LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032823\
Data File : VX@34799.D

Acqg On : 28 Mar 2023 17:36

Operator : JC/MD

Sample : 02073-01

Misc : 5.07g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 23  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 X\Method\82X031023W.M
Title : SW846 8260
Signal : TIC: VX@34799.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.179 174 179 193 rVB 124706 193390 1.03% 0.322%
2 2.416 208 218 264 rBV 2420440 9525847 50.77% 15.869%
3 5.385 695 705 713 rBV 166580 497066  2.65% ©.828%
4 5.489 713 722 726 rVW 290529 838686 4.47% 1.397%
5 5.544 727 731 734 rVV2 343309 782508 4.17%  1.304%

.623 734 744 765 rVV 3122989 10699437 57.

6 5 7

7 5.812 765 775 788 rVB 394976 1143804 6.10% 1.905%
8 5.958 788 799 809 rBV 222221 598491 3.19% ©.997%
9 6.598 890 904 921 rBV 387116 942947 5.03% 1.571%
106  6.757 921 930 949 rVB 529423 1295103 6.90%  2.157%
11 7.123 976 990 1022 rBV 190935 862562 4.60% 1.437%
12 8.647 1234 1240 1245 rBV 1062443 1703804 9.08%  2.838%
13 8.720 1245 1252 1265 rVB 11925655 18764221 100.00% 31.259%
14 10.055 1466 1471 1482 rVB 971853 1465873 7.81%  2.442%
15 10.604 1555 1561 1567 rBV 180296 335119 1.79% ©.558%
16 11.085 1634 1640 1653 rVB 755882 1166176 6.21%  1.943%
17 11.543 1710 1715 1723 rBV 356197 471496 2.51% ©.785%
18 12.024 1789 1794 1800 rBV 1068745 1419068 7.56%  2.364%
19 12.317 1836 1842 1848 rVB6 124632 274763 1.46% 0.458%
20 12.421 1856 1859 1863 rVV 305587 338719 1.81% ©.564%
21 12.616 1887 1891 1899 rVB 115026 194454  1.04% ©.324%
22 12.920 1938 1941 1945 rVV 157784 211215 1.13% 0.352%
23 12.963 1945 1948 1955 rVB 287586 422676 2.25% 0.704%
24 13.164 1975 1981 1986 rBV3 196757 336453 1.79% ©.560%
25 13.213 1986 1989 1992 rBvV2 157411 213835 1.14% ©.356%
26 13.262 1992 1997 1999 rVV3 200145 359008 1.91% ©.598%
27 13.292 1999 2002 2007 rVB3 360688 507893 2.71% ©.846%
28 13.420 2019 2023 2032 rVB4 170946 371522 1.98% ©0.619%
29 13.579 2039 2049 2055 rBV3 384856 1014119 5.40% 1.689%
30 13.774 2078 2081 2087 rVB 195617 243421 1.30% 0.406%
31 13.847 2087 2093 2099 rVB6 186777 522358 2.78% ©.870%
32 13.926 2100 2106 2112 rBV4 229038 556593 2.97% 0.927%
33 14.036 2121 2124 2127 rVB3 207634 237249 1.26% ©0.395%
34 14.225 2149 2155 2160 rVB3 302739 570594 3.04% ©0.951%
35 14.323 2167 2171 2176 rBV 126099 189307 1.01% ©.315%

36 14.481 2193 2197 2205 rVB4 192404 384036 2.05% 0.640%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032823\
Data File : VX@34799.D

Acqg On : 28 Mar 2023 17:36

Operator : JC/MD

Sample : 02073-01

Misc : 5.07g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 23  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_X\Method\82X031023W.M
Title : SW846 8260
37 14.615 2215 2219 2221 rBV 279701 375268 2.00% 0.625%

Sum of corrected areas: 60029081
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032823\
Data File : VX@34799.D

Acqg On : 28 Mar 2023 17:36

Operator : JC/MD

Sample : 02073-01

Misc : 5.07g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M
Quant Title : SW846 8260

