LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32622\
Data File : VN©71581.D

Acqg On : 26 Mar 2022 18:38
Operator : JC\MD

Sample : N2131-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 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©32522W.M

Title : SW846 8260

Signal : TIC: VN@71581.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.128 186 194 215 rVB 181297 455545 10.94% 1.401%
2 3.510 250 259 274 rVB 31485 75850 1.82% 0.233%
3 4.581 431 441 454 rBV3 11657 41758 1.00% 0.128%
4 5.075 512 525 531 rBV3 32531 115849 2.78%  0.356%
5 5.622 604 618 629 rBV 48656 164503 3.95% 0.506%
6 7.145 866 877 891 rVB3 94018 282668 6.79% 0.869%
7 8.016 1016 1025 1030 rBV 512405 1194986 28.69% 3.675%
8 8.081 1030 1036 1046 rVV 1016586 2385417 57.26% 7.336%
9 8.169 1047 1051 1064 rVB4 27558 71377 1.71% 0.220%
10 8.434 1087 1096 1110 rBV 536955 1236943 29.69%  3.804%
11  8.616 1122 1127 1137 rVV2 37823 105350 2.53% 0.324%
12 8.704 1137 1142 1151 rVB4 22604 64510 1.55% 0.198%
13 8.963 1177 1186 1200 rBV 1460445 2984723 71.65% 9.179%
14  9.881 1337 1342 1352 rVB2 22154 43124 1.04% 0.133%
15 10.010 1359 1364 1372 rVB2 25852 53291 1.28% 0.164%

16 10.439 1428 1437 1444 rBV 2299780 4165851 100.00% 12.812%
17 10.498 1444 1447 1461 rVB2 60381 135413 3.25% ©0.416%
18 11.739 1649 1658 1669 rBV 2160126 3801571 91.26% 11.691%
19 11.839 1669 1675 1686 rVV 733614 1240355 29.77%  3.815%
20 11.951 1686 1694 1706 rVB 655322 1263056 30.32%  3.884%

21 12.275 1741 1749 1759 rVB 37166 65763 1.58%
22 12.575 1792 1800 1807 rBV2 87875 147987 3.55%
23 12.727 1818 1826 1837 rBV 1690144 2842742 68.24%
24 12.916 1852 1858 1864 rBV 169021 285278 6.85%
25 12.980 1864 1869 1871 rVV3 48760 87591 2.10%

SRR RN
N
N
N
B

26 13.010 1871 1874 1878 rVV 125897 202912 4
27 13.057 1878 1882 1890 rVB 70250 118091 2
28 13.216 1902 1909 1917 rBV 220785 363490 8.73%
29 13.363 1928 1934 1948 rVB 1336555 2183675 52.
30 13.498 1948 1957 1963 rVB4 41807 93824 2

OCORr OO
=
=
0
R

31 13.669 1979 1986 1999 rBV2 1790983 3462727 83.12% 10.649%
32 13.833 2008 2014 2016 rBvV2 55459 87491 2.10%
33 13.874 2016 2021 2025 rVVW 270711 464246 11.14%
34 13.916 2025 2028 2037 rVB4 52859 104201 2.50%
35 14.127 2059 2064 2066 rBV 74640 119577 2.87%

[
w
N
[
R

36 14.216 2073 2079 2084 rVB 126514 202832 4.87% 0.624%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32622\
Data File : VN©71581.D

Acqg On : 26 Mar 2022 18:38
Operator : JC\MD

Sample : N2131-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 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©32522W.M
Title : SW846 8260
37 14.274 2084 2089 2093 rVvV5 23121 41767 1.00% ©0.128%
38 14.327 2093 2098 2104 rVB2 107522 182458 4.38% 0.561%
39 14.539 2124 2134 2137 rBV 74153 134899 3.24% 0.415%
40 14.574 2137 2140 2146 rVB 79285 114806 2.76% 0.353%
41 14.804 2174 2179 2185 rBV2 64482 105972  2.54% 0.326%
42 14.927 2192 2200 2206 rBV2 126060 277757 6.67% 0.854%
43 15.192 2235 2245 2254 rVWV6 24019 76745 1.84% 0.236%
44 15.310 2257 2265 2273 rVB3 30679 76650 1.84% 0.236%
45 15.504 2287 2298 2310 rBV 321878 639416 15.35% 1.966%
46 16.615 2480 2487 2496 rVB 64908 151456 3.64% 0.466%

Sum of corrected areas: 32516493
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32622\
Data File : VNO©71581.D

Acqg On : 26 Mar 2022 18:38
Operator : JC\MD

Sample : N2131-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VNO71581.D\data.ms
2000000
1500000
1000000
500000
3.128
0 3.510 4.581 5.075 5.622
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\
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: VNO71581.D\data.ms
10.439 11.739
2000000
1500000 8.963
1000000 e
1.8
8.434
500000 8.0
o 7145 169 8.64604 9.880.010 0{498
— —— — e —r——————— — = —— ——
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VNO71581.D\data.ms
2000000
13.669
12.727
1500000
13.363
1000000
1.951
500000
15.504
0016 13.216 13.874 -
. 12.275 12575 ]ﬁ%gﬂ 3. 498 13 91614 27171‘53@414 E%‘K 15 16310 16.615
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

82N©32522W.M Mon Mar 28 19:26:02 2022 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32622\
Data File : VN@71581.D

