LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039497.D

Acqg On : 27 Dec 2023 15:21
Operator : JC/MD

Sample : 05989-02DL 4X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM120523WMA.M
Title : VOC Analysis

Signal : TIC: VX@39497.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.252 22 27 40 rBvV2 6580 18354 2.72% 0.260%
2 1.368 43 46 57 rBvV 62129 76376 11.32% 1.081%
3  1.453 57 60 64 rW 3838 4558 0.68% 0.064%
4 1.648 88 92 106 rVB 46067 73965 10.96% 1.047%
5 2.300 193 199 207 rBV 130988 203382 30.14% 2.878%
6 2.386 208 213 217 rBV 25587 47457 7.03% 0.671%
7 2.581 237 245 253 rVB2 7921 19104 2.83% 0.270%
8 2.709 262 266 274 rVB 4912 8743 1.30% 0.124%
9 2.788 274 279 286 rVB 2422 3826 0.57% 0.054%
10 2.947 297 305 318 rVB 8751 20794 3.08% 0.294%
11 3.044 318 321 322 rVB2 355 339 0.05% 0.005%
12 3.422 381 383 387 rVB 266 303 0.04% 0.004%
13 3.916 462 464 468 rVB3 499 504 0.07% 0.007%
14 4.020 480 481 486 rVB 382 335 0.05% 0.005%
15 4.062 486 488 492 rBvV2 316 433 0.06% 0.006%
16 4.184 505 508 512 rBV2 210 363 0.05% 0.005%
17 4.276 521 523 526 rVB 338 271 0.04% 0.004%
18 4.355 533 536 540 rBV3 362 435 0.06% 0.006%
19 4.465 545 554 563 rBV 79642 244306 36.21% 3.457%
20 4.562 564 570 593 rVB 80529 242553 35.95%  3.432%
21 4.843 614 616 619 rVB2 468 392 0.06% 0.006%
22 5.056 638 651 666 rBV3d 113671 370045 54.84% 5.236%
23 5.538 728 730 732 rBV3 301 327 0.05% 0.005%
24 5.7068 754 758 759 rBV 207 311 0.05% 0.004%
25 5.824 775 777 780 rVB 228 256 0.04% 0.004%
26 5.855 780 782 784 rBV2 292 312 0.05% 0.004%
27 5.970 789 801 814 rBV2 228665 674758 100.00%  9.547%
28 6.172 827 834 836 rBV5S 959 2021 0.30% 0.029%
29 6.367 862 866 869 rvv3 469 782 0.12% 0.011%
30 6.659 908 914 916 rBvV2 332 628 0.09% ©0.009%
31 6.763 921 931 949 rBvV 196484 477409 70.75% 6.755%
32 6.952 961 962 967 rVB2 382 332 0.05% 0.005%
33 7.080 981 983 988 rVB 247 317 0.05% 0.004%
34 7.238 1002 1009 1013 rBvV2 7105 15545 2.30% 0.220%
35 7.306 1013 1020 1033 rVB 145363 319538 47.36% 4.521%
36 7.464 1041 1046 1060 rVB2 14597 34233 5.07% 0.484%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039497.D