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

Abundance TIC: VX034799.D\data.ms

le+07
8000000
6000000

4000000
5.623

2.416
2000000

2.179 5.388894| 5.812 958

0H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH’\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HM‘HH‘\H/\\

Time--> 1.20 1.40 1.60 1.80 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

Abundance TIC: VX034799.D\data.ms
8.720

1le+07

8000000

6000000

4000000

2000000

8'6 _[ 10-055 11.085

10.604 A lelf

0' ﬁ—r S T T T T T T T T T T T T T T T T T T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX034799.D\data.ms

le+07
8000000
6000000
4000000

2000000
12.024

o] 1282610 10%96800ERRRAS0 XTI RIBMIOT: 22524 de01S
L L L

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_X\Data\VX032823\
Data File : VX@34799.D

Acqg On : 28 Mar 2023 17:36

Operator : JC/MD

Sample : 02073-01

Misc : 5.07g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Propane, 2,2-dimethoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.623 683.66 ug/l 10699400  Pentafluorobenzene 5.544

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 59
2 Borane, dimethoxy- 74 C2H7B02 004542-61-4 38
3 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 12
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 10
5 Guanidine, methyl- 73 C2H7N3 000471-29-4 9
Abundance Scan 744 (5.623 min): VX034799.D\data.ms (-734) (-) m/z 73.10 100.00%
73.1
43.1
5000
89.0
RAREEEEAEE
‘ 571 ‘ 5.40 5.60 5.80 6.00
ot b et el e m/z 43.18 58.91%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #5397: Propane, 2,2-dimethoxy-
73.0
43.0
5000
15.0 29.0 5.40 5.60 5.80 6.00
89.0 m/z 42.10 41.93%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #897: Borane, dimethoxy-
73.0
43.0 5.40 5.60 5.80 6.00
5000 15.0 m/z 41.16 32.97%
29.0
‘ 57.0 ‘
O L et L AN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #984: 1-Propanol, 2-methyl-
43.0 5.40 5.60 5.80 6.00
m/z 89.05 28.51%
5000
27.
INRET
Ot e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032823\
Data File : VX@34799.D

Acqg On : 28 Mar 2023 17:36

Operator : JC/MD

Sample : 02073-01

Misc : 5.07g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Hexane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.812 73.09 ug/1l 1143800  Pentafluorobenzene 5.544

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
3 Octane, 4,5-dimethyl- 142 C1eH22 015869-96-2 47
4 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 45
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 43
Abundance Scan 775 (5.812 min): VX034799.D\data.ms (-765) (-) m/z 43.05 100.00%
43.0
711
5000
M ‘ 1001 5.40 5.60 5.80 6.00 6.20
ol e 1681 sz 71010 64.95%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000
5.40 5.60 5.80 6.00 6.20
m/z 70.05 59.20%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8634: Heptane, 4-methyl-
43.0
5.40 5.60 5.80 6.00 6.20
5000 710 m/z 41.10  58.28%
RTINS
e e e
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22099: Octane, 4,5-dimethyl- RamEa e
43.0 5.40 5.60 5.80 6.00 6.20
700 m/z 57.10  53.22%
5000
oL 240 |l %90 1420
T e e e e e e R R
m/z--> 0 20 40 60 80 100 120 140 160 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032823\
Data File : VX@34799.D

Acqg On : 28 Mar 2023 17:36

Operator : JC/MD

Sample : 02073-01

Misc : 5.07g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Heptane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.598 36.40 ug/l 942947  1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 43
4 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 43
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 40
Abundance Scan 904 (6.598 min): VX034799.D\data.ms (-890) (-) m/z 43.05 100.00%
571 71.1
5000 ]
100.1 R R EREEE N
6.20 6.40 6.60 6.80 7.00
H | 85.1 g
0 H‘_‘H‘H‘w‘H‘_‘H‘A‘W‘H‘M‘H‘H‘W‘H‘_‘H,H‘w m/z 41.05 63.91%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
57.0
5000 710 [T T[T T[T T T[T TT T
6.20 6.40 6.60 6.80 7.00
29.0 ‘ ‘ 100.0 m/z 71.10 58.95%
0 \\\‘\\H‘\\\\’\\\\‘\H\‘\\\\‘\\‘\\’\\\\‘\H\‘\\\\‘\\\\’H\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0
R R
6.20 6.40 6.60 6.80 7.00
5000 290 57.0 71.0 m/z 57.10 52.44%
o 10 150 “ L, 85.0 100.0
e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2045: Pentane, 2-methyl- R
43.0 6.20 6.40 6.60 6.80 7.00
m/z 56.10 32.02%
5000 71.0
21.0 57.0
[
0 m_‘H_‘H,HH‘w‘mwm‘,mwwww,w‘

m/z--> 0 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032823\
Data File : VX@34799.D

