300000

200000

100000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T 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
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe81623\

: VNO78914.D
: 16 Aug 2023 19:43

JC\MD

: 03983-03
: 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 26 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M

. SW846 8260

: 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 Biphenyl Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.629  27.25 ug/1l 534803 Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 93
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 87
3 Acenaphthene 154 C12H10 000083-32-9 50
4 6-Cyanoquinoline 154 C1OH6N2 023395-72-4 46
5 Propanedinitrile, 2,4,6-cyclohep... 154 C10OH6N2 002860-54-0 43
Abundance Scan 1815 (12.629 min): VN078914.D\data.ms (-1799) (- | m/z 154.05 100.00%
154.1
5000 WJ/Q\\M
76.0
510 “ 97.8 115.0 12 50 1300
0““‘“““““J‘uw‘wuu‘,“““W“““ m/z 153.05 41.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31481: Bipheny
154.0
5000 i
1250 1300
76.0 m/z 152.00  20.36%
51.0
128.0
O\\\\‘2\7\(\)\“\\“ \“ \\H\“\‘\‘\J\-?‘Z\.c\)\‘\‘\Hl\\“\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #31493: Naphthalene, 2-ethenyl-
154.0
e
1250 1300
5000 m/z 75.95 16.60%
76.0 128.0
51.0
) I R ... SO
miz--> 20 80 100 120 140 160
Abundance #31488: Acenaphthene (A “MWMﬂ
12.50 13.00
m/z 155.00 11.97%
5000
76.0
270 %10 | 980 1260 |
O e e e e e st
m/z--> 20 40 60 80 100 120 140 160 12.50 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81623\
Data File : VN@78914.D

Acqg On : 16 Aug 2023 19:43

Operator : JC\MD

Sample : 03983-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.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 Naphthalene, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.306  31.63 ug/l 554922  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 95
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 90
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 86
5 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 59
Abundance Scan 1930 (13.306 min): VN078914.D\data.ms (-1919) (- | m/z 141.00 100.00%
141.0
5000
115.0 — e
510 76.0 13.00 13.50
O oo ik ek AL JBS72 2013 ce 00 43, 68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33125: Naphthalene, 2-ethyl-
141.0
5000 r— >t
13.00 13.50
115.0 m/z 115.00  25.45%
510 /6.0 ‘ ‘
O TTTT ‘ T \.\ \“ T \“\ \““} \‘\“1“‘ T \‘\ T “\ T \}‘\“\‘\ \“ T \‘U‘\“ TTTT ‘ TT \\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33122: Naphthalene, 1-ethyl-
141.0
= =
13.00 13.50
5000 m/z 128.05 13.04%
115.0
20 030 e0 | ||
O el et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl- . —
141.0 13.00 13.50
m/z 142.00 12.91%
5000
6.0 115.0
76.
b0 S L end Sl
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©81623\
Data File : VN@78914.D

Acqg On : 16 Aug 2023 19:43

Operator : JC\MD

Sample : 03983-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.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, 1,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.659 37.85 ug/l 664056 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
Abundance Scan 1990 (13.659 min): VN078914.D\data.ms (-1976) (- | m/z 156.05 100.00%
156.1
5000 T? j ?
128.0
77.0 13.50 14.00
51.0 102.0
o SN vt PP WO | ‘ “!M Ul 2068 14100 ce.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33159: Naphthalene, 1,3-dimethyl-
156.0
5000
13.50 14.00
115.0 m/Z 155.05 32.83%
270 51.0 76.0 ‘ ‘
O\HH\‘\HH“‘ T \“H“H‘H”U“ \”\“\\“H\H\‘UHH‘\ \‘Uﬂ“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
ety ]
13.50 14.00
5000 m/z 128.00 17.69%
115.0
280 510, 71'0 L1
O e et el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl- P —
156.0 13.50 14.00
m/z 115.00 14.49%
5000
77.0 115.0
270 %49 |
) SN SPE  AEVERN | S— S S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81623\
Data File : VN@78914.D

