LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122923\
Data File : VX039535.D

Acqg On : 29 Dec 2023 11:19

Operator : JC/MD

Sample : 06017-06

Misc : 5.03g/1emL/100ul/5.0emL/MSVOA_ X/MEOH SB32-1-20231222-10.0-11.0

ALS vial : 7 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\82X121323W.M

Title : SW846 8260

Signal : TIC: VX@39535.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.569 69 79 81 rBVS 6311 170635 2.92% 0.343%
2 2.782 273 278 285 rVB6 3015 6567 1.13% 0.132%
3 2.947 298 305 319 rvB2 2937 8554 1.47% 0.172%
4 4,184 500 508 519 rBV4 2395 6619 1.13% 0.133%
5 5.391 694 706 717 rBV 56780 175302 30.04% 3.530%
6 5.544 717 731 755 rVB 95260 311130 53.32% 6.264%
7 5.806 764 774 784 rBV3 9398 27852 4.77% 0.561%
8 5.952 788 798 819 rBV 69124 194759 33.38% 3.921%
9 6.233 834 844 856 rvVB2 36761 112797 19.33% 2.271%
10 6.757 921 930 951 rBV 168140 423224 72.53% 8.521%
11  7.220 1002 1006 1018 rVB5 2946 9070 1.55% 0.183%
12 7.360 1018 1029 1040 rVBS5 7311 20282 3.48% 0.408%
13 7.489 1040 1050 1055 rBvV2 12801 26109 4.47% 0.526%
14  7.549 1055 1060 1072 rVV3 16610 39151 6.71% 0.788%
15 7.763 1088 1095 1101 rBV3 5229 11313 1.94% 0.228%
16 7.976 1121 1130 1139 rVB 34479 72765 12.47% 1.465%
17 8.098 1143 1150 1158 rBV 25446 52082 8.93% 1.049%
18 8.177 1158 1163 1169 rVV2 17157 31722 5.44% 0.639%
19 8.269 1173 1178 1182 rVV 19737 35968 6.16% 0.724%
20 8.305 1182 1184 1191 rVB2 12865 19235 3.30% 0.387%
21  8.379 1191 1196 1200 rBV2 4033 7016 1.20% 0.141%
22 8.433 1200 1205 1214 rVV 25614 49114 8.42% 0.989%
23 8.507 1214 1217 1225 rVB4 3997 7152 1.23% 0.144%
24  8.604 1225 1233 1235 rBV3 21876 39231 6.72% 0.790%
25 8.647 1235 1240 1249 rVB 353041 583509 100.00% 11.748%
26 8.769 1255 1260 1263 rBV2 6046 9395 1.61% 0.189%
27 8.811 1263 1267 1271 rBV2 4871 6874 1.18% ©0.138%
28 8.915 1277 1284 1290 rBvVS8 2958 7496  1.28% 0.151%
29 8.970 1290 1293 1298 rVB4 4241 6611 1.13% 0.133%
30 9.098 1305 1314 1320 rBV5 6920 16103 2.76% 0.324%
31 9.159 1320 1324 1326 rvv3 5271 8037 1.38% 0.162%
32 9.196 1327 1330 1339 rVB4 6015 10491 1.80% 0.211%
33 9.287 1339 1345 1351 rBV2 6750 10509 1.80% 0.212%
34 9.378 1355 1360 1370 rBV3 9524 19061 3.27% 0.384%
35 9.494 1375 1379 1387 rBV2 17960 39459 6.76% 0.794%
36 9.555 1387 1389 1394 rVB3 6123 7965 1.37% 0.160%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122923\
Data File : VX039535.D

