LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072523\
Data File : VV@31742.D

Acqg On : 25 Jul 2023 15:17
Operator : SY/MD

Sample : 03712-18

Misc : 5.0mL/MSVOA_V/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_ V\Method\SFAMVLMO72523WMA.M
Title : VOC Analysis

Signal : