LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71823\
Data File : VU@54806.D

Acqg On : 18 Jul 2023 14:44
Operator : MD/SY

Sample : 03656-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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_ U\Method\SFAMULMO71723WMA.M
Title : VOC Analysis

Signal : TIC: VU@54806.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.595 990 95 111 rVB 97579 117425 15.50% 1.579%
2 2.554 383 393 405 rBvV 140749 225268 29.73% 3.029%
3 3.184 575 589 609 rBV3 69582 176425 23.28% 2.372%
4 3,512 688 691 695 rvB3 688 399 0.05% ©0.005%
5 3.579 710 712 715 rBvV2 667 465 0.06% 0.006%
6 3.837 789 792 794 rBV2 472 256 0.03% 0.003%
7 3.869 800 802 804 rBV 475 282 0.04% 0.004%
8 3.910e 813 815 817 rBV 322 211 0.03% 0.003%
9 3.933 820 822 826 rBV3 522 471 0.06% 0.006%
10 4.004 842 844 845 rBV 415 150 0.02% 0.002%
11 4.046 855 857 859 rVB 347 158 0.02% 0.002%
12 4.087 868 870 873 rBV2 584 427 0.06% 0.006%
13 4.209 904 908 912 rBV5S 900 1003 0.13% 0.013%
14 4.303 936 937 941 rVB2 553 163 0.02% 0.002%
15 4.370 955 958 960 rBV2 394 261 ©0.03% 0.004%
16 4.406 966 969 972 rBV3 446 364 0.05% ©0.005%
17 4.428 972 976 979 rBV3 712 475 0.06% 0.006%
18 4.444 979 981 987 rBvV3 656 579 ©0.08% 0.008%
19 4.618 1024 1035 1055 rBV 79035 192716 25.43% 2.591%
20 5.055 1155 1171 1192 rBV 144235 324272 42.80% 4.360%
21 5.242 1225 1229 1232 rBV4 662 627 ©0.08% 0.008%
22 5.274 1238 1239 1242 rBV 457 224 0.03% 0.003%
23  5.316 1250 1252 1253 rBV 451 153 0.02% 0.002%
24 5.470 1298 1300 1302 rBV2 653 412 0.05% 0.006%
25 5.496 1306 1308 1311 rVV3 606 359 0.05% 0.005%
26 5.515 1311 1314 1317 rVWV 433 258 0.03% 0.003%
27 5.560 1323 1328 1333 rBV4 862 968 ©0.13% 0.013%
28 5.640 1349 1353 1356 rBV3 482 279 0.04% 0.004%
29 5.717 1357 1377 1396 rBvV2 281126 757703 100.00% 10.188%
30 5.939 1444 1446 1448 rBV2 477 250 0.03% 0.003%
31 6.087 1490 1492 1495 rBvV2 601 406 0.05% 0.005%
32 6.152 1509 1512 1513 rBV3 534 300 0.04% 0.004%
33  6.245 1528 1541 1561 rBV ~ 239458 468134 61.78% 6.295%
34 6.451 1601 1605 1608 rBV4 823 723  0.10% ©0.010%
35 6.518 1619 1626 1627 rBvV3 1517 1420 0.19% 0.019%

36 6.685 1665 1678 1699 rBV2 176290 349882 46.18% 4.705%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71823\
Data File : VU@54806.D