Acqg On : 29 Dec 2023 11:19

Operator : JC/MD

Sample : 06017-06

Misc : 5.03g/1emL/100ul/5.0emL/MSVOA_ X/MEOH SB32-1-20231222-10.0-11.0

ALS vial : 7 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\82X121323W.M
Title : SW846 8260
37 9.610 1394 1398 1401 rBV6 4075 7439  1.27% 0.150%
38 9.763 1416 1423 1427 rBV5 5824 11603 1.99% 0.234%
39 9.817 1427 1432 1436 rBV4 7432 13574 2.33% 0.273%
40 9.866 1436 1440 1442 rVWv4 6726 11055 1.89% 0.223%
41  9.903 1442 1446 1453 rVB2 45053 65168 11.17% 1.312%
42 10.006 1455 1463 1466 rBV 30028 43469 7.45% 0.875%
43 10.055 1466 1471 1482 rVB 377324 531774 91.13% 10.707%
44 10.195 1489 1494 1499 rVB6 5685 10150 1.74% 0.204%
45 10.275 1499 1507 1509 rVv4 7104 18152 3.11% 0.365%
46 10.311 1510 1513 1517 rVV4 6119 9934 1.70% 0.200%
47 10.372 1517 1523 1531 rVB8 7366 21030 3.60% 0.423%
48 10.586 1552 1558 1561 rVV3 12275 17933 3.07% 0.361%
49 10.671 1567 1572 1577 rBvV3 9765 18100 3.10% 0.364%
50 10.781 1582 1590 1594 rBV3 12183 24138 4.14% 0.486%
51 10.860 1595 1603 1607 rVvV3 10967 21633 3.71% 0.436%
52 10.964 1613 1620 1623 rBV6 4677 10575 1.81% 0.213%
53 11.031 1627 1631 1634 rVV 7653 11729 2.01% 0.236%
54 11.085 1634 1640 1650 rVV 305354 475869 81.55% 9.581%
55 11.189 1651 1657 1665 rVB2 20090 32434 5.56% 0.653%
56 11.305 1673 1676 1683 rVB 8168 12179 2.09%  0.245%
57 11.433 1692 1697 1700 rBV4 5225 7889 1.35% ©0.159%
58 11.482 1701 1705 1711 rVB4 7151 14334 2.46% 0.289%
59 11.634 1725 1730 1734 rBV6 6374 9583 1.64% 0.193%
60 11.683 1734 1738 1740 rBV2 7172 7725 1.32% 0.156%
61 11.713 1740 1743 1746 rBV 7308 7132 1.22% 0.144%
62 11.744 1746 1748 1752 rBV2 6444 8203 1.41% 0.165%
63 11.835 1759 1763 1766 rBV 8677 11755 2.01% 0.237%
64 11.890 1769 1772 1775 rVB2 6583 7580 1.30% ©0.153%
65 11.933 1775 1779 1783 rBV3 8411 12318 2.11% 0.248%
66 12.024 1788 1794 1799 rBV 384730 502755 86.16% 10.122%
67 12.073 1799 1802 1804 rVB2 8655 9169 1.57% 0.185%
68 12.104 1804 1807 1809 rBV2 9236 10996 1.88% 0.221%
69 12.171 1816 1818 1826 rVB2 13834 17001 2.91% 0.342%
70 12.244 1826 1830 1835 rBvV2 20505 30238 5.18% 0.609%
71 12.311 1835 1841 1843 rVV5 8071 15652 2.68% 0.315%
72 12.335 1843 1845 1849 rVB 9291 9860 1.69% 0.199%
73 12.421 1854 1859 1863 rVB4 3566 6674 1.14% 0.134%
74 12.469 1863 1867 1873 rVB4 8252 12319 2.11% 0.248%
75 12.579 1882 1885 1887 rBV3 5439 7240  1.24%  0.146%
76 12.616 1887 1891 1899 rVB 36091 51230 8.78% 1.031%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122923\
Data File : VX039535.D

