LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@63022\
Data File : VN@73261.D

Acqg On : 30 Jun 2022 13:22

Operator : JC\MD

Sample : N3554-01

Misc : 5.0mL/MSVOA_N/WATER 152140-SPC-01-20

ALS vial : 8 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\82N062822W.M

Title : SW846 8260

Signal : TIC: VN@73261.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.251 904 912 919 rBVS 7174 19170 1.46% ©.188%
2 7.951 1021 1031 1036 rBV 201818 486039 36.90% 4.763%
3 8.016 1036 1042 1062 rVB 375562 860233 65.31% 8.431%
4 8.369 1093 1102 1114 rBV 215186 487553 37.02% 4.778%
5 8.898 1183 1192 1209 rBV 512404 1091025 82.83% 10.693%

6 10.381 1434 1444 1455 rBV 703033 1317145 100.00% 12.909%
7 10.910 1529 1534 1541 rVB2 15553 27474  2.09%  0.269%
8 11.680 1657 1665 1679 rBV 720874 1281611 97.30% 12.560%
9 12.669 1826 1833 1843 rBV 585499 967442 73.45% 9.481%

10 12.992 1881 1888 1892 rBVS5 7028 15279 1.16% ©.150%
11 13.610 1986 1993 2003 rBV 728289 1224578 92.97% 12.002%
12 13.933 2042 2048 2053 rBv4 37252 64742  4.92% 0.635%
13 14.039 2062 2066 2069 rBV6 10564 17419 1.32% 0.171%
14 14.086 2069 2074 2080 rVV8 7611 19713 1.50% ©.193%
15 14.192 2089 2092 2096 rVB5 12202 17103 1.30% ©0.168%
16 14.257 2097 2103 2108 rBVS5 36197 67966 5.16% ©.666%
17 14.316 2108 2113 2121 rBV6 33552 79900 6.07% 0.783%
18 14.445 2129 2135 2139 rBV6 38172 68679 5.21% ©.673%
19 14.557 2149 2154 2157 rBV2 57784 88522 6.72% 0.868%
20 14.604 2157 2162 2165 rVVv4 35661 63428 4.82% 0.622%
21 14.692 2173 2177 2182 rVB5 12435 23633 1.79% ©.232%
22 14.763 2183 2189 2190 rBV6 10597 20923 1.59% 0.205%
23 14.792 2190 2194 2198 rVB5 27999 51793 3.93% 0.508%
24 14.845 2198 2203 2208 rBV2 39085 89005 6.76% ©.872%
25 14.904 2210 2213 2221 rVB4 36207 79630 6.05% 0.780%
26 15.045 2232 2237 2238 rBv4 21870 29905 2.27% 293%

27 15.127 2246 2251 2259 rBV2 85595 166554 12.65%
28 15.233 2264 2269 2278 rVB6 56673 135289 10.27%

PO RRO
w
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o
R

29 15.315 2280 2283 2290 rVB8 34914 61059  4.64% 598%
30 15.392 2291 2296 2306 rBV5 82346 190740 14.48% 869%
31 15.492 2307 2313 2316 rBV5 39123 84505 6.42% ©.828%
32 15.574 2325 2327 2333 rVB6 36212 62584 4.75% 0.613%
33 15.704 2345 2349 2352 rBv4 23398 40142 3.05% 0.393%
34 15.810 2364 2367 2372 rVB6 35249 51963 3.95% ©.509%
35 16.021 2400 2403 2409 rVB3 42925 72143 5.48% ©.707%
36 16.092 2410 2415 2423 rBv4 38107 90697 6.89% 0.889%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@63022\
Data File : VN@73261.D

Acqg On : 30 Jun 2022 13:22

Operator : JC\MD

Sample : N3554-01

Misc : 5.0mL/MSVOA_N/WATER 152140-SPC-01-20

ALS vial : 8 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\82N062822W.M

Title : SW846 8260

37 16.245 2435 2441 2447 rBV6 49332 119086 9.04% 1.167%
38 16.380 2459 2464 2468 rBV3 42916 65668 4.99% 0.644%
39 16.457 2472 2477 2483 rVV2 94109 189319 14.37% 1.855%
40 16.527 2484 2489 2493 rVV3 29139 50068 3.80% 0.491%
41 16.592 2496 2500 2505 rVB2 44054 75384 5.72% 0.739%

