LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31924\
Data File : VN@81476.D

Acqg On : 19 Mar 2024 17:21
Operator : JC\MD

Sample : P1773-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 18 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©31824W.M

Title : SW846 8260

Signal : TIC: VN@81476.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.512 89 95 104 rBV 403095 654533 4.16% ©0.603%
2 3.248 211 220 238 rVB 1680459 3840516 24.43% 3.540%
3  3.648 279 288 303 rVB2 439501 1095604 6.97% 1.010%
4 4,148 364 373 385 rvB2 81851 218977 1.39% 0.202%
5 4.430 407 421 434 rBV 72306 225870 1.44% 0.208%
6 5.283 552 566 569 rVWV2 162004 522771 3.32% 0.482%
7 5.377 570 582 607 rVB4 405479 2323354 14.78% 2.141%
8 5.812 642 656 671 rBv2 249504 849455 5.40% 0.783%
9 6.318 729 742 756 rVB4 91906 278498 1.77% 0.257%
10 6.653 794 799 810 rVB3 61539 172571 1.10% 0.159%
11 6.889 831 839 849 rBv4 57163 189130 1.20% 0.174%
12 7.330 903 914 930 rVB2 809246 2295292 14.60% 2.115%
13  8.165 1047 1056 1061 rBV 335124 819603 5.21% 0.755%
14 8.230 1061 1067 1079 rVV2 731433 2598588 16.53% 2.395%
15 8.330 1079 1084 1095 rVB5 97817 271949 1.73% 0.251%
16 8.583 1119 1127 1134 rBV2 349657 914068 5.81% 0.842%
17 8.736 1146 1153 1159 rBvV4 135363 355855 2.26% 0.328%
18 8.853 1168 1173 1183 rVB2 99677 226373 1.44% 0.209%
19 9.100 1204 1215 1229 rBV 950270 2008917 12.78% 1.851%
20 9.600 1283 1300 1317 rBV3 237674 762287 4.85% 0.703%

21 10.147 1388 1393 1405 rVB2 82874 183452 1.17%
22 10.565 1457 1464 1470 rBV 1322913 2481712 15.78%
23 10.629 1470 1475 1487 rVB 647028 1253919 7.98%
24 11.865 1677 1685 1694 rBV 1177495 2101304 13.36%
25 11.965 1694 1702 1711 rVV 9409710 15596326 99.19% 14.374%

P RN
N
00
N
R

26 12.076 1711 1721 1732 rVB 7923170 15722974 100.00% 14.491%
27 12.400 1764 1776 1788 rBV 2828893 4776584 30.38%
28 12.700 1819 1827 1835 rVB 482006 812748 5.17%
29 12.847 1845 1852 1863 rVB 898964 1570795 9.99%
30 13.035 1875 1884 1890 rBV 1280714 2068920 13.16%

PR oM
N
N
0
R

31 13.100 1890 1895 1896 rVV 427961 587039 3.73%
32 13.129 1896 1900 1904 rVV 1433786 2355104 14.98%
33 13.176 1904 1908 1916 rVB 645956 1035727 6.59%
34 13.335 1927 1935 1944 rBV 1911332 3150691 20.04%
35 13.482 1952 1960 1972 rBV 5771248 9281423 59.03%

cONONO
O
Ul
Ul
B

36 13.612 1972 1982 1988 rVB3 107181 269874 1.72% 0.249%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31924\
Data File : VN@81476.D

Acqg On : 19 Mar 2024 17:21
Operator : JC\MD

Sample : P1773-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 18 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©31824W.M
Title : SW846 8260
37 13.794 2006 2013 2014 rBV 1214005 1694009 10.77% 1.561%
38 13.823 2014 2018 2026 rVB 1922769 3380292 21.50% 3.115%
39 13.953 2033 2040 2042 rBV2 478947 710686 4.52% 0.655%
40 13.994 2042 2047 2063 rVB 2458165 4928758 31.35% 4.542%
41 14.118 2063 2068 2073 rVB2 120994 177720 1.13% 0.164%
42 14.182 2073 2079 2084 rBvV2 188894 319651 2.03% 0.295%
43 14.247 2084 2090 2093 rBV 396370 669167 4.26% 0.617%
44 14.329 2099 2104 2111 rVB 1084052 1731956 11.02% 1.596%
45 14.400 2111 2116 2119 rBV 218822 363727 2.31% 0.335%
46 14.447 2119 2124 2132 rVB 983414 1629395 10.36% 1.502%
47 14.576 2140 2146 2152 rVB2 186031 298720 1.90% 0.275%
48 14.653 2152 2159 2163 rBV 706020 1166068 7.42% 1.075%
49 14.694 2163 2166 2171 rVB 447640 620928 3.95% 0.572%
50 14.929 2201 2206 2212 rBV 499460 822459 5.23% 0.758%
51 15.053 2218 2227 2233 rBV3 918248 2044932 13.01% 1.885%
52 15.212 2247 2254 2261 rBV2 144513 271487 1.73% 0.250%
53 15.317 2261 2272 2277 rBV3 177968 437769 2.78% 0.403%
54 15.441 2285 2293 2304 rVB3 224392 590010 3.75% 0.544%
55 15.641 2320 2327 2335 rVB 1377702 2584277 16.44%  2.382%
56 15.747 2340 2345 2350 rVV2 94762 188759 1.20% 0.174%

