LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038455.D

Acqg On : 24 Oct 2023 15:08

Operator : JC/MD

Sample : 04975-02 10X

Misc : 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 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\82X100523W.M

Title : SW846 8260

Signal : TIC: VX@38455.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.563 69 78 79 rBV5 16341 36876 1.58% 0.184%
2 4.580 562 573 583 rBv2 6789 25144 1.08% 0.125%
3 5.385 693 705 716 rBV 102559 303015 12.96% 1.509%
4 5.550 716 732 763 rVB 167942 573164 24.51% 2.854%
5 5.824 763 777 788 rBV2 38934 113221 4.84% 0.564%
6 5.958 788 799 813 rBV 104514 281816 12.05% 1.403%
7 6.184 822 836 844 rBV6 6108 23559 1.01% 0.117%
8 6.611 897 906 919 rBV 44078 108199 4.63% 0.539%
9 6.757 922 930 951 rVV 260733 637547 27.27% 3.175%
10 7.379 1021 1032 1041 rVB2 32030 77329 3.31% 0.385%
11  8.275 1174 1179 1183 rBV 14360 23491 1.00% 0.117%
12 8.598 1225 1232 1235 rBV2 33381 58675 2.51% 0.292%
13 8.647 1235 1240 1246 rVV 568137 904814 38.70%  4.506%
14  8.720 1246 1252 1258 rVV 899677 1410955 60.34% 7.026%
15 8.909 1278 1283 1289 rVWV 25159 38351 1.64% 0.191%
16 8.976 1289 1294 1305 rVB2 24705 41004 1.75% 0.204%
17 9.1e4 1305 1315 1320 rBV2 32856 57001 2.44% 0.284%
18 9.384 1351 1361 1370 rBV2 24432 47301 2.02% 0.236%
19 9.506 1375 1381 1386 rBV4 43238 89826 3.84% 0.447%
20 9.561 1386 1390 1395 rVV 64839 91199 3.90% 0.454%
21  9.616 1395 1399 1403 rWV 36597 62420 2.67% 0.311%
22 9.659 1403 1406 1416 rVB9 15060 40693 1.74% 0.203%
23 9.829 1427 1434 1438 rBV5 43563 90369 3.86% 0.450%
24 9.903 1442 1446 1451 rVB 78669 113528 4.86% 0.565%
25 10.006 1457 1463 1466 rBV 75015 114283 4.89% 0.569%

26 10.055 1466 1471 1478 rVV 627535 864776 36.98%
27 10.116 1478 1481 1487 rVV4 16024 36242  1.55%
28 10.195 1487 1494 1498 rVV 106026 179081 7.66%

ONOO PN
00
O
N
R

29 10.299 1502 1511 1517 rVVv2 289993 581315 24.86% 895%
30 10.360 1517 1521 1532 rVB2 102220 180447 7.72% 899%
31 10.457 1532 1537 1542 rBV3 17368 27297 1.17% ©.136%
32 10.585 1551 1558 1562 rBV2 91685 155776 6.66% 0.776%
33 10.640 1562 1567 1571 rBV 128474 172008 7.36% 0.857%
34 10.781 1582 1590 1594 rBV2 115967 185480 7.93% 0.924%
35 10.860 1594 1603 1607 rVV3 115764 221643 9.48% 1.104%
36 10.890 1607 1608 1613 rVB 38443 43422 1.86% ©0.216%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038455.D