Acqg On : 29 Dec 2023 11:19

Operator : JC/MD

Sample : 06017-06

Misc : 5.03g/1emL/100ul/5.0emL/MSVOA_ X/MEOH SB32-1-20231222-10.0-11.0

ALS vial : 7 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\82X121323W.M

Title : SW846 8260

77 12.701 1899 1905 1914 rVB5 16358 40731 6.98% 0.820%
78 12.805 1916 1922 1927 rBVS8 2813 6625 1.14% 0.133%
79 12.920 1929 1941 1947 rBV3 27860 57129 9.79% 1.150%
80 12.975 1947 1950 1954 rVB3 8593 9907 1.70% 0.199%
81 13.024 1954 1958 1959 rBV 10793 11779 2.02% ©.237%
82 13.170 1979 1982 1988 rVB 12202 13449 2.30% 0.271%
83 13.262 1993 1997 1998 rBV 6295 6780 1.16% 0.137%
84 13.292 1998 2002 2009 rVV3 33312 50773 8.70% 1.022%
85 13.372 2011 2015 2020 rVB2 11519 17493 3.00% ©.352%
86 13.506 2032 2037 2039 rBV5 6643 8894 1.52% ©.179%
87 13.542 2039 2043 2046 rVV2 14410 22327 3.83% 0.450%
88 13.579 2046 2049 2054 rVV2 19352 28809 4.94% 0.580%
89 13.676 2054 2065 2070 rVVe 13649 39029 6.69% 0.786%
90 13.725 2070 2073 2078 rVV6 4520 9403 1.61% ©.189%
91 13.774 2078 2081 2087 rVV4 4948 9539 1.63% ©0.192%
92 13.829 2087 2090 2099 rVB6 7565 15347 2.63% 0.309%
93 13.926 2099 2106 2110 rBvV4 7720 15330 2.63% 0.309%
94 13.969 2110 2113 2117 rBV2 5473 6030 1.03% 0.121%
95 14.073 2126 2130 2135 rBV 11030 15607 2.67% ©.314%
96 14.213 2148 2153 2161 rVB3 10667 16593 2.84% 0.334%
97 14.371 2175 2179 2183 rBV3 6888 7997 1.37% 0.161%

Sum of corrected areas: 4966721
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122923\
Data File : VX@39535.D

Acqg On : 29 Dec 2023 11:19

Operator : JC/MD

Sample : 06017-06

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH SB32-1-20231222-10.0-11.0

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.M
Quant Title : SW846 8260

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

Abundance TIC: VX039535.D\data.ms
350000
300000
250000
200000
150000
100000 5.544

50000

1569 2.782.947 4.184

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ﬁ\\‘r\\ T

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 5.80 600 6.20
Abundance TIC: VX039535.D\data.ms

8.647

10.055
350000

11.085
300000
250000
200000
6.757
150000

100000

50000 9.903

7.9
\ e | IS Pl anmmnsShsaraote | om0l Peruss

— P e
Time--> 6.50 7.00 7.50 8.00 8 50 9. 00 9. 50 10. 00 10.50 11. 00

Abundance TIC: VX039535.D\data.ms
12.024

350000

300000

250000

200000

150000

100000

50000 12.616 12920 13 292

T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12 50 13 OO 13 50 14 OO 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\VX122923\
Data File : VX@39535.D

Acqg On : 29 Dec 2023 11:19

Operator : JC/MD

Sample : 06017-06

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH SB32-1-20231222-10.0-11.0

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.233  13.33 ug/l 112797 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
3 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 72
4 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 64
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 56

Abundance Scan 844 (6.233 min): VX039535.D\data.ms (-834) (-) m/z 57.10 100.00%

57.1
5000
41.0

“ g30 992 6.00 6.20 6.40 6.60
AR R RN 11| A R i m/z 56.10  33.15%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8677: Butane, 2,2,3,3-tetramethyl-
57.0

5000 ‘H“‘H“‘H“‘H‘,‘H
41.0 6.00 6.20 6.40 6.60

m/z 41.05 29.63%

270 99.0
\H‘\H\‘HH‘\H‘\“HH“\‘H\‘H‘\\‘HH“\\\E\S\.\O\‘\H\“HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-
57.0 /\

6.00 6.20 6.40 6.60

o

o

5000 m/z 43.e5 17.05%
41.0
270

o J\ 71.0 850 %9 114.0

PP e e e e e e e

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14601: Pentane, 2,2,4,4-tetramethyl- A REm R RRR
57.0 6.00 6.20 6.40 6.60

m/z 39.05 11.13%

5000
41.0
0 20 || 710 970 1130

B R e B A B A N A R R R R R R R uu R \u
] T f f I f f ) f f [ ! I I T T !

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX122923\

Data File : VX039535.D

Acqg On : 29 Dec 2023 11:19

Operator JC/MD

Sample : 06017-06 :

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH SB32-1-20231222-10.0-11.0

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 2 Pentane, 2,3,4-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.976 8.60 ug/1l 72765 1,4-Difluorobenzene 6.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 53
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 45
Abundance Scan 1130 (7.976 min): VX039535.D\data.ms (-1121) (-) m/z 43.10 100.00%
43.1 711
5000 \ALN
7.1 e A
‘ ‘ 65 1 7.60 7.80 8.00 8.20
0t e e m/z 71,100 83.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 f\/\\“u\‘uu‘uu’uu‘\
7.60 7.80 8.00 8.20
270 57.0 m/z 70.10 56.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8635: Heptane, 4-methyl-
43.0 /\
VAP VANIP Y A W
71.0 7.60 7.80 8.00 8.20
5000 m/z 41.05 32.09%
57.0
290
H‘H‘w‘H"H‘w‘H‘_“W‘H‘_“W‘H‘_‘H“H‘V‘H“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4466: Pentane, 3-ethyl- ‘,“““‘H‘,“‘,“H“
43.0 7.60 7.80 8.00 8.20
m/z 55.00 25.56%
5000 71.0
29.0
o150 570 g5 1000 W
A R R o e R o A ARARA RS PP
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX122923\