Sum of corrected areas: 108503573
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 19 Mar 2024 17:21

. P1773-02
: 5.0mL/MSVOA_N/WATER
: 18 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@©31924\
VN@e81476.D

JC\MD

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©31824W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN081476.D\data.ms
8000000
6000000
4000000
2000000 3.248
2.512 3.648 77
0 4.148  4.430 5. 5812 6.318  6.653 6.8
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘—V_Y_Y?\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
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: VN081476.D\data.ms
8000000
6000000
4000000
2000000
10.565
7.330 8230 9.100 10.629
R Sl *Prgess || 080 soua /
e m—— —— L e A ——
Time-->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN081476.D\data.ms
11.b65
8oo0000| [L2-076
6000000 13.482
4000000
12.400
13.994
13.335 13.823
2000000
1353429 15.641
T 127650 76 1 3 g%y 83414.95 053
7900 L T
O “Y__Y—Yi I j_ﬁ [ — \A‘ 1 — I 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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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31924\
Data File : VN@81476.D

Acqg On : 19 Mar 2024 17:21
Operator : JC\MD

Sample : P1773-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.248 73.90 ug/1 3840520  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Pentane 72 C5H12 000109-66-0 28
3 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 27

4 3-Buten-1-ol 72 C4H80 000627-27-0 25
5 1-Butene 56 C4H8 000106-98-9 10

Abundance Scan 220 (3.248 min): VN081476.D\data.ms (-211) (-) m/z 43.05 100.00%

43.0
5000 A;
““
72.1 3.00 3.20 3.40 3.60

e 20892349y 46,95 89.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #814: Butane, 2-methyl-
43.0

o

5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
3.00 3.20 3.40 3.60
m/z 42.00 84.77%
72.0
5o | |7
O\\‘\’\\\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #809: Pentane
43.0
““
3.00 3.20 3.40 3.60
5000 m/z 57.10 74 .66%
72.0
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5667: Butane, 1-chloro-2-methyl-
57.0 3.00 3.20 3.40 3.60

m/z 38.95 35.31%

5000; 29.0
ol . 1060

m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31924\
Data File : VN@81476.D

Acqg On : 19 Mar 2024 17:21
Operator : JC\MD

Sample : P1773-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Cyclobutane, methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.377 44.70 ug/1 2323350  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 80
2 Cyclopentane 70 C5H10 000287-92-3 78
3 1-Pentene 70 C5H10 000109-67-1 64
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 50
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 43
Abundance Scan 582 (5.377 min): VN081476.D\data.ms (-570) (-) m/z 42.10 100.00%

42.1
55.0

5.00 5.20 5.40 5.60
b et iS40 mjz 55.00  53.98%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0

5000 et
5.00 5.20 5.40 5.60
55.0

27.0 ‘ ‘ ITI z 70.00 48.71%
\

) 70.0
15.0 \‘ | I ‘
O\\\‘\\‘\\‘\\\\‘\\\‘\‘\\\“\‘!\\‘f\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #634: Cyclopentane
42.0

5.00 5.20 5.40 5.60

5000 ITI z 41.00 36.53%
55.0 700
o150 T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene R R R R
42.0 5.00 5.20 5.40 5.60

m/z 39.00 30.24%

55.0
5000
27.0 70.0
15.0 ‘
| [ \‘\ N
L B R

m/z--> 10 20 30 40 50 60 70 80 90 5.00 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31924\
Data File : VN@81476.D

Acqg On : 19 Mar 2024 17:21
Operator : JC\MD

Sample : P1773-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Cyclopentane, methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.330  44.16 ug/l 2295290  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclohexane 84 C6H12 000110-82-7 90
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
Abundance Scan 914 (7.330 min): VN081476.D\data.ms (-903) (-) m/z 56.05 100.00%
56.0
5000
84.0 7.00 7.20 7.40 7.60
Ot L2069 iy 4160 54.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
56.0
5000
7.00 7.20 7.40 7.60
m/z 69.00 46.69%
ZTO 84.0
O\\\‘\‘\‘\‘\\‘ ‘\‘1‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1644 Cyclohexane
56.0
840 R RN R RN
7.00 7.20 7.40 7.60
5000 m/z 54.95 27.19%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0 7.00 7.20 7.40 7.60
210 m/z 39.00  24.90%
5000
84.0
0’ e o o Ae
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31924\
Data File : VN@81476.D