Acqg On : 27 Dec 2023 15:21
Operator : JC/MD

Sample : 05989-02DL 4X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM120523WMA.M
Title : VOC Analysis
37 7.580 1063 1065 1066 rBvV2 357 341 0.05% ©0.005%
38 7.757 1092 1094 1096 rVB 324 253 0.04% 0.004%
39 7.787 1096 1099 1102 rBV2 241 327 0.05% 0.005%
40 7.830 1102 1106 1108 rBvV2 289 298 0.04% 0.004%
41 7.927 1114 1122 1125 rBv4 3782 8038 1.19% 0.114%
42 8.324 1181 1187 1201 rBV 88935 153425 22.74% 2.171%
43 8.500 1214 1216 1218 rW 501 278 0.04% 0.004%
44  8.586 1224 1230 1234 rBV 3768 6885 1.02% 0.097%
45  8.647 1234 1240 1251 rBV 319237 509854 75.56% 7.214%
46 8.897 1279 1281 1285 rBvV2 351 361 0.05% 0.005%
47  8.952 1285 1290 1303 rBV 66413 102957 15.26% 1.457%
48 9.269 1335 1342 1348 rBV7 1267 3175 0.47% 0.045%
49 9.342 1348 1354 1356 rBV5 3456 4837 0.72% 0.068%
50 9.384 1356 1361 1381 rVB 374529 555529 82.33% 7.860%
51 9.720 1415 1416 1422 rVB3 814 983 0.15% 0.014%
52 10.055 1465 1471 1481 rBV 423061 579326 85.86% 8.197%
53 10.512 1543 1546 1548 rBV2 356 366 0.05% ©0.005%
54 10.585 1552 1558 1565 rBV3 3017 6015 ©0.89% 0.085%
55 10.768 1579 1588 1601 rBV 54366 76381 11.32% 1.081%
56 10.884 1602 1607 1616 rBV 12094 21242 3.15% 0.301%
57 11.006 1625 1627 1631 rvVvB3 473 351 ©0.05% ©0.005%
58 11.091 1637 1641 1644 rVB3 1247 1577 ©0.23% 0.022%
59 11.195 1652 1658 1665 rBV 295522 394731 58.50% 5.585%
60 11.378 1686 1688 1689 rBV2 303 258 0.04% 0.004%
61 11.433 1694 1697 1699 rBV4 917 1018 ©0.15% 0.014%
62 11.597 1721 1724 1725 rBV3 686 726 0.11% 0.010%
63 11.689 1735 1739 1741 rBV2 1163 1821 0.27% 0.026%
64 11.756 1746 1750 1760 rBV 345221 423353 62.74%  5.990%
65 11.847 1760 1765 1771 rBV2 111156 173010 25.64% 2.448%
66 12.024 1789 1794 1805 rVB 442167 589923 87.43% 8.347%
67 12.146 1811 1814 1819 rVB5 2299 3218 0.48% 0.046%
68 12.225 1823 1827 1833 rVV4 3052 5709 0.85% 0.081%
69 12.317 1837 1842 1853 rVB 385809 509560 75.52% 7.210%
70 12.506 1871 1873 1877 rBV4 532 727 0.11% 0.010%
71 12.561 1879 1882 1886 rBV3 1008 1446 0.21% 0.020%
72 12.664 1897 1899 1900 rBV2 427 305 0.05% 0.004%
73 12.695 1900 1904 1909 rVB5 1394 2380 0.35% 0.034%
74 12.768 1909 1916 1919 rBV2 5084 7113 1.05% 0.101%
75 12.859 1929 1931 1934 rVB3 1080 1049 0.16% 0.015%
76 13.006 1953 1955 1957 rBV2 308 269 0.04% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039497.D

Acqg On : 27 Dec 2023 15:21
Operator : JC/MD

Sample : 05989-02DL 4X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM120523WMA.M
Title : VOC Analysis
77 13.030 1957 1959 1962 rBV 199 254 0.04% 0.004%
78 13.146 1974 1978 1979 rBV2 219 288 0.04% 0.004%
79 13.170 1979 1982 1985 rBV3 787 1105 0.16% 0.016%
80 13.243 1990 1994 1999 rVB3 227 448 0.07% 0.006%
81 13.341 2006 2010 2014 rBV4 214 377 0.06% 0.005%
82 13.439 2020 2026 2031 rBV2 548 1142 0.17% 0.016%
83 13.518 2034 2039 2047 rBV 32196 42448 6.29% 0.601%
84 13.682 2063 2066 2067 rBV 333 381 0.06% 0.005%
85 13.780 2078 2082 2085 rVB 1324 1394 0.21% 0.020%
86 14.121 2137 2138 2142 rBV2 400 393 0.06% 0.006%
87 14.280 2161 2164 2165 rBV 264 254 0.04% 0.004%
88 14.304 2165 2168 2172 rVV3 1105 1229 0.18% 0.017%
89 14.371 2176 2179 2183 rVV3 399 575 0.09% 0.008%
90 14.554 2206 2209 2212 rVB 258 269 0.04% 0.004%
91 14.640 2220 2223 2227 rVB3 463 607 0.09% 0.009%
92 15.042 2287 2289 2291 rBV2 416 428 0.06% 0.006%
93 15.121 2300 2302 2304 rBV 261 297 0.04% 0.004%
94 15.237 2318 2321 2324 rBV2 314 456 0.07% 0.006%
95 15.353 2336 2340 2342 rBvV4 331 411 0.06% 0.006%
96 15.505 2362 2365 2367 rBV2 352 465 0.07% 0.007%
97 15.639 2386 2387 2390 rVVv2 265 256 0.04% 0.004%
98 15.767 2404 2408 2410 rBV2 312 402 0.06% 0.006%
99 15.798 2410 2413 2416 rVV2 325 382 0.06% 0.005%
100 16.072 2456 2458 2461 rBV3 406 458 0.07% 0.006%
Sum of corrected areas: 7067741
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 05989-02DL 4X
: 5.0mL/MSVOA_X/WATER
14