Data File : VX039535.D

Acqg On : 29 Dec 2023 11:19

Operator : JC/MD

Sample : 06017-06 :

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH SB32-1-20231222-10.0-11.0

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.M
Quant Title : 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 3 Hexane, 3,3-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5098 6.15 ug/l 52082  1,4-Difluorobenzene 6.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3,3-dimethyl- 114 camis 000563-16-6 72

2 Sulfurous acid, hexyl pentyl ester 236 C11H2403S

1000309-14-1 59

3 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 59
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 53
Abundance Scan 1150 (8.098 min): VX039535.D\data.ms (-1143) (-) m/z 43.05 100.00%
43.0
71.0
5000
\\\‘\\\\‘\\\\‘\\\\’\\\\/
‘ | 99.3 7.80 8.00 8.20 8.40
ol el e e m/z 71.05  63.81%
miz-—-> 0 20 40 60 80 100 120 140 160
Abundance #8638: Hexane, 3,3-dimethyl-
43.0
71.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\/
7.80 8.00 8.20 8.40
m/z 70.10 55.42%
99.0
0\‘\\1\5\.‘0\‘1‘\\i}\\‘h“\\‘}\’!‘\\\‘\\\\’\\\\‘\\\\’\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #117906: Sulfurous acid, hexyl pentyl ester
43.0 85.0 /\
7.80 8.00 8.20 8.40
5000 m/z 57.60  53.00%
0 | 4o 1110 1370 167.0
R R b e L B R R
m/z--> 0 20 40 60 80 100 120 140 160 \
Abundance #8657: Pentane, 2,3,3-trimethyl- e AdBRCEEE L
43.0 7.80 8.00 8.20 8.40
m/z 41.20 43.90%
5000 71.0
m/z--> 0 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122923\
Data File : VX@39535.D

Acqg On : 29 Dec 2023 11:19

Operator : JC/MD

Sample : 06017-06

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH SB32-1-20231222-10.0-11.0

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 Octane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.903 6.13 ug/1 65168 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 83
2 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 59
3 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 59
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
5 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 53

Abundance Scan 1446 (9.903 min): VX039535.D\data.ms (-1442) (-) m/z 43.10 100.00%

43.1
5000 711

A
9.50 10.00

L L Leag 13 :
ol 2% m/z 57.85 56.27%

m/z--> 20 40 60 80 100 120 140 160
Abundance #14530: Octane, 2-methyl-
43.0 pk

5000

9.50 10.00
7.0 m/z 41.05 48.00%
113.0
ze‘L, \\ ‘ H

N |
T ‘ L ‘ T T ‘ T T T ‘ L ‘ L ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #90428: Dichloroacetic acid, 4-methylpentyl ester

o

43.0
— —
9.50 10.00
5000 71.0 m/z 71.10 43.97%
S0 | lsore o
e e e
m/z--> 20 40 60 80 100 120 140 160 AWAPA A
Abundance #91843: Carbonic acid, nonyl vinyl ester
43.0 950 1000
m/z 85.10 29.21%
71.0
5000
97.0 12 /L
o200 | LT 0 me L
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX122923\

Data File : VX039535.D

Acqg On : 29 Dec 2023 11:19

Operator : JC/MD

Sample : 06017-06 :