Acqg On : 19 Mar 2024 17:21
Operator : JC\MD

Sample : P1773-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.335 93.00 ug/l 3150690 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 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 1935 (13.335 min): VN081476.D\data.ms (-1927) (- | m/z 105.00 100.00%

105.0
5000
120.1

510 77.0 91.0 13.00 13.50
O ST Ll nz 120.10 30.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 MA? \/\\ T T J\
120.0 13.00 13.50

m/z 90.95 12.68%

39.0 77.0 91.0
\\‘\\\\‘2\\5\‘\0‘\\\\“\\\\i‘\\\\6‘:\3‘\‘\()\‘\\\‘H‘\\\\“\\\\‘\‘\1\‘\\‘\\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0

13.00 13.50
5000 m/z 77.00 11.30%

o

o

120.0

77.0 91.0

39.0

L P a0 N SO O A

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\//\A\ K
Abundance #10723: Benzene, 1-ethyl-3-methyl-

105.0 13. OO 13. 50

m/z 103.00 9.08%

5000
120.0
39.0 77.0 91.0 M/\A f\ J\
o250 L 880 A LIV

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31924\
Data File : VN@81476.D

Acqg On : 19 Mar 2024 17:21

Operator JC\MD

Sample : P1773-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©31824W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzaldehyde, 4-(1-phenyl-2... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.994 145.48 ug/1 4928760 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 53

2 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 45
3 Indole 117 C8H7N 000120-72-9 43
4 4-Ethynylaniline 117 C8H7N 014235-81-5 43
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 36
Abundance Scan 2047 (13.994 min): VN081476.D\data.ms (-2042) (- | m/z 117.00 100.00%
117.0
5000 NJ\
i :
63.0 91‘0 14.00
b 80l e A m/z 118.00  56.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121208: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)-
117.0
5000 T
14.00
m/z 114.95 33.74%
65.0 91.0
0 390 855 | | 15201780 238.C
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72305: Benzene, (2-bromocyclopropyl)-
117.0 K
e ey
14.00
5000 m/z 91.00 14.20%
91.0
51.0
oh 280 |, “ Il 169.0 196.0
R L S R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9733: Indole
117.0 14.00
m/z 115.95 8.52%
5000 90.0
63.0
N T N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00

82N0©31824W.M Wed Mar 20 14:37:45 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31924\
Data File : VN@81476.D

Acqg On : 19 Mar 2024 17:21

Operator JC\MD

Sample : P1773-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©31824W.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 6 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.329 51.12 ug/1 1731960 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1loH14 000933-98-2 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 2104 (14.329 min): VN081476.D\data.ms (-2099) (- | m/z 119.00 100.00%
119.0
5000
91.0
39.0 650 ‘ C 207 0 14.00 14.50
0 bbbt M 20T8 T m/z 134,00  28.74%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
14.00 14.50
910 m/z 91.00 16.31%
39.0 650 :
O \‘\%\5‘\.‘0\‘\\\“‘\\‘w\’w“\\\‘H‘\\‘\\‘W“\\Hw\\\”\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
— —
14.00 14.50
5000 m/z 120.00 9.75%
1.
150 390 gg5o 91O
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 14.00 14.50
m/z 104.95 9.22%
5000
91.0
39.0 65.0 ‘ ‘
m/z--> 0 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©31924\
Data File : VN@81476.D

Acqg On : 19 Mar 2024 17:21
Operator : JC\MD

Sample : P1773-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Indan, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.447 48.09 ug/l 1629400 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 83
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 80
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 80
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 72
Abundance Scan 2124 (14.447 min): VN081476.D\data.ms (-2119) (- | m/z 117.00 100.00%
117.0
5000 NJ\
14550 :
510 890
0 ,‘HJ_wmu“WU‘_‘\MWWW?R‘?:%W_H‘_??R:‘ 115.00  33.05%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16104: Indan, 1-methyl-
117.0
5000
14.50
m/z 132.00 26.19%
#0070 |
O’HH‘HH“}\H‘H\\‘HH‘\}‘\‘\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16120: Benzene, 2-butenyl-
117.0
—r=
14.50
5000 91.00 14.15%
39.0 780 ‘
o,m‘w‘ew“:"‘”"Mwwul‘_‘:“mw‘w_m_m‘w_wmw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 1450
/z 118.00  10.35%
5000
0 e ||
O prbrertie bty el Al e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 1450
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31924\
Data File : VN@81476.D