Acqg On : 24 Oct 2023 15:08

Operator : JC/MD

Sample : 04975-02 10X

Misc : 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 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\82X100523W.M
Title : SW846 8260
37 10.957 1613 1619 1623 rBV2 44706 78493  3.36% 0.391%
38 11.000 1623 1626 1628 rBV2 19950 25234 1.08% 0.126%
39 11.030 1628 1631 1634 rVB 37590 41759 1.79% 0.208%
40 11.079 1634 1639 1651 rVB 613416 936899 40.07% 4.665%
41 11.189 1651 1657 1660 rBvV2 83438 129054 5.52% 0.643%
42 11.219 1660 1662 1669 rVB3 61175 72752 3.11% 0.362%
43 11.305 1669 1676 1679 rBV 93163 124206 5.31% 0.619%
44 11.378 1684 1688 1694 rBV 268833 462564 19.78% 2.303%
45 11.433 1694 1697 1698 rBV 69602 76370  3.27% 0.380%
46 11.451 1698 1700 1702 rVB 65688 53366 2.28% 0.266%
47 11.475 1702 1704 1710 rVB3 137388 171580 7.34% 0.854%
48 11.579 1717 1721 1722 rBV2 23542 29798 1.27% 0.148%
49 11.616 1722 1727 1733 rVB3 169702 284665 12.17% 1.418%
50 11.683 1733 1738 1740 rBV3 29789 37712 1.61% 0.188%
51 11.713 1740 1743 1746 rBV 76640 91779 3.93% 0.457%
52 11.750 1746 1749 1759 rVB 392401 571562 24.44% 2.846%
53 11.841 1759 1764 1765 rBV2 35576 52901 2.26% 0.263%
54 11.896 1765 1773 1778 rBV4 363346 767647 32.83%  3.823%
55 12.018 1789 1793 1799 rVB 736801 1000214 42.78%  4.981%
56 12.085 1799 1804 1809 rBV2 98829 171679 7.34% 0.855%

57 12.244 1823 1830 1832 rBV2 206201 477267 20.41%  2.377%
58 12.286 1832 1837 1847 rVV6 727789 2338255 100.00% 11.644%
59 12.366 1847 1850 1856 rVV 254924 572568 24.49%  2.851%
60 12.420 1856 1859 1863 rVV 222655 329336 14.08% 1.640%

61 12.463 1863 1866 1873 rVB2 114240 180816 7.73% ©.900%
62 12.530 1874 1877 1879 rBV 60386 78601 3.36% 0.391%
63 12.555 1879 1881 1885 rVV2 79296 97896 4.19% 0.487%
64 12.609 1888 1890 1893 rVB 59734 63435 2.71% ©.316%
65 12.695 1899 1904 1907 rBV2 55842 100072 4.28% ©.498%
66 12.817 1921 1924 1927 rVB3 63362 64924  2.78% ©.323%
67 12.884 1932 1935 1938 rBV3 44732 61980 2.65% ©.309%
68 12.987 1944 1952 1956 rVB3 115236 207455 8.87% 1.033%
69 13.042 1956 1961 1964 rBv4 39866 52922 2.26% 0.264%
70 13.164 1974 1981 1986 rBV3 67834 120138 5.14%  ©.598%
71 13.213 1986 1989 1991 rVVv2 29339 34371 1.47% ©0.171%
72 13.262 1993 1997 1999 rVV3 52312 83649 3.58% 0.417%
73 13.292 1999 2002 2007 rVV 153144 192045 8.21% 0.956%
74 13.420 2019 2023 2032 rVB 115092 185291 7.92% ©.923%
75 13.500 2032 2036 2040 rBV3 24394 35759 1.53% 0.178%
76 13.585 2046 2050 2054 rBV3 41136 60995 2.61% ©.304%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038455.D

Acqg On : 24 Oct 2023 15:08

Operator : JC/MD

Sample : 04975-02 10X

Misc : 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 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\82X100523W.M

Title : SW846 8260

77 13.664 2060 2063 2069 rVB2 23663 32813 1.40% 0.163%
78 13.853 2088 2094 2099 rVB2 45273 73118 3.13% 0.364%
79 13.926 2099 2106 2111 rBvV4 34780 63272 2.71% ©.315%
80 14.073 2127 2130 2134 rBV2 21227 24515 1.05% 0.122%
81 14.225 2149 2155 2161 rVB 58043 96053 4.11% 0.478%
82 14.438 2184 2190 2194 rVWV 115965 153862 6.58% 0.766%
83 14.481 2194 2197 2205 rVB2 29135 43558 1.86% 0.217%
84 14.615 2215 2219 2221 rBV 22100 28854 1.23% 0.144%
85 15.560 2367 2374 2387 rBV 695255 1002719 42.88% 4.993%
86 15.969 2436 2441 2448 rBV3 18874 33697 1.44% 0.168%