Acqg On : 18 Jul 2023 14:44
Operator : MD/SY

Sample : 03656-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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_ U\Method\SFAMULMO71723WMA.M
Title : VOC Analysis
37 6.910 1746 1748 1750 rBV3 571 207 0.03% 0.003%
38 7.023 1780 1783 1784 rBvV2 493 260 0.03% 0.003%
39 7.161 1813 1826 1847 rBV 98099 197892 26.12% 2.661%
40 7.328 1875 1878 1880 rVB2 779 364 0.05% ©0.005%
41  7.344 1880 1883 1885 rBV3 779 478 0.06% 0.006%
42 7.377 1890 1893 1898 rBV5 941 747 0.10% 0.010%
43 7.463 1919 1920 1924 rBV 288 245 0.03% 0.003%
44  7.496 1928 1930 1931 rBV 597 220 0.03% 0.003%
45  7.560 1937 1950 1970 rBV 104194 189756 25.04%  2.552%
46 7.775 2015 2017 2021 rBV3 695 378 0.05% 0.005%
47  7.840 2035 2037 2038 rBV 544 217 0.03% 0.003%
48 7.894 2041 2054 2072 rBV 362906 623627 82.30%  8.386%
49 8.081 2108 2112 2114 rBV4 629 484 0.06% 0.007%
50 8.106 2118 2120 2123 rBV3 356 186 0.02% ©0.003%
51 8.177 2130 2142 2165 rBV 72730 130493 17.22% 1.755%
52 8.428 2217 2220 2222 rBV3 487 292 0.04% 0.004%
53 8.631 2271 2283 2319 rBV2 230519 454669 60.01% 6.114%
54  8.840 2344 2348 2350 rBvV3 712 653 0.09% 0.009%
55  8.897 2362 2366 2370 rBV4 618 584 0.08% 0.008%
56 8.946 2380 2381 2382 rBV 465 164 0.02% 0.002%
57 8.987 2387 2394 2398 rvB3 966 1099 0.15% 0.015%
58 9.007 2398 2400 2402 rBvV3 535 254 0.03% ©0.003%
59 9.135 2436 2440 2441 rBV2 678 478 0.06% 0.006%
60 9.254 2475 2477 2478 rBV 333 164 0.02% 0.002%
61 9.306 2491 2493 2495 rVB 568 212 0.03% 0.003%
62 9.322 2495 2498 2500 rBV2 548 331 0.04% 0.004%
63 9.354 2505 2508 2509 rBV 354 192 0.03% 0.003%
64  9.412 2514 2526 2546 rBV 357369 596043 78.66%  8.015%
65 9.534 2562 2564 2566 rBV2 427 187 ©0.02% 0.003%
66 9.550 2566 2569 2573 rBV3 1085 1051 0.14% 0.014%
67 9.791 2641 2644 2647 rVB2 646 434 0.06% 0.006%
68 9.878 2669 2671 2672 rBV 709 341 0.05% 0.005%
69 9.971 2696 2700 2701 rBV2 383 211 0.03% 0.003%
70 10.020 2712 2715 2716 rBV3 467 281 0.04% 0.004%
71 10.087 2726 2736 2737 rBV3 1051 936 0.12% 0.013%
72 10.103 2737 2741 2744 rBVS5S 1463 1643 0.22% 0.022%
73 10.193 2761 2769 2772 rBV7 733 1038 0.14% 0.014%
74 10.235 2780 2782 2784 rBV2 477 242  0.03% 0.003%
75 10.274 2792 2794 2798 rBV3 544 333  0.04% 0.004%
76 10.319 2800 2808 2817 rVB5 8336 12689 1.67% 0.171%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71823\
Data File : VU@54806.D