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\

: VX@39497.D
: 27 Dec 2023 15:21

JC/MD

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA .M

: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039497.D

Acqg On : 27 Dec 2023 15:21
Operator : JC/MD

Sample : 05989-02DL 4X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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 2-Pentanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.464 3.59 ug/L 34233 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 59
2 2-Pentanone 86 C5H100 000107-87-9 53
3 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 50
4 2,3-Butanedione 86 C4H602 000431-03-8 40
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 40
Abundance Scan 1046 (7.464 min): VX039497.D\data.ms (-1041) (-) m/z 43.05 100.00%
5000
861 LN A B R L R
58.0 712 7.20 7.40 7.60 7.80
\\‘\\\\‘\\\\‘\\\\‘“1{\\’\\\1‘\\\\“\\\\‘\\\\‘\\\ m/z 86.19 17.7100
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1921: 2-Pentanone
43.0
5000 \H(\\Awu\wuu,um
7.20 7.40 7.60 7.80
270 86.0 m/z 41.00 13.83%
15.0 ‘ | ‘ 58‘.0 71.0
1 |
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1923: 2-Pentanone
43.0
At
7.20 7.40 7.60 7.80
5000 m/z 71.20 8.13%
86.0
27.0 | 58‘.0 71.0
L,
R e
m/z--> 10 20 30 40 50 60 70 80 90 /
Abundance #1988: 2-Butanone, 3-methyl- BN
43.0 7.20 7.40 7.60 7.80
m/z 39.05 7.26%
5000
27.0 86.0
150 I 71.0
A R
m/z--> 10 20 30 40 50 60 70 80 90 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039497.D

Acqg On : 27 Dec 2023 15:21
Operator : JC/MD

Sample : 05989-02DL 4X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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 2-Heptanone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.768 6.59 ug/L 76381  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 91
3 2-Heptanone 114 C7H140 000110-43-0 91
4 2-Heptanone 114 C7H140 000110-43-0 78
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 64

Abundance Scan 1588 (10.768 min): VX039497.D\data.ms (-1579) (- m/z 43.10 100.00%

43.1
58.1
5000

\‘ 1 851 991 114.2 1050 1100
\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ m Z 58 19 56 560

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8423: 2-Heptanone
43.0
58.0

5000
1050 1100
m/z 71.10 16.41%
27.0 71.0
L] L, L ‘ 85.0 99.0 11\40
\\\‘\H\‘H\\[\\H[H\\‘\\H‘H\\‘HH‘\\H‘H\\‘\H\‘H\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8418: 2-Heptanone
43.0
SN Lo
58.0 10.50 11.00
5000 ' m/z 41.05 14.69%

5000

27‘0
\ L

270 71.0
140 || Ul 850 990 1140
R AR R T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8424: 2-Heptanone M

43.

0

58.0

71.0

lO 50 ll 00

m/z 39.10 10.51%

1.

SN N M N
miz--> 10 20 30 40

P e e e
50 60 70 80 90 100 110 120

lO 50 11. 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039497.D

Acqg On : 27 Dec 2023 15:21
Operator : JC/MD

Sample : 05989-02DL 4X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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 3-Octanone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.756  35.88 ug/L 423353  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanone 128 C8H160 000106-68-3 94
2 3-Octanone 128 C8H160 000106-68-3 78
3 3-Octanone 128 C8H160 000106-68-3 47
4 3-Octanone 128 C8H160 000106-68-3 42
5 6-Undecanone 170 C11H220 000927-49-1 40
Abundance Scan 1750 (11.756 min): VX039497.D\data.ms (-1746) (- | m/z 43.05 100.00%
43.0 57.0
72.1
5000 99.1
H ‘ | | 128.2 11 50 1200 .
H‘\H\‘\\H‘HHi\}\\‘\\}\‘HH‘\H\‘\\}\‘HH‘HH’HH‘HH‘HH m/z 57.05 92.730
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14269: 3-Octanone
43.0 57.0
72.0 99.0
5000 29.0 R 1
11.50 12.00
128.0 m/z 72.10 53.16%
H‘\H\‘\H‘\‘HH“‘M\\‘\\M\‘HH‘\‘H\‘\\M\‘\\\\}\\\]\-’]-\3\\(\)‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14271: 3-Octanone
29.0 43.0 57.0
—— —1—
11.50 12.00
5000 72.0 m/z 71.10 48.50%
99.0
10 "
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14273: 3-Octanone T —
43.0 57.0 11.50 12.00
29.0 72.0 m/z 99.10 46.83%
99.0
5000
‘ 128.0
H%?F’_H!_mh‘mw\wH‘Jm_mmWH,W_HWH —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039497.D