Sum of corrected areas: 20081737
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

¢ 04975-02 10X
: 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH
: 9 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\

: VX@38455.D
: 24 Oct 2023 15:08

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

o

TIC: VX038455.D\data.ms

5.550
5.385 5.958

5.82
1.563 4.580 K6.184

Time-->

R L o L L L L L L B L B B B B N N R N N NN
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

800000

600000

400000

200000

TIC: VX038455.D\data.ms
8.720

10.055 11.079

8.64y7

11.378
6.757

0
Time-->

9,
6.611 7.379 8275 85 8,9\%95104 9_3&%%@3-8
S e AN AAVLS

o =
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00

I —T
10.50 11.00

Abundance

800000

600000

400000

Time-->

2000007

TIC: VX038455.D\data.ms

12.018 15 286

15.560

14.438
14.225
WERO73) 14481615 15.969

T ‘ T T ‘ T T ‘ T T ‘ T ‘ ‘
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\VX102423\
Data File : VX@38455.D

Acqg On : 24 Oct 2023 15:08

Operator : JC/MD

Sample : 04975-02 10X

Misc : 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Hexane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.824 9.88 ug/l 113221  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 59
Abundance Scan 777 (5.824 min): VX038455.D\data.ms (-763) (-) m/z 43.10 100.00%
43.1
71.1
57.1
5000
AT
\\‘\\\\‘\\\\‘\\H}\}\\“\‘\\\“\\H“}\\\‘\\“\\‘\\H“\\\\’\\\\‘\\ m/z 71.16 79.4800
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000 \\\\‘/\\\\\‘\\\\‘\\\r\/‘\\‘\\
5.60 5.80 6.00 6.20
29.0 m/z 57.18  63.74%
“ i 85.0 100.0
\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4464: Heptane
43.0
B ARBAREEEESEE
5.60 5.80 6.00 6.20
5000 570 710 m/z 41.10  62.60%
290 100.0
L eso
T T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8635: Heptane, 4-methyl- SR ZLNUERSIVIIAAS
43.0 5.60 5.80 6.00 6.20
m/z 70.10 61.98%
71.0
5000
57.0
29 0
y- 890 990 1140 ,
H_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘HW‘H‘M‘H‘H A AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX@38455.D

Acqg On : 24 Oct 2023 15:08

Operator : JC/MD

Sample : 04975-02 10X

Misc : 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 2 Nonane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.360 10.43 ug/l 180447  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 93
2 Heptane, 2,4,6-trimethyl- 142 C1eH22 002613-61-8 50
3 Octane 114 C8H18 000111-65-9 50
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50

5 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 47

Abundance Scan 1521 (10.360 min): VX038455.D\data.ms (-1517) (- | m/z 43.10 100.00%
5000 85.1
700 ol A
128.1 10.00 10.50
‘H ‘ m‘“ - “”‘ e m/z 57.10 84.97%
m/z--> 20 60 80 100 120 140
Abundance #14521: Nonane
43.0
5000
10. 00 10 50
270 m/z 41.10  55.32%
128.0
m/z--> 20 40 100 120 140
Abundance #22115: Heptane, 2,4,6—tr|methyl—
43.0
85.0
— o
10.00 10.50
5000 ITI/Z 55.10 41.33%
27.0 ‘ 69.0
LI a0 serotazo
m/fz--> 20 40 60 80 100 120 140
Abundance #8622: Octane R e
43.0 10.00 10.50
m/z 85.10 40.23%
5000
85.0
270 ‘
) Jout
S 0 N S L VY O U 1
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX@38455.D