Acqg On : 16 Aug 2023 19:43

Operator : JC\MD

Sample : 03983-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.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 1
R.T. EstConc Area Relative to ISTD R.T.
14.006 112.30 ug/l 1970310 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 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
Abundance Scan 2049 (14.006 min): VN078914. D\data ms (-2035) (- m/z 156.05 100.00%
56.1
5000
115.0 N
™
77.0 14 00
Y S o Y AV 2069 m/z 140.95  83.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 /\ AU f\
14.00
115.0 m/z 115.00  28.56%
51.0 ‘
27.0
O\\\\‘\\\\‘\\\\‘h\‘\”!h’\\‘\\‘\\\\‘\“!‘\\“\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
T I
14.00
5000 m/z 155.05 27.08%
70 510 760 1150
oo ool ey bl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl- e /ﬁ
156.0 14.00
m/z 128.05 17.49%
5000
115.0
280 510 710 7T
O e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81623\
Data File : VN@78914.D

Acqg On : 16 Aug 2023 19:43

Operator : JC\MD

Sample : 03983-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.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 Naphthalene, 1,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.112  49.52 ug/1 868789 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 90
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 89
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 64
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 60

Abundance Scan 2067 (14.112 min): VNO78914.D\data.ms (-2061) (- | m/z 43.10 100.00%
3.1

43.
156.1
5000 71.0
T -
e 14.00 14.50
0 12069 n/z s57.85  97.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000 e o
14.00 14.50
m/z 156.10 59.49%
115.0
28.0 69.0
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\“\“\\““\\‘M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0 Jﬁ/\
o -
14.00 14.50
5000 ITI/Z 41.05 52.48%
77.0 115.0
51.0
IS od Y AV Y A 1| I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33144: Naphthalene, 2,7-dimethyl- — —
156.0 14.00 14.50
m/z 71.05 48.13%
5000
77.0 128.0
27.0 51.0 .
0 Co MH\ 102'0‘ ‘\‘\ L \w‘””‘””‘”” MA M

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81623\
Data File : VN@78914.D

Acqg On : 16 Aug 2023 19:43

Operator : JC\MD

Sample : 03983-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.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 Naphthalene, 1,7-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.482  21.15 ug/1 371018 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 94
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 94
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
Abundance Scan 2130 (14.482 min): VN0O78914.D\data.ms (-2118) (- | m/z 141.00 100.00%
141.0
115.0 A
51.0 769 ‘ ‘ 14.50
obet bl sl (11690 20688 o ige ae 91 6oy
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
14.50
115.0 m/z 155.10 26.00%
77.0
270 570 ] |4 I
O \\\‘\\\\“\\‘\\‘1\‘\H\“\\\\‘\\\\‘\‘\‘\\‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33139: Naphthalene, 1,2-dimethyl-
e
14.50
5000 51.0 m/Z 115.00 20.14%
77.0 115.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl- T
141.0 14.50
m/z 128.05 18.37%
5000
115.0
7
LT T CO W N Y S P\
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81623\
Data File : VN@78914.D

Acqg On : 16 Aug 2023 19:43

Operator : JC\MD

Sample : 03983-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.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 Naphthalene, 1,4-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.570  19.63 ug/l 344325 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 70
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 64
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 64
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 64
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 64

Abundance Scan 2145 (14.570 min): VN0O78914.D\data.ms (-2139) (- | m/z 141.00 100.00%

141.0
119.1
5000 571
911
LN \
01 m/z 119.10 70.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0
5000 \

R
14.50
m/z 156.05 56.04%

115.0
77.0
0 ‘2\7\.(\)\‘\5\1\.(\)‘\\HM‘\H\‘\H‘{‘\‘!‘H‘i‘\\‘w‘mu‘mu‘mu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0 /\
L
14.50
5000 ITI/Z 57.10 49.,10%
51.0 7o 115.0 ‘
) S . ST Ui S M || EER—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33152: Naphthalene, 2,6-dimethyl- e
156.0 14.50
m/z 77.00 29.43%
h MWWJ
77.0 115.0
51.0
L T NN G 1 1 | N —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81623\
Data File : VN@78914.D

Acqg On : 16 Aug 2023 19:43

Operator : JC\MD

Sample : 03983-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.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 Dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.964 19.18 ug/l 336436 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 76
2 Tridecane 184 C13H28 000629-50-5 72
3 Hexadecane 226 C16H34 000544-76-3 64
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 52
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 50

Abundance Scan 2212 (14.964 min): VNO78914.D\data.ms (-2203) (- | m/z 57.10 100.00%
57.