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH SB32-1-20231222-10.0-11.0

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 5 p-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.616 5.09 ug/l 51230 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 97
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 1891 (12.616 min): VX039535.D\data.ms (-1887) (- m/z 119.10 100.00%
119.1
5000
134.2
91.1 e — : ‘/L/
390 650 I 12.50 13.00
O brprrrrprrrrpre e bbb e bl m/z 1340200 29.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
5000 J\AM A I
12.50 13.00
91.0 134.0 m/z 91.10 18.04%
40 650 |
0\\‘H\\‘H\‘.\‘\H\“‘\H\“\H\‘\‘\‘H‘\\\M“\\H“i‘\H‘\WH‘H‘\‘il\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0 /\/
NIAYL LR EVAWLY;
12.50 13.00
5000 m/z 117.20 10.32%
134.0
91.0
41.0 65.0
0\wHHMHM\HMHHNHwwaHMW\HNHwNW‘JmLHwHM‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- b ‘ ‘A
119.0 12.50 13.00
m/z 120.10 8.86%
5000
134.0
91.0 ‘
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX122923\

Data File : VX039535.D

Acqg On : 29 Dec 2023 11:19

Operator JC/MD

Sample : 06017-06 :

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH SB32-1-20231222-10.0-11.0

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.M

. SW846 8260

: C:\Database\NIST20.L
ion 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

Concentration Rank 5

Peak Number

6 o-Cymene

R.T. EstConc Area Relative to ISTD R.T.
12.921 5.68 ug/l 57129 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 1941 (12.920 min): VX039535.D\data.ms (-1929) (- m/z 119.10 100.00%
119.1
5000 /AJL
410 91.0 T T ‘/L/\“\ —
| A T o
AP ¥ SO WA SSRGS m/z 134.05  41.80%
m/z--> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
5000 A A — jL T
13.00
91.0 m/z 91.00 18.38%
41.0 65.0 I 135.0
0\\\’\\\\“\\‘\\“\‘\\1“\\\\“H\\‘\‘\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 A
1300
5000 m/z 41.05 11.11%
91.0
m/z--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- T
119.0 13.00
m/z 77.00 10.67%
5000
91.0
R
mlz--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122923\
Data File : VX@39535.D

Acqg On : 29 Dec 2023 11:19

Operator : JC/MD

Sample : 06017-06

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH SB32-1-20231222-10.0-11.0

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.292 5.05 ug/1 50773 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 76
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 76
3 Indan, 1-methyl- 132 C10H12 000767-58-8 76
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 74
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 74
Abundance Scan 2002 (13.292 min): VX039535.D\data.ms (-1998) (- | m/z 117.10 100.00%
1171
5000
91.0 134.1 \/\ T T M\/\/\\
39.1 63.1 ‘ : 162.0 13.00 13.50
Ol e Ll 1624 m/z 132.20  35.64%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 A ‘ ‘A/W\a

13.00 13.50
m/z 114.95 31.27%

0w w0 |
0\‘\“\\\“‘\\‘U\“‘U\\”\“‘\\‘\\‘”\‘\\\“\‘“\‘\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 /\ M
A A Wl W7

13.00 13.50
5000 m/z 119.05  28.74%
39‘.0‘ 65.0 91‘.0 ‘ 143'0
0‘\‘M“W"”“\MM"M“”‘\””‘!M‘W““\““\“
m/z--> 20 40 60 80 100 120 140 160 AV
Abundance #16104: Indan, 1-methyl- — A“‘ ‘ fJ¥
117.0 13.00 13.50

m/z 91.05 17.01%

5000 MM\/\A
91.0
390 650 )Nb\%
0 | | NI ‘ ‘ 1”3(‘3'0 A Rl AV

|
.
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122923\
Data File : VX@039535.D

Acqg On : 29 Dec 2023 11:19

Operator : JC/MD

Sample : 06017-06

Misc : 5.03g/10mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.M
Quant Title : SW846 8260

Standard--- |
Resp Conc|

423224
423224
423224
531774
502755
502755

50.
50.
50.
50.
50.
50.

SB32-1-20231222-10.0-11.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
| --Internal
TIC Top Hit name RT EstConc Units Response |# RT
Butane, 2,2,3,3... 6.233 13.3 wug/l 112797 2 6.757
Pentane, 2,3,4-... 7.976 8.6 ug/l 72765 2 6.757
Hexane, 3,3-dim... 8.098 6.2 ug/l 52082 2 6.757
Octane, 2-methyl- 9.903 6.1 ug/l 65168 3 10.055
p-Cymene 12.616 5.1 ug/l 51236 4 12.024
o-Cymene 12.921 5.7 ug/l 57129 4 12.024
1H-Indene, 2,3-... 13.292 5.0 ug/l 50773 4 12.024

82X121323W.M Tue Jan 02 01:46:54 2024
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