Acqg On : 24 Oct 2023 15:08

Operator : JC/MD

Sample : 04975-02 10X

Misc : 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.781 10.72 ug/l 185480  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 89
2 Nonane, 3-methyl- 142 C1eH22 005911-04-6 50
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 43
4 3-Bromooctane 192 C8H17Br 000999-64-4 38
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 35
Abundance Scan 1590 (10.781 min): VX038455.D\data.ms (-1582) (- m/z 57.10 100.00%
57.1
41.1
5000
81.1
113.1
‘ ‘ | 10.50 1 oo
\\\‘\\\\“‘\\‘\M‘ “““\““\“\\QP‘O\ \‘\‘\‘\“\\]\-4‘2\?\ m/z 71 19 0
m/z--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0 A
5000
10. 50 11 00
113.0 m/z 41.10 56.61%
I I e
\1\5\.()‘\‘\ T “i T \“\“ T \‘M T ‘ \“\ T ‘ L ! T ‘ T \]\-4‘2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl-
57.0
o ——
10.50 11.00
5000 m/z 43.10 51.70%
41,0
112.0
85.0
- mb I L 77T
miz--> 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl- ‘ ‘ ‘ ‘
57.0 10.50 11.00
m/z 67.10 40.50%
5000
41.0 113.0
85.0
m/z--> 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX@38455.D

Acqg On : 24 Oct 2023 15:08

Operator : JC/MD

Sample : 04975-02 10X

Misc : 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Cyclohexane, propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.860 12.82 ug/l 221643  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 58
2 Cyclohexane, methyl- 98 C7H14 000108-87-2 49
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
4 3-Heptene, 4-ethyl- 126 C9H18 033933-74-3 38
5 3,3-Dimethylcyclohexanone 126 C8H140 002979-19-3 35
Abundance Scan 1603 (10.860 min): VX038455.D\data.ms (-1594) (- m/z 83.10 100.00%
55.1 83.1
41.1
5000
69.1 orl 126.2 A ey
S e ]|
H‘HH‘HH‘\H\“!H\“\“!H‘HH\\‘H\‘\‘iu“\\‘u‘\‘\“‘\H:L\:‘I‘-%.\]\-‘\H‘\‘\H m/Z 55.10 86.5900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
5000 410 = ——
10.50 11.00
27.0 126.0 m/z 82.10 59.17%
| 6P.0
H‘HH‘\HH‘\H\‘H‘H\“\‘\!‘\‘H\ﬁ}\\\\’\l\\‘?Z\.(‘)\H\‘HH‘\H‘\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3748: Cyclohexane, methyl-
83.0
55'0 ‘\ \‘\
10.50 11.00
5000 m/z 41.10 58.88%
41.0 98.0
69.0
27.0 ‘ ‘ H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13259: Cyclohexane, (1-methylethyl)- T —
82.0 10.50 11.00
55.0
m/z 67.10 30.73%
5000 41.0
27.0 126.0
el ol 70280 S YA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX@38455.D

Acqg On : 24 Oct 2023 15:08

Operator JC/MD

Sample : 04975-02 10X

Misc : 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.378  23.12 ug/1 462564  1,4-Dichlorobenzene-d4 12.024
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-3-methyl- 120 C9H12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1688 (11.378 min): VX038455.D\data.ms (-1684) (- m/z 105.05 100.00%
105.1
5000
120.1
77.0 11.00 11.50
39.1
e b 1403 00 65 31.30%
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — A jk
1200 11.00 11.50
m/z 91.10 13.17%
39.0 77.0
\\\‘\‘\ T \“ T \‘\5\9‘9‘\ T \““ T \‘} T ‘H‘\ \‘\“‘\ T T ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
1100 1150
5000 m/z 77.05 11.53%
120.0
39.0
180, ‘5‘9‘9“ : M - A
miz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0 1100 1150
m/z 106.05 8.82%
5000 120.0 j\/\
77.0
51.0
S NPT VN | Y i
m/z--> 20 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX@38455.D