Acqg On : 19 Mar 2024 17:21
Operator : JC\MD

Sample : P1773-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.653  34.42 ug/1 1166070  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
4 o-Cymene 134 CleH14 000527-84-4 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 93

Abundance Scan 2159 (14.653 min): VN081476.D\data.ms (-2152) (- | m/z 119.05 100.00%
119.1

-

5000
. —
39.0 65.0 91.0 14.50 15.00
Ol b 11482 20907 134,00 48.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000

14.50 15.00
m/z  90.95 15.20%

91.0
39.0 65.0
0 -:I_\IS\“O\‘\H“‘\ \‘\‘\“\“\\\“"\\‘\\‘m\ \‘MH\“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0

— ——
14.50 15.00

5000 m/z 133.05 9.56%
0 91.0
ols0, 220 b b
mlz--> 20 40 60 80 100 120 140 160 180 200 JNJ\/AWMM
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- o —T—
119.0 14.50 15.00

m/z 120.05 9.49%

5000

91.0

0“‘_M‘w“NM‘M‘MW“ww‘ﬁwuJ\_“W“H“H‘_“‘ A oY
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31924\
Data File : VN@81476.D

Acqg On : 19 Mar 2024 17:21
Operator : JC\MD

Sample : P1773-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.053 60.36 ug/l 2044930 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 Indan, 1-methyl- 132 C10H12 000767-58-8 90
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
Abundance Scan 2227 (15.053 min): VN081476.D\data.ms (-2218) (- | m/z 116.95 100.00%
117.0
5000
91.0 m P ‘
51.0 15.00
) N R i A . _‘M‘u‘l‘%ﬁ-‘l‘ 2009 m/z 132.05  35.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 P :
15.00
o 910 m/z 115.00  28.31%
O \\\‘2\7‘\.\0\“\\“\-\‘w\\\“‘\\“f\‘”f“\\“‘\w\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
R \
15.00
5000 m/z 131.00 17.72%
39.0 650 91.0 ‘
bbb el
m/z--> 20 40 60 80 100 120 140 160 180 200 /khxj\
Abundance #16104: Indan, 1-methyl-
117.0 15.00
m/z 91.00 13.90%
5000
300 650 O ‘
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©31924\
Data File : VN@81476.D

Acqg On : 19 Mar 2024 17:21
Operator : JC\MD

Sample : P1773-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 1H-Indene, 1-methylene- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.641 76.28 ug/l 2584280 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 95
3 Azulene 128 C10HS8 000275-51-4 91
4 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 56
5 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 53
Abundance Scan 2327 (15.641 min): VN081476.D\data.ms (-2320) (- | m/z 127.95 100.00%
128.0
5000
102.0 iS%d ide
51.0 740 : . -
Ol e 1469157 00 11.95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13686: Naphthalene
128.0
5000
15.50 16.00
m/z 129.00 10.89%
510 750 1020 |
O\\\\‘\\\\‘\\“\\‘w\\””“\\\\"\\\\‘\ \\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #13688: 1H-Indene, 1-methylene-
R f\/\/\/\
R 4
15.50 16.00
5000 m/z 101.95 9.55%
51.0
‘ | 75.0 10‘2'0 M
Ol
m/z--> 20 40 60 80 100 120 140 160
Abundance #13681: Azulene e —
128.0 15.50 16.00
m/z 126.00 7.38%
5000
51.0 102.0
28.0 75.0 \M
m/z--> 20 40 60 80 100 120 140 160 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31924\
Data File : VN@81476.D

Acqg On : 19 Mar 2024 17:21
Operator : JC\MD

Sample : P1773-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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-methyl- 3.248 73.9 ug/l 3840520 1 8.230 2598590 50.0
Cyclobutane, me... 5.377 44.7 ug/l 2323350 1 8.230 2598590 50.0
Cyclopentane, m... 7.330 44.2 ug/l 2295290 1 8.230 2598590 50.0
Benzene, 1-ethy... 13.335 93.0 ug/l 3150690 4 13.794 1694010 50.0
Benzaldehyde, 4... 13.994 145.5 ug/l 4928760 4 13.794 1694010 50.0
Benzene, 4-ethy... 14.329 51.1 wug/l 1731960 4 13.794 1694010 50.0
Indan, 1-methyl- 14.447 48.1 ug/l 1629400 4 13.794 1694010 50.0
Benzene, 1,2,4,... 14.653  34.4 ug/l 1166070 4 13.794 1694010 50.0
Benzene, 1l-ethe... 15.053 60.4 ug/l 2044930 4 13.794 1694010 50.0
1H-Indene, 1-me... 15.641 76.3 ug/l 2584280 4 13.794 1694010 50.0
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