Acqg On : 18 Jul 2023 14:44
Operator : MD/SY

Sample : 03656-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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_ U\Method\SFAMULMO71723WMA.M
Title : VOC Analysis
77 10.386 2827 2829 2832 rBV 642 415 0.05% 0.006%
78 10.486 2851 2860 2872 rBV3 30392 47580 6.28% 0.640%
79 10.753 2930 2943 2958 rBV 307955 491799 64.91% 6.613%
80 11.084 3043 3046 3049 rBV2 1050 711 0.09% 0.010%
81 11.158 3061 3069 3080 rVB5 8797 14350 1.89% 0.193%
82 11.286 3101 3109 3110 rBV6 3458 3058 0.40% 0.041%
83 11.444 3153 3158 3163 rBV4 3351 4596 0.61% 0.062%
84 11.505 3176 3177 3183 rVB3 829 513 0.07% 0.007%
85 11.547 3188 3190 3194 rVB4 1226 649 0.09% 0.009%
86 11.608 3201 3209 3225 rVB5 21246 39036 5.15% ©.525%
87 11.714 3231 3242 3244 rBV4 9799 12334 1.63% 0.166%
88 11.807 3259 3271 3289 rVB 398754 658890 86.96%  8.860%
89 11.991 3326 3328 3330 rBV3 743 377 0.05% 0.005%
90 12.039 3341 3343 3345 rBV2 842 447 0.06%  ©.006%
91 12.190 3378 3390 3413 rVV 392574 632102 83.42% 8.500%
92 12.286 3417 3420 3423 rVB2 820 558 0.07% 0.008%
93 12.454 3463 3472 3481 rBV5 18086 29193 3.85% ©.393%
94 12.524 3485 3494 3509 rVB 176880 275672 36.38% 3.707%
95 12.839 3581 3592 3604 rBvV4 44457 71167 9.39% ©.957%
96 13.608 3828 3831 3833 rBV2 1138 603 0.08% 0.008%
97 14.032 3954 3963 3973 rBV6 22767 38236 5.05% 0.514%
98 14.203 4014 4016 4020 rBV3 657 526 0.07% 0.007%
99 14.476 4094 4101 4120 rVB 166160 259411 34.24% 3.488%
100 15.691 4472 4479 4489 rBV9 6372 10751 1.42% 0.145%
Sum of corrected areas: 7436917
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071823\
Data File : VU@54806.D

Acqg On : 18 Jul 2023 14:44
Operator : MD/SY

Sample : 03656-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71723WMA.M
Quant Title : VOC Analysis

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

Abundance .
400000 TIC: VU054806.D\data.ms

350000
300000 5717
250000 6.245

200000 6.68

150000 2.554 5.055

1.595
100000 4.618

50000
L J 3.3579 333HBX48720 0 _5.9396852\ 6.4%18

Time--> 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 6.40 6.60
Aburltjoaoncg:(()-:‘o TIC: VU054806.D\data.ms

o

11.807 12.
7.894 9.412

350000
10.753
300000
250000 8.631
200000

150000

7.161 7.560

100000
8.177
50000
6 9I(ID2 7 7 8 4L BMMQ 550 9

\ \ 1idoionesoht -

T =
Time--> 7m sm sm 9m 9% 10.00 10.50 11.00 11.50 12.00
Abundance

400000 TIC: VU054806.D\data.ms

o

350000
300000
250000

200000] 12504

14.476
150000
100000
50000 12.839
12.4 14.032
02860 L 13.608 ngwj\x4zo3 A 15.691
T T ‘ T T T T ‘ T T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071823\
Data File : VU@54806.D

Acqg On : 18 Jul 2023 14:44
Operator : MD/SY

Sample : 03656-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71723WMA.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-Propanol, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.184 18.84 ug/L 176425 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 53
2 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 53
3 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 42
4 Butanoic acid, 2-hydroxy-, methy... 118 C5H1003 029674-47-3 38
5 Propane, 2-methoxy- 74 C4H100 000598-53-8 36
Abundance Scan 589 (3.184 min): VU054806.D\data.ms (-575) (-) m/z 58.90 100.00%
58.9
5000
88.8
Ramas e RARREEARE
47? 2.80 3.00 3.20 3.40 3.60
Ol el f 28l m/z 88.85  26.87%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #990: 2-Propanol, 2-methyl-
59.0
5000 I L L B

2.80 3.00 3.20 3.40 3.60
810 1o m/z 40.90  14.32%
L

o
O\\\‘\\\\‘\\\}‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #992: 2-Propanol, 2-methyl-
59.0
A N

2.80 3.00 3.20 3.40 3.60

5000 m/z 42.90 13.66%
310 410
mlz--> 10 20 30 40 50 60 70 80 90
Abundance #985: 2-Propanol, 2-methyl-
59.0 2.80 3.00 3.20 3.40 3.60

m/z 56.90 8.95%

5000
310
41.0
15.0 |
74.0
Y R KN 8 SN S Oy < IR

m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071823\
Data File : VU@54806.D