Acqg On : 28 Mar 2023 17:36

Operator : JC/MD

Sample : 02073-01

Misc : 5.07g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 1,3-Dioxolane, 2,2-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.123  33.30 ug/l 862562 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2-dimethyl- 102 C5H1002 002916-31-6 90
2 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 72
3 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 53
4 Isobutane 58 C4H1e 000075-28-5 9
5 Oxirane, trimethyl- 86 C5H100 005076-19-7 9

Abundance Scan 990 (7.123 min): VX034799.D\data.ms (-976) (-) m/z 43.05 100.00%

43.0
87.0
5000 k
T
“ 72"1 6.80 7.00 7.20 7.40
Obrerrrrprrerpreeibbeprrtbres ety e AL 2358 sz 87,00 81.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4858: 1,3-Dioxolane, 2,2-dimethyl-
43.0 87.0
5000 L L B I I R R
6.80 7.00 7.20 7.40
72.0 m/z 42.10  28.20%
270 | ‘
O H\‘HH‘H\‘\“‘\H\iHHH‘\HH‘HH‘\H\‘\\\}‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl-
30.0
o RRRREE e RAER
6.80 7.00 7.20 7.40
5000 87.0 m/z 72.10 16.32%
15.0 | 72.0
0 mm‘u‘mw‘\mﬁ)ﬁo‘\m“uu‘!\\\‘\\m‘\m‘\m‘\m‘\m‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2114: N,N-Dimethylacetamide M e
44.0 87.0 6.80 7.00 7.20 7.40
m/z 41.05 13.12%
5000
‘ T j\‘\/W\
Ot R EEaRRamERE eSS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032823\
Data File : VX@34799.D

Acqg On : 28 Mar 2023 17:36

Operator : JC/MD

Sample : 02073-01

Misc : 5.07g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 n-Butyl methacrylate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.543 16.61 ug/l 471496  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Butyl methacrylate 142 C8H1402 000097-88-1 80
2 2-Butenoic acid, butyl ester 142 C8H1402 007299-91-4 80
3 2-Propenoic acid, 2-methyl-, 2-m... 142 C8H1402 000097-86-9 72
4 2-Propenoic acid, 2-methyl-, hex... 170 C10H1802 000142-09-6 64
5 Amyl crotonate 156 CSH1602 1000429-17-2 59
Abundance Scan 1715 (11.543 min): VX034799.D\data.ms (-1710) (- | m/z 69.00 100.00%
41.1 69.0
5000
j\v? = ‘
971 1371 11.50
Obrrprordhdll i BT ASTL 4729 2431 0 4100 94.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22637: n-Butyl methacrylate
410 690
5000 —— :
11.50
m/z 87.00 76.72%
o180 L || | 199.0
H\‘\H\ \\H‘\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘\H\‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22711: 2-Butenoic acid, butyl ester
69.0 J
/k T T ‘ T T T ‘
11.50
m/z 56.10 51.61%
5000 21.0
5159 ‘ L | 199.0 1270
R E L o A RARaaRaEEIE S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22866: 2-Propenoic acid, 2-methyl-, 2-methylpropyl este — ‘
69.0 11.50
m/z 39.05 46.24%
41.0
5000
0 15.0 “m \‘ I 99_0 127.0
e e e e e e e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032823\
Data File : VX@34799.D

Acqg On : 28 Mar 2023 17:36

Operator JC/MD

Sample : 02073-01

Misc : 5.07g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1
Quant Method
Quant Title : SW846 8260

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

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M

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, (1-methyl-1-propen...