Acqg On : 27 Dec 2023 15:21
Operator : JC/MD

Sample : 05989-02DL 4X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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 3-Octanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.847 14.66 ug/L 173010 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanol 130 C8H180 000589-98-0 64
2 3-Octanol 130 C8H180 000589-98-0 64
3 3-Octanol 130 C8H180 000589-98-0 64
4 3-Octanol 130 C8H180 000589-98-0 64
5 3-Heptanol, 6-methyl- 130 C8H180 018720-66-6 53

Abundance Scan 1765 (11.847 min): VX039497.D\data.ms (-1760) (- m/z 59.10 100.00%

59.1
43.1
5000 83.1

101.2
| ‘ 11. 50 12 00
‘\ n

128.0 o
H‘HH‘\\H‘H\\‘i\\\\‘\H\i\\\‘\‘m‘\\‘\}‘H‘\H\“HH’\‘\H‘HH‘HH ITIZ 55.10 64.50%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15663: 3-Octanol
59.0
83.0

5000 11. 50 12 00
41.0
101.0 m/z 43.10 56.08%
g |
H‘HH‘\H‘\‘HH“‘\M‘\\‘\\}HiHH‘HH‘\}H‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15662: 3-Octanol
59.0
11. 50 12 00
5000 83.0 m/z 83.10  48.42%
41.0
101.0
i \
B Y P O W= Y-
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15660: 3-Octanol
59.0 11. 50 12 00

m/z 41.05 45.20%

5000
27.0 41.0 83.0
101.0
Wl \ 129.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX@39497.D

Acqg On : 27 Dec 2023 15:21

Operator : JC/MD

Sample : 05989-02DL 4X

Misc : 5.0mL/MSVOA_X/WATER
ALS vial : 14 Sample Multiplier: 1

Quant Method

Quant Titl

TIC Librar

e

y

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M

: VOC Analysis

: 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 Benzoic acid, ethyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.518 3.60 ug/L 42448 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, ethyl ester 150 CS9H1e02 000093-89-0 91
2 Benzoic acid, ethyl ester 150 C9H1002 000093-89-0 91
3 Benzoic acid, ethyl ester 150 C9H1e02 000093-89-0 90
4 Benzoic acid, ethyl ester 150 C9H1002 000093-89-0 70
5 1-Propanone, 3-hydroxy-1-phenyl- 150 CS9H1e02 005650-41-9 64

Abundance Scan 2039 (13.518 min): VX039497.D\data.ms (-2034) (- m/z 105.10 100.00%
105.1
5000 i
511 122.1
. T T
15?2 1350
‘\\H‘\\H‘\\‘H‘\\\H“‘\\\\’\‘\\\"\\\\’\\‘\\’ m/Z 77.19 51.2600
miz--> 0 20 40 60 80 100 120 140
Abundance #28315: Benzoic acid, ethyl ester
105.0
5000 77.0 = :
122.0 1350
51.0 ’ 150.0 ITI/Z 122.10 29.75%
27.0
‘\\\\‘\“\‘\\“\‘\‘\\‘\\\H\“\\\\’\‘\\\"\\\\’\\‘\\’
m/z--> 0 20 40 60 80 100 120 140
Abundance #28307: Benzoic acid, ethyl ester
105.0
RN T
13.50
5000 770 m/z 51.10 22.00%
51.0 150.0
m/z--> 0 20 40 60 80 100 120 140
Abundance #28314: Benzoic acid, ethyl ester i
105.0 13.50
m/z 150.20  16.65%
5000 77.0
122.0
510 150.0
29.0 ‘
m/z--> 0 20 40 60 80 100 120 140 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039497.D

Acqg On : 27 Dec 2023 15:21
Operator : JC/MD

Sample : 05989-02DL 4X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone 7.464 3.6 ug/L 34233 1 6.763 477409 50.0
2-Heptanone 10.768 6.6 ug/L 76381 2 10.055 579326 50.0
3-Octanone 11.756 35.9 ug/L 423353 3 12.024 589923 50.0
3-Octanol 11.847 14.7 ug/L 173010 3 12.024 589923 50.0
Benzoic acid, e... 13.518 3.6 ug/L 42448 3 12.024 589923 50.0
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