1
5000
85.1

119.0 T
148.1 15.00

m‘m‘Ul"Hw‘:w“h‘:w‘_u:u‘;mu«_!H‘l‘??;‘l“ﬁ("?:‘zw‘ m/z 43.10 87.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0

5000 T
85.0 15.00
m/z 41.18  59.37%

29.0
[0 L || 1120 1410 1700
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0

7
15.00
5000 m/z 71.05 54.73%

o

o

29.0 85.0

‘\‘ L ‘\ H\ \“ ‘\‘ 1 113'0 . 141.0 184.0

e e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 Awﬁwyﬂﬂm
Abundance #107218: Hexadecane —
57.0 15.00
m/z 85.10 29.93%

o

5000
85.0

0 ‘\ ““ | M‘ ,113.0 141.0 169.0 197.0 226.0
e RRRR AR e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81623\
Data File : VN@78914.D

Acqg On : 16 Aug 2023 19:43

Operator : JC\MD

Sample : 03983-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.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 1,1'-Biphenyl, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.065 33.50 ug/l 587739 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 86
2 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 80
3 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 62
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 62
5 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 60
Abundance Scan 2229 (15.064 min): VN078914.D\data.ms (-2219) (- | m/z 117.10 100.00%
117.1
168.1
5000
91.0
39.1 63.0 ‘15\00‘ 1
38.9 :
0° 207.2 m/z 168.10 77.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43639: 1,1'-Biphenyl, 4-methyl-
168.0
5000 e :
15.00
m/z 167.10  43.56%
39.0 630 910 11501390] m
O \\\‘\\\\“\\‘\\‘\‘\\\‘\\‘f\‘\\\\‘\}\\‘\\\\‘\ \\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43642: 1,1'-Biphenyl, 2-methyl-
168.0
IRV AW VLAWY
15.00
5000 m/z 132.00 39.79%
83.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43636: 1,1'-Biphenyl, 3-methyl-
168.0 15.00
m/z 115.05  38.72%
h WWWW
82.0
270 %0 0 1Sougo | nE
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©81623\
Data File : VN@78914.D

Acqg On : 16 Aug 2023 19:43

Operator : JC\MD

Sample : 03983-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.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 Acenaphthene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.517 101.22 ug/1 1775920 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 96
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 64
3 Hexa-2,4-diyn-1-ylbenzene 154 C12H1e 000520-74-1 59
4 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 53
5 2,4,6-Trihydroxybenzaldehyde 154 C7H604 000487-70-7 50
Abundance Scan 2306 (15.517 min): VN078914.D\data.ms (-2289) (- | m/z 153.00 100.00%
153.0
5000
76.1 < ‘
15.50
39.1
ol il 3099 m 2078 2804 /7 154.00  94.86%
miz-> 50 100 150 200 250
Abundance #31486: Acenaphthene
153.0
5000 o :
76.0 15.50
' m/z 152.85  50.56%
O T T \39‘\.0” \“‘ \‘H\ “\ “‘]‘_]_\3.\(1‘\ T m\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #31491: Naphthalene, 2-ethenyl-
153.0
T \
15.50
5000 m/z 76.10 23.23%
76.0
mo, | usg }
miz--> 50 100 150 200 250
Abundance #31494: Hexa-2,4-diyn-1-ylbenzene P peboorenas
153.0 15.50
m/z 151.00  18.68%
5000
76.0 115.0
0 — I‘S%q“‘ ‘\hw‘H“\‘ \H‘ h‘\‘ ““‘ L d‘m T T PVE VN —
m/z--> 50 100 150 200 250 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81623\
Data File : VN©78914.D

Acqg On : 16 Aug 2023 19:43

Operator : JC\MD

Sample : 03983-03

Misc : 1.00g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.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|
Biphenyl 12.629 27.3 ug/l 534803 3 11.871 981455 50.0
Naphthalene, 2-... 13.306 31.6 wug/l 554922 4 13.794 877258 50.0
Naphthalene, 1,... 13.659 37.9 ug/l 664056 4 13.794 877258 50.0
Naphthalene, 2,. 14.006 112.3 wug/l 1970310 4 13.794 877258 50.0
Naphthalene, 1,... 14.112 49.5 ug/l 868789 4 13.794 877258 50.0
Naphthalene, 1,... 14.482 21.1 ug/l 371018 4 13.794 877258 50.0
Naphthalene, 1,... 14.570 19.6 wug/l 344325 4 13.794 877258 50.0
Dodecane 14.964 19.2 ug/l 336436 4 13.794 877258 50.0
1,1'-Biphenyl, ... 15.065 33.5 ug/l 587739 4 13.794 877258 50.0
Acenaphthene 15.517 101.2 ug/l 1775920 4 13.794 877258 50.0
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