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.292 17.90 ug/l 507893 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 70
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 55
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 50
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 49

Abundance Scan 2002 (13.292 min): VX034799.D\data.ms (-1999) (- m/z 119.10 100.00%
119.1
5000
91.0
P -
39.1 650 ‘ 148.1 13.00 13.50
RS N uw‘m‘m AT M H‘ i 1,662 m/z 117.05  88.36%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)-
117.0
5000 P ASS
c10 9L.0 13.00 13.50
270 1 | m/z 132.05  30.02%
| ‘ Jﬁ |74 |
O\’\\‘\\“‘\\ \“‘\‘\\H“‘\\H\“U\\‘ \.‘\\\\’\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0 AMyAWv
P PR
13.00 13.50
5000 m/z 115.00 29.68%
91.0
39.0 ‘ il
65.0
0 ‘,ﬂ“M‘HM‘HNH;M‘N;‘yW““%‘49““,H“
m/z--> 20 40 60 80 100 120 140 160
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- —— —
117.0 13.00 13.50
m/z 91.00 26.35%
5000
91.0
51.0
0 ‘E?Q‘H‘ﬂM‘M7ﬁE‘N1‘HMN e R R —— —T
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032823\
Data File : VX@34799.D

Acqg On : 28 Mar 2023 17:36

Operator : JC/MD

Sample : 02073-01

Misc : 5.07g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Benzene, 1-ethyl-4-(1-methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.579 35.73 ug/1 1014120 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 90
2 3,4-Dimethylcumene 148 C11H16 1000370-34-1 87
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C1l1H16 004706-90-5 83
4 4-tert-Butyltoluene 148 C11H16 000098-51-1 74
5 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 74
Abundance Scan 2049 (13.579 min): VX034799.D\data.ms (-2039) (- m/z 133.00 100.00%
133.0
- A_M\/\AMJ\}\MN
41.0 T
L 60.1 91"0 12& 13.50
Ol il Ly 3128 ] 116011820 s 148 05 30.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
5000
105.0 13.50
m/z 119.10 26.79%
0 \:L\S\.?\‘\‘\L\“{I‘T\O\‘\ T “i‘\??‘.“ow 7T “\‘\ \‘i“‘i T \‘\‘\ T o I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26348: 3,4-Dimethylcumene
138.0
T I
13.50
5000 m/z 41.05 18.20%
105.0
41.0 77.0
o TR Ot N N S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26408: Benzene, 1,3-dimethyl-5-(1-methylethyl)- ——
133.0 13.50
m/z 55.10 16.38%
5000
105.0
39.0 77.0 ‘ ‘ ‘
0 \1\5‘)\.?\‘0\ “‘i“ \“1‘\ “‘1‘\ : 1““ ety \M‘“ : 1‘\‘\ R R ——
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032823\
Data File : VX@34799.D

Acqg On : 28 Mar 2023 17:36

Operator : JC/MD

Sample : 02073-01

Misc : 5.07g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.847 18.41 ug/1 522358 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 50
2 Naphth[1,2-bJoxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 49
3 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H1e0 000530-93-8 49
4 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 38
5 2-Azetidinone, 4-phenyl- 147 CSHSNO 005661-55-2 30
Abundance Scan 2093 (13.847 min): VX034799.D\data.ms (-2087) (- m/z 104.05 100.00%
104.1
5000 146.1
43.1 701 :
s =
13.50 14.00
0 5M‘ML‘WM}ZW%E9§4‘ m/z 91.00 42.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25044: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
146.0
5000 — ——
13.50 14.00
m/z 146.05 36.51%
51.0 78.0
0 \\\‘2\7‘\.(\)\“‘\ \“\‘\ “U\ f \H‘ - ““\ \‘\m’zﬁhpw T \“\ (L AL e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #24966: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104.0
13.50 14.00
5000 146.0 m/z 133.00 32.92%
39.0 78.0
0 H“JM‘«HNMMW‘HW‘WLWM“,“M‘WM“,H“,H““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24951: 2(1H)-Naphthalenone, 3,4-dihydro- e s
104.0 13.50 14.00
m/z 43.10 31.43%
146.0
5000
39.0 78.0
o S YN | N [ N
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_X\Data\VX032823\
Data File : VX@34799.D

Acqg On : 28 Mar 2023 17:36

Operator : JC/MD

Sample : 02073-01

Misc : 5.07g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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, (3-methyl-2-butenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.926 19.61 ug/l 556593  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 55
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 55
3 7-Ethylidenebicyclo[4.2.1]nona-2... 146 C1l1H14 094400-10-9 55
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 49
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 46

Abundance Scan 2106 (13.926 min): VX034799.D\data.ms (-2100) (- m/z 131.00 100.00%
131.0

5000

0 m/z 117.05 70.41%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25004: Benzene, (3-methyl-2-butenyl)-
131.0
91.0

5000 T
39.0 14.00
850 m/z 133.05 61.83%
15.
O T \5‘\(‘)\“}‘\ \‘}‘\ \“1‘\ “h‘u \H}h“ T \‘1 T “h‘\ \H“ \‘\“! T ‘ \‘\ T ‘ T 1T ‘ 11
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
s
14.00
5000 91.0 m/z 91.80 54.45%

o @0 || )
]
miz--> 20 40 60 80 100 120 140 160 180

Abundance  #25036: 7-Ethylidenebicyclo[4.2.1]nona-2,4-diene ——
91.0 131.0 14.00

m/z 119.00 50.03%

5000
39.0
65.0 ‘
OM‘L% HMW I

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032823\
Data File : VX@34799.D

Acqg On : 28 Mar 2023 17:36

Operator : JC/MD

Sample : 02073-01

Misc : 5.07g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.225 20.10 ug/l 570594  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 78
4 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 64
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 64
Abundance Scan 2155 (14.225 min): VX034799.D\data.ms (-2149) (- | m/z 131.00 100.00%
131.0
w M
910 ‘ L
51.0 ‘ 162.1 14.00 14.50
" “w o o I MHH“ L2253 2810 n/7118.10  56.68%
miz--> 100 150 200 250
Abundance #25050. Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 P AR,
39.0 91.0 14.00 14.50
m/z 146.05 52.91%
J

o

“‘ H‘ “H \‘\N ‘hm‘h‘ ‘\ \‘ : ‘ “‘ ‘\‘\‘ T
miz--> 50 100 150 200 250
Abundance  #25053: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

14.00 14.50
5000 ITI/Z 133.00 37.10%
oLt ‘\ A H ‘n \‘ \M H M ‘\M‘ : e e WLV
miz--> 50 100 150 200 250
Abundance #25003: Benzene, (1-methyl-1-butenyl)- P F
131.0 14.00 14.50

m/z 117.05 34.44%

91.0
5000
51.0
150, | \L\ bk ) H\ I : LA

\
I
miz--> 50 100 150 200 250 14.00 14.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032823\
Data File : VX034799.D

Acqg On : 28 Mar 2023 17:36

Operator : JC/MD

Sample : 02073-01

Misc : 5.07g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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|
Propane, 2,2-di... 5.623 683.7 ug/l 10699400 1 5.544 782508 50.0
Hexane, 3-methyl- 5.812 73.1 ug/l 1143800 1 5.544 782508 50.0
Heptane 6.598 36.4 ug/l 942947 2 6.757 1295100 50.0
1,3-Dioxolane, ... 7.123 33.3 ug/l 862562 2 6.757 1295100 50.0
n-Butyl methacr... 11.543 16.6 ug/l 471496 4 12.024 1419070 50.0
Benzene, (1-met... 13.292 17.9 ug/l 507893 4 12.024 1419070 50.0
Benzene, 1l-ethy... 13.579 35.7 wug/l 1014120 4 12.024 1419070 50.0
Naphthalene, 1,... 13.847 18.4 ug/l 522358 4 12.024 1419070 50.0
Benzene, (3-met... 13.926 19.6 ug/l 556593 4 12.024 1419070 50.0
Naphthalene, 1,... 14.225 20.1 wug/l 570594 4 12.024 1419070 50.0
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