Acqg On : 24 Oct 2023 15:08

Operator : JC/MD

Sample : 04975-02 10X

Misc : 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.616  14.23 ug/l 284665 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 92
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 92
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 70
4 Mesitylene 120 C9H12 000108-67-8 70
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 70
Abundance Scan 1727 (11.616 min): VX038455.D\data.ms (-1722) (| m/z 105.10 100.00%
105.1
5000
811 120.1
67.1
39‘.1 53.0 ‘ ‘ ‘ ‘ “ ‘ ‘ I 140.3 11.50 12.00
H‘H\\‘\\H“H\\iw“\\‘\‘\\}‘\HHH\\“\‘\‘\‘\’H‘\\‘\\‘\‘\"‘H‘H‘\H\’\.H\‘ m/Z 120.10 39.6600
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 j J\ 1 f‘k
120.0 11.50 12.00
m/z 81.10 24.04%
39.0 77.0 91.0
\\‘2\\5\"1()‘\H\“‘\H\i‘{‘\\ﬁ?\.‘\()\‘\H‘H‘H\\“}H\’\Hl\‘\\‘H"‘HH‘HH’HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
— —
11.50 12.00
5000 m/z 67.10 13.92%
120.
79.0 0.0
Bo w0 ||l
R RAa L s aa L e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #10717: Benzene, 1,2,4-trimethyl- — ——
105.0 11.50 12.00
m/z 77.05 12.97%
120.0
5000
27.0 51.0 7.0 9%0 | ‘
| | Lyl i ; L il
e e e e e ——= -
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX@38455.D

Acqg On : 24 Oct 2023 15:08

Operator : JC/MD

Sample : 04975-02 10X

Misc : 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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-propenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.244  23.86 ug/l 477267  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 89
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 86
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 50
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 50
5 Indane 118 C9H10 000496-11-7 50
Abundance Scan 1830 (12.244 min): VX038455.D\data.ms (-1823) (- m/z 117.10 100.00%
117.1
57.1
5000 [XAJK
Ll Sy
12.00 12.50
i . m/z 57.10 81.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10193: Benzene, 1-propenyl-
117.0
5000 — —
12.00 12.50
910 m/z 118.10  51.93%
51.0 ‘
\\\‘2\7\0\\“\\‘\\““‘\‘\\4\9\\“}\“‘\\\1“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
N/ VYA
12.00 12.50
5000 ITI/Z 119.10 37.14%
91.0
20 580 ‘
Ll
e “““““ e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 41.1@ 35.65%
5000 91.0
39.0 65.0
“““““Ji‘HM“u“‘M Al — —r—
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX@38455.D

Acqg On : 24 Oct 2023 15:08

Operator : JC/MD

Sample : 04975-02 10X

Misc : 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Sulfurous acid, pentyl unde... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.421 16.46 ug/l 329336 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 50
2 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 50
3 Decane 142 C1eH22 000124-18-5 50
4 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 50
5 Undecane 156 C11H24 001120-21-4 49
Abundance Scan 1859 (12.420 min): VX038455.D\data.ms (-1856) (- m/z 57.10 100.00%
57.1
o 51 \MJ\MLN
—
12.50
‘ 112.1 156.2
H‘_“qeuﬂ‘mhwsuJMH‘w“u,u“_‘u“u‘_“w“ m/z 43.10  88.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #206618: Sulfurous acid, pentyl undecyl ester
71.0
43.0
5000 UL
12.50
m/z 71.10  61.59%
99.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59064: Undecane, 3,8-dimethyl-
57.0
—
12.50
m/z 41.10  48.46%
5000 85.0
29.0
L 0 s
llf |
ettt
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22069: Decane —
43.0 12.50
m/z 85.10 37.97%
5000
71.0
204 | | | jeso, ae0 207.0
H“H“_“w“u‘u“_“w“u,‘u“H“_“w“u“‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX@38455.D