Acqg On : 26 Mar 2022 18:38

Operator JC\MD

Sample : N2131-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@32522W.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 1 Butane, 2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.128 9.55 ug/l 455545  Pentafluorobenzene 8.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Pentane 72 C5H12 000109-66-0 72
3 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 53
4 Oxirane, ethyl- 72 C4H80 000106-88-7 50
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 32
Abundance Scan 194 (3.128 min): VN071581.D\data.ms (-186) (-) m/z 43.05 100.00%
43.0
5000 /\v
H‘H‘W‘H‘,H‘W‘H“
‘ ‘72-1 2.80 3.00 3.20 3.40
Ob bl L1148 2071 oo a3.65  76.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘
2.80 3.00 3.20 3.40
m/z 57.10 74.96%
150 | |70
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0
e
2.80 3.00 3.20 3.40
5000 m/z 41.05 73.97%
72.0
osol oy
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4207: 2(3H)-Furanone, dihydro-4-methyl- ““H“““,H“““‘
42.0 2.80 3.00 3.20 3.40
m/z 56.05 25.51%
5000
0 jm | 700 100.0
e e e P iy
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32622\
Data File : VNO©71581.D

Acqg On : 26 Mar 2022 18:38
Operator : JC\MD

Sample : N2131-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 Cyclopentane, methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.145 5.92 ug/1 282668 Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

4 Cyclohexane 84 C6H12 000110-82-7 64
5 1-Pentanol, 3-methyl- 102 C6H140 000589-35-5 45

Abundance Scan 877 (7.145 min): VNO71581.D\data.ms (-866) (-) m/z 56.10 100.00%

56.1
5000 411 69.1 A/\
R RE T e R Ra
M ‘ 84.1 6.80 7.00 7.20 7.40
o""w"Mwwmmmu_u“lfww‘w‘ m/z 41.10 46.27%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L NI B A LR I

6.80 7.00 7.20 7.40
28.0

m/z 69.10 40.94%
M ‘ 84.0
0 \\\‘\\\\‘]\-\5\0\‘\\\H“\\\\‘\‘\\\“\w‘\‘\\\‘1i\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0
P T
41.0 6.80 7.00 7.20 7.40
5000 m/z 55.10  24.85%
27.0
69.0
MY 0 T N . 0
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- b
56.0 6 7.00 7.20 7.40
27.0 m/z 39.00  23.44%
5000
42.0
N
) | 1 N N R
m/z--> 0O 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32622\
Data File : VNO©71581.D

Acqg On : 26 Mar 2022 18:38
Operator : JC\MD

Sample : N2131-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.216 5.25 ug/1 363490 1,4-Dichlorobenzene-d4 13.669
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-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Mesitylene 120 CS9H12 000108-67-8 90

Abundance Scan 1909 (13.216 min): VN071581.D\data.ms (-1902) (-  m/z 105.05 100.00%

105.1
5000
120.1
39.1 77.0 13.00 13.50
0 1~ 1590 M “\ W) 140.9 m/z 120.10 33.21%
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\ . . (]
m/z--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 T T T T T T ﬁ\
120.0 13.00 13.50
m/z 91.00 12.26%
77.0
0 \1\5\.0‘ T \3\9".0\ \‘\5\9‘.9‘\ T \M‘ T \‘1 T ‘M‘\ \‘\H"\ LI
m/z--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 77.00 11.36%
120.0
79.0
] T -
m/z--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 13.00 13.50
m/z 106.00 9.21%
5000 120.0
39.0 77.0
0 ‘1‘5(0‘“\ ‘ “,H “‘1“6‘2“"9‘ ‘ ‘M‘ b ‘U‘ “H‘,H A N /\‘ =4 i
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32622\
Data File : VNO©71581.D

Acqg On : 26 Mar 2022 18:38
Operator : JC\MD

Sample : N2131-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 unknownl3.874 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.874 6.70 ug/1 464246  1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 43
2 4-Ethynylaniline 117 C8H7N 014235-81-5 43
3 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 42
4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 40
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 40

Abundance Scan 2021 (13.874 min): VN071581.D\data.ms (-2016) (-  m/z 117.05 100.00%

11y.1
5000
L T ™ ‘N%uj\

390 630 910 13.50 14.00
O b A m/z 118.10  55.79%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #9735: Indole
117.0
5000 90.0
1350 14.00

m/z 115.10 34.71%

63.0
O\]\-\4'\0‘\\\3\9‘(\)\\\“‘}\\\‘\\\\‘\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9746: 4-Ethynylaniline
117.0

1350 1400
89.0
63.0
SN WA NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72305: Benzene, (2-bromocyclopropyl)-
117.0 1350 1400

m/z 116.05 9.09%

5000

91.0

51.0
oH"%7‘9‘\_wH_m\”_"1\_”‘_”“1@99_4%9‘ Ao

m/z--> 20 40 60 80 100 120 140 160 180 200 1350 0
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32622\
Data File : VNO©71581.D

Acqg On : 26 Mar 2022 18:38
Operator : JC\MD

Sample : N2131-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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- 3.128 9.6 ug/l 455545 1 8.081 2385420 50.0
Cyclopentane, m... 7.145 5.9 ug/l 282668 1 8.081 2385420 50.0
Benzene, 1l-ethy... 13.216 5.3 ug/l 363490 4 13.669 3462730 50.0
unknown13.874 13.874 6.7 ug/l 464246 4 13.669 3462730 50.0
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