Acqg On : 18 Jul 2023 14:44
Operator : MD/SY

Sample : 03656-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71723WMA.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 2 2-Butanone, 3,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.161  21.14 ug/L 197892  1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 78
2 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 59
3 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 59
4 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 50
5 trans-1-Ethoxy-1-butene 100 C6H120 1000139-43-9 50
Abundance Scan 1826 (7.161 min): VU054806.D\data.ms (-1813) (-) m/z 57.00 100.00%
57.0
40.9
5000
99.9
TR
84.9 6.80 7.00 7.20 7.40

bt 888 L m/z 4e@.90  53.51%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #4398: 2-Butanone, 3,3-dimethyl-

57.0
41.0
5000 T T T
290 6.80 7.00 7.20 7.40
100.0 o
150 m/z 42.90 41.77%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4359: 3-Pentanone, 2-methyl-
430 57.0
R ARNEEEEs R
6.80 7.00 7.20 7.40
5000 23.0 m/z 99.90  26.38%
71.0 100.0
il ‘L‘ ‘ 85.0 ‘
| P < SRR N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4358: 3-Pentanone, 2-methyl- R amm A
57.0 6.80 7.00 7.20 7.40
43.0 m/z 38.90 16.99%
5000 29.0
71.0 100.0
L | ‘ 85.0 ‘
s o mo = m mUTLTNEIE A et R “,‘
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071823\

Data File : VU@54806.D

Acqg On : 18 Jul 2023 14:44
Operator : MD/SY

Sample : 03656-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier

01

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@71723WMA.M

Quant Title : VOC Analysis

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 4 R(-)3,7-Dimethyl-1,6-octadiene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.486 3.99 ug/L 47580  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R(-)3,7-Dimethyl-1,6-octadiene 138 C10H18 010281-56-8 86
2 R(-)3,7-Dimethyl-1,6-octadiene 138 C10H18 010281-56-8 64
3 1,1'-Bicyclopentyl 138 C10H18 001636-39-1 46
4 trans-1,4-Hexadiene 82 C6H10 007319-00-8 38
5 1,3-Butadiene, 2,3-dimethyl- 82 C6H1e0 000513-81-5 35

Abundance Scan 2860 (10.486 min): VU054806.D\data.ms (-2851) (- | m/z 66.90 100.00%
40.9 66,9
81.9
5000
. ﬂk‘ A g
‘ 104.8 122.9137.8 10.50
ol W PR AT w2 se.ss 97.65%
miz--> 20 40 60 80 100 120 140
Abundance #19459: R(-)3,7-Dimethyl-1,6-octadiene
41.0
69.0
95.0
5000 MA\MMM[V\\ R Al
10.50
123.0138.0 m/z 68.90 96.03%
O \\\‘\\\\‘i”\ \‘\“1“ \‘\‘\ \“[“\ T \“! ‘ T \‘\ T “\ T \“ T
miz--> 20 40 60 80 100 120 140
Abundance #19455: R(-)3,7-Dimethyl-1,6-octadiene
67.0 82.0
‘/\\A‘ ‘ ‘A‘/‘!\‘Af\‘/\
410 10.50
5000 m/z 54.90 89.42%
123.0
‘ 138.0
bt ol all gro 1 L
m/iz--> 20 40 60 80 100 120 140
Abundance #19402: 1,1'-Bicyclopentyl
7.0
210 10.50
m/z 81.90 70.82%
82.0
5000
109.0
138.0
ol ?9\19 L A ) ol LAy A
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071823\
Data File : VU@54806.D