42 16.721 2516 2522 2531 rBV2 55844 188416 14.30% 1.847%

Sum of corrected areas: 10203527
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63022\
Data File : VN@73261.D

Acqg On : 30 Jun 2022 13:22

Operator : JC\MD

Sample : N3554-01

Misc : 5.0mL/MSVOA_N/WATER 152140-SPC-01-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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

Abundance TIC: VN073261.D\data.ms
700000

600000

500000

400000

300000

200000

100000

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

Abundance TIC: VNO073261.D\data.ms
700000 10.381 11.680

600000
8.898
500000
400000 8.016

300000

8.369
200000 9

100000

7.251 10.910
0—T—"7 —— —T— —— T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VN073261.D\data.ms

700000 13.610

— —
11.00 11.50

600000 12.669

500000

400000

300000

200000

100000

12.992
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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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63022\
Data File : VN@73261.D

Acqg On : 30 Jun 2022 13:22

Operator : JC\MD

Sample : N3554-01

Misc : 5.0mL/MSVOA_N/WATER 152140-SPC-01-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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, 1-ethyl-4-(1-methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.127 6.80 ug/1l 166554 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 58
2 Benzene, 1-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 52
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 49
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 Cl1H16 004706-90-5 47
5 Phenol, 2-(2-methyl-2-propenyl)- 148 C10H120 020944-88-1 46

Abundance Scan 2251 (15.127 min): VNO73261.D\data.ms (-2246) (- | m/z 133.00 100.00%
133.0

5000
—F— —
15.00 15.50
0° m/z 131.00 43.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
5000 A /\ : Yo
105.0 15.00 15.50

m/z 119.00  39.55%

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

150 410 770

o

133.0

— —
15.00 15.50
m/z 148.00 37.03%

5000 105.0
410 770
O b e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂ& /\M
Abundance #26355: Benzene, pentamethyl- e .

133.0 15.00 15.50
m/z 91.00 22.14%

5000

91.0
39.0 65.0
15.0 | \ Ll

oLt e el —

T
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63022\
Data File : VN@73261.D

Acqg On : 30 Jun 2022 13:22

Operator : JC\MD

Sample : N3554-01

Misc : 5.0mL/MSVOA_N/WATER 152140-SPC-01-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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, 1-ethyl-3-(1-methy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.233 5.52 ug/1 135289 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 52
2 Benzene, 1-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 52
3 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 49
4 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 46
5 4-tert-Butyltoluene 148 C11H16 000098-51-1 46
Abundance Scan 2269 (15.233 min): VN073261.D\data.ms (-2264) (- | m/z 133.00 100.00%
133.0
5000
91.0 VA L
55.0 15.00 15.50
166.2
0 11662 2001 280¢ 131 60 4g.s0%
miz--> 50 100 150 200 250
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
5000 /L\A ‘ T
15.00 15.50
91.0 m/z 148.85  26.72%
.11
0 \H\ H‘“‘\M\M\ T ‘M\Hi \‘\ “ B B B B B
miz--> 50 100 150 200 250
Abundance
133.0 ﬁk fk
T ‘ T T T ‘ \/\\M
15.00 15.50
5000 m/z 118.95 24.18%
91.0
41.0
o e A
miz--> 50 100 150 200 250
Abundance  #26413: Benzene, 1-(1,1-dimethylethyl)-3-methyl- — —T—
133.0 15.00 15.50
m/z 90.95 22.99%
5000
41.0 91.0
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63022\
Data File : VN@73261.D

Acqg On : 30 Jun 2022 13:22

Operator : JC\MD

Sample : N3554-01

Misc : 5.0mL/MSVOA_N/WATER 152140-SPC-01-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Octane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.392 7.79 ug/1 190740 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 45
2 Oxalic acid, isobutyl neopentyl ... 216 C11H2004 1000309-72-6 43
3 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 38
4 3-Hexanone, 4-ethyl- 128 C8H160 006137-12-8 38
5 Z-1-Methoxy-2-hexene 114 C7H140 1000279-60-9 38

Abundance Scan 2296 (15.392 min): VN073261.D\data.ms (-2291) (- | m/z 57.05 100.00%