Acqg On : 24 Oct 2023 15:08

Operator : JC/MD

Sample : 04975-02 10X

Misc : 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 unknownl12.987 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.987 10.37 ug/l 207455 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonen-1-o0l 142 C9H180 022104-79-6 37
2 3,8-Dioxatricyclo[5.1.0.0(2,4)]o... 138 C8H1002 053966-43-1 27
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 22
4 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 22
5 Zinc, bis(1,1-dimethylethyl)- 178 C8H18Zn 016636-96-7 22
Abundance Scan 1952 (12.987 min): VX038455.D\data.ms (-1944) (- m/z 57.10 100.00%
57.1
95.1 152.2 T
381 L] ‘ 122.0 ‘ 178.2 13.00
el e oL L gz 4110 77.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22982: 2-Nonen-1-ol
57.0
29.0
5000 T
13.00
82.0 m/z 39.05 38.15%
\\‘\‘\1“\\‘“‘\” }\“H‘\‘\\M"\\\?“2\479\‘\\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20028: 3,8-Dioxatricyclo[5.1.0.0(2,4)]octane, 4-ethenyl-
27.0 79.0

—
13.00
m/z 56.10  26.87%

5000

=
o
©
o

| 1380
T “\ L \“ T 1T ’ L ‘ L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29506: Naphthalene, decahydro-2-methyl- e
41.0 7.0 13.00
95.0 152.0 m/z 55.10  22.09%
5000 Kﬁ\VL/AﬁvAAﬁﬁuﬂkvﬂw
h 123.0
ol e
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX@38455.D

Acqg On : 24 Oct 2023 15:08

Operator : JC/MD

Sample : 04975-02 10X

Misc : 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.560 50.13 ug/l 1002720 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 98
2 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 91
3 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 90
4 3-(4-(tert-Butyl)phenyl)-2-methy... 206 C14H220 056107-04-1 81
5 Ethyl 4-t-butylbenzoate 206 C13H1802 005406-57-5 81
Abundance Scan 2374 (15.560 min): VX038455.D\data.ms (-2367) (- m/z 191.20 100.00%
191.2
5000
131.1 R 1
57.1 91.0 163.2 ‘ 15.50
m_m““ M“HMmu“”u‘l“_lww ‘u‘uw‘mwm“m - m/z 206.30  21.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 i
15.50
57.0 131.0 1630 m/z 131.05 17.32%
‘ 91.0 ‘ ’ ‘
\\\‘2\9\\9“\\\‘\‘\\\‘\“\\‘\\‘\M\\MH‘\1‘\\‘\‘\\\“\\\\‘\\!\‘\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82738: 2,4-Di-tert-butylphenol
191.0
T \
15.50
5000 m/z 57.10 15.60%
57.0
29.0, [ 910 1150 14191030 | |
R R B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82759: Phenol, 2,5-bis(1,1-dimethylethyl)- — ‘
191.0 15.50
m/z 192.30 14.57%
5000
0 a0 115.0 1630
B it - AP N il
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038455.D

Acqg On : 24 Oct 2023 15:08

Operator : JC/MD

Sample : 04975-02 10X

Misc : 1.26g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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|
Hexane, 3-methyl- 5.824 9.9 ug/l 113221 1 5.550 573164 50.0
Nonane 10.360 10.4 ug/l 180447 3 10.055 864776 50.0
Octane, 2,6-dim... 10.781 10.7 ug/l 185480 3 10.055 864776 50.0
Cyclohexane, pr... 10.860 12.8 ug/l 221643 3 10.055 864776 50.0
Benzene, 1l-ethy... 11.378 23.1 ug/l 462564 4 12.024 1000210 50.0
Benzene, 1l-ethy... 11.616 14.2 ug/l 284665 4 12.024 1000210 50.0
Benzene, 1-prop... 12.244 23.9 wug/l 477267 4 12.024 1000210 50.0
Sulfurous acid,... 12.421 16.5 ug/l 329336 4 12.024 1000210 50.0
unknown12.987 12.987 10.4 ug/l 207455 4 12.024 1000210 50.0
Phenol, 2,6-bis... 15.560 50.1 wug/l 1002720 4 12.024 1000210 50.0
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