Acqg On : 18 Jul 2023 14:44
Operator : MD/SY

Sample : 03656-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71723WMA.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 1,3-Cyclohexadiene, 1-methy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.608 2.96 ug/L 39036 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1@H16 000099-86-5 93
2 Cyclopentane, 2-methyl-1-methyle... 136 C10H16 056710-83-9 87
3 Bicyclo[2.2.1]hept-2-ene, 1,7,7-... 136 C10H16 000464-17-5 86
4 1,5,5-Trimethyl-6-methylene-cycl... 136 C10H16 000514-95-4 76
5 Cyclohexene, 3-methyl-6-(1-methy... 136 C1@H16 000586-63-0 74
Abundance Scan 3209 (11.608 min): VU054806.D\data.ms (-3201) (- | m/z 120.90 100.00%
120.9
92.9
76.9
A,
I 57-0 ‘ 11.50 12.00
oH_m_m‘HH_“H;‘\MJMm\m ww‘\ Jll e m/z 92.9e  57.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18221: 1,3-Cyclohexadiene, 1-methyl-4-(1- methylethyl)
5000 136.0 /\ /\ ‘ A
77.0 11.50 12.00
41.0 m/z 90.90 56.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18257: Cyclopentane, 2-methyl-1-methylene-3-(1-methy
121.0 /\ J\
TRl ATTER
11.50 12.00
5000 95.0 136.0 m/z 136.00  48.41%
41.0 79.0
oMM%HM\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A {\
Abundance  #18175: Bicyclo[2.2.1]hept-2-ene, 1,7,7-trimethyl- i L -
93.0 121.0 11.50 12.00
m/z 76.90  34.30%
5000
410 770 136.0
SR . | T W OO j\ AL
m/z--> 10 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_U\Data\VU071823\
Data File : VU@54806.D

Acqg On : 18 Jul 2023 14:44
Operator : MD/SY

Sample : 03656-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71723WMA.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 6 7-Octen-2-0l, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.524  20.92 ug/L 275672  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 90
2 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 72
3 1,8-Nonanediol, 8-methyl- 174 C1eH2202 054725-73-4 59
4 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 58
5 3-Hexene, 1-(1-methoxyethoxy)-, ... 158 C9H1802 054340-96-4 50

Abundance Scan 3494 (12.524 min): VU054806.D\data.ms (-3485) (- | m/z 58.90 100.00%
58.9

5000
T I
38‘F 82.9 122.9 12.50
Ol A m/z 54.85  22.23%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32937: 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000 P g M

m/z 42.85 20.80%

83.0 123.0
O \1\5\.(‘)\‘\“\3\9“1P\\“wi hH‘\\“H\\\‘i’\\\\“\\\\’\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32935: 7-Octen-2-ol, 2,6-dimethyl-
59.0
* \

T
12.50

5000 m/z 40.85 16.01%
39
83.0 123.0
0 ‘F A B30T 1540 1750
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48846: 1,8-Nonanediol, 8-methyl- = \
59.0 12.50

m/z 66.90  14.22%

5000 /X
0 ‘\‘ umi i 8%0 123.0 159.0 ‘ j\A

T
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071823\
Data File : VU@54806.D

Acqg On : 18 Jul 2023 14:44
Operator : MD/SY

Sample : 03656-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71723WMA.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 7 Linalool Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.839 5.40 ug/L 71167 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Linalool 154 C10H180 000078-70-6 90
2 Linalool 154 C10H180 000078-70-6 68
3 Linalool 154 C10H180 000078-70-6 58
4 (+)-3-Carene 136 C1OH16 000498-15-7 50
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000488-97-1 50
Abundance Scan 3592 (12.839 min): VU054806.D\data.ms (-3581) (- | m/z 70.90 100.00%
70.9
92.9
40.9
5000
120.8 a ‘ T \/\A T T f\‘ T
‘ H ‘ 138.8 12.50 13.00
0 H‘Wm\‘kww““_“ “M‘Wuwmﬂm m/z 92.90  80.33%
m/z--> 20 40 60 80 100 120 140
Abundance #30907: Linalool
71.0
93.0
43.0
5000 e
12. 50 13.00
121.0 m/z 40.85 61.96%
miz-> 20 40 60 8 100 120 140
Abundance #30912: Linalool
71.0
41.0 12. 50 13 00
5000 m/z 69.00 53.07%
121 0
ol A b Ll e | 100
miz--> 20 40 60 100 120 140
Abundance #30913.Unamol 2
71.0 12. 50 13 00
m/z 54.85 46.91%
41.0
5000
121 0
I \H e 190 L
m/z--> 20 40 60 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071823\
Data File : VU@54806.D