57.0
5000 145.0
85.0113.1 I LI
15.00 15.50
I‘ u\‘“ Hu\‘ L H | \\\H‘ I |, 1909 281.. 9
OTvﬁMuﬂpu‘_Hw‘uqm“ b e m/z 71.10 89.57%
m/z--> 20 40 60 80 100120140 160 180200220240260280
Abundance #14534: Octane, 2-methyl-
43.0/71.0
5000 - —
15.00 15.50
113.0 m/z 43.05 62.14%
O ’\‘\‘H“H\“‘H‘w\‘\\\\‘\\l‘\‘\l\\‘HH‘H\\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
— ——
15.00 15.50
5000 m/z 41.00 46.99%
29.0
0 105.0 1450 2010
[T [ T T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #234327: Oxalic acid, 2-ethylhexyl nonyl ester — ——
57.0 15.00 15.50
m/z 145.00 44.21%
5000
29.0 112.0
‘ ‘ ‘ ‘ 171.0
0,NMAMHM‘MWMHW‘JW‘HW‘HW‘ﬂ‘_H‘_H‘_H‘_H‘_H‘_‘ — e
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63022\
Data File : VN@73261.D

Acqg On : 30 Jun 2022 13:22

Operator : JC\MD

Sample : N3554-01

Misc : 5.0mL/MSVOA_N/WATER 152140-SPC-01-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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, 1,2,3,4-tetrah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.457 7.73 ug/1 189319 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 76
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 64
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 64
Abundance Scan 2477 (16.457 min): VN073261.D\data.ms (-2472) (- | m/z 118.00 100.00%
118.0 145.0
5000
s0 | 15010401660
176.0 209.0 : ’ X
S o ‘Ul“HH“"\“1“‘\‘1“‘1‘1‘MHﬂ“‘HH‘mwm m/z 145.60  92.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 L L L B B B B A
16.2016.4016.60
91.0 m/z 160.00  68.66%
28.0 51.0
O' \\“‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118.0
A e S
160.0 16.2016.4016.60
5000 m/z 105.00 44.77%
39.0 91.0
63.0
O el M il
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl- e o
145.0 16.2016.4016.60
m/z 117.00  34.64%
5000
91.0 1150
39.0 ‘
0 ‘1‘5‘?‘m“wu?uuH,‘Hwu‘h‘MAHHpw‘um“wwww SRt S
m/z--> 20 40 60 80 100 120 140 160 180 200 16.2016.4016.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63022\
Data File : VN@73261.D

Acqg On : 30 Jun 2022 13:22

Operator : JC\MD

Sample : N3554-01

Misc : 5.0mL/MSVOA_N/WATER 152140-SPC-01-20

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62822W.M
: 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 5 Benzene, 4-(2-butenyl)-1,2-... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.721 7.69 ug/l 188416 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 55
2 1,4-Methanonaphthalen-9-01, 1,2,... 160 C11H120 001198-20-5 52
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 46
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 30

5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 30
Abundance Scan 2522 (16.721 min): VN073261.D\data.ms (-2516) (- | m/z 128.95 100.00%
128.9
5000
—
16.40 16.60
0! m/z 145.00 90.02%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0
5000 LN I B B B B B
16.40 16.60
91.0 m/z 131.00 88.07%
39.0 ‘
0\\‘\‘\‘\‘\\“‘\\‘\‘\"\‘\H‘H‘\\‘H“H“\\MH‘\‘U‘{\M‘H\"‘\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
131.0
—
16.40 16.60
5000 ITI/Z 115.00 59.98%
91.0 160.0
51.0
O b e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- R
145.0 16.40 16.60
m/z 128.00 49.11%
5000
115.
390 770 | ‘ ‘
Orerprrrebrdbeptritresbe et bl e e e e
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@63022\
Data File : VNO©73261.D

Acqg On : 30 Jun 2022 13:22

Operator : JC\MD

Sample : N3554-01

Misc : 5.0mL/MSVOA_N/WATER 152140-SPC-01-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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, 1-ethy... 15.127 6.8 ug/l 166554 4 13.610 1224580 50.0
Benzene, 1l-ethy... 15.233 5.5 ug/l 135289 4 13.610 1224580 50.0
Octane, 2-methyl- 15.392 7.8 ug/l 190740 4 13.610 1224580 50.0
Naphthalene, 1,... 16.457 7.7 ug/l 189319 4 13.610 1224580 50.0
Benzene, 4-(2-b... 16.721 7.7 ug/l 188416 4 13.610 1224580 50.0
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