Acqg On : 18 Jul 2023 14:44
Operator : MD/SY

Sample : 03656-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71723WMA.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 8 .alpha.-Terpineol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.032 2.90 ug/L 38236 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Terpineol 154 C10H180 000098-55-5 90
2 .alpha.-Terpineol 154 C10H180 000098-55-5 80
3 .alpha.-Terpineol 154 C10H180 000098-55-5 80
4 .alpha.-Terpineol 154 C10H180 000098-55-5 74
5 .alpha.-Terpineol 154 C10H180 000098-55-5 72
Abundance Scan 3963 (14.032 min): VU054806.D\data.ms (-3954) (- | m/z 58.90 100.00%
58.9
92.9
5000 120.9
‘ H 1400 |
206.8 :
om‘H‘A‘M‘MHJ}Jn“m“\w A m/z 92.90  70.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30996: .alpha.-Terpineol
59.0 93.0
5000 7o b ‘“/\
14.00
m/z 120.90  49.24%
27.0 ‘
0 \\\‘\‘}H\\}‘\‘\‘h“\‘i‘\ “\LM\‘\““\\\‘\H‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30998: .alpha.-Terpineo
59.0 A
A
93.0 L T
121.0 14.00
5000 m/z 135.90 48.82%
e
0\\\‘\‘\“ﬂi‘wH;M\{w“!“u“}‘u A S R —
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #30991: .alpha.-Terpineol T ‘
59.0 14.00
m/z 81.00 41.67%
93.0
5000
121.0
L |
o‘mMm\‘;MMM 20 e M
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071823\
Data File : VU@54806.D

Acqg On : 18 Jul 2023 14:44
Operator : MD/SY

Sample : 03656-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71723WMA.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 9 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.476  19.69 ug/L 259411 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 1,5-dibromo- 228 C5H10Br2 000111-24-0 37
2 Geranyl formate 182 C11H1802 000105-86-2 37
3 2-Octene, 2-methyl-6-methylene- 138 C10H18 010054-09-8 37
4 1,5-Heptadiene, 2,6-dimethyl- 124 C9H16 006709-39-3 35
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 35
Abundance Scan 4101 (14.476 min): VU054806.D\data.ms (-4094) (- m/z 68.90 100.00%
68.9
40.9
5000
1080 4359 o
L b
0 el ll e b b miz 40.90 61.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109581: Pentane, 1,5-dibromo-
69.0
41.0
5000 T
14.50
150.0 m/z 107.95  26.45%
107.0
0 Hl‘\‘\‘U\\i”\\\”\‘\UH‘\H\‘HHH‘\\\\‘\H\‘\\H‘zﬁ(\).\?
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56589: Geranyl formate
69.0
L
14.50
5000, 410 m/z 54.90  26.35%
930 1360
0\‘\U\\‘i”u\‘w‘\“\w‘{‘u1‘\‘uu“\u!‘uH‘HHWHWHWH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19462: 2-Octene, 2-methyl-6-methylene- —
69.0 14.50
41.0 m/z 94.00  25.98%
5000
95.0
O el ol el [223:0 AW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71823\
Data File : VU@54806.D

Acqg On : 18 Jul 2023 14:44
Operator : MD/SY

Sample : 03656-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@71723WMA.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-Propanol, 2-m... 3.184 18.8 ug/L 176425 1 6.245 468134 50.0
2-Butanone, 3,3... 7.161 21.1 ug/L 197892 1 6.245 468134 50.0
R(-)3,7-Dimethy... 10.486 4.0 ug/L 47580 2 9.412 596043 50.0
1,3-Cyclohexadi... 11.608 3.0 ug/L 39036 3 11.807 658890 50.0
7-Octen-2-0l1, 2... 12.524 20.9 ug/L 275672 3 11.807 658890 50.0
Linalool 12.839 5.4 ug/L 71167 3 11.807 658890 50.0
.alpha.-Terpineol 14.032 2.9 ug/L 38236 3 11.807 658890 50.0
unknown-01 14.476 19.7 ug/L 259411 3 11.807 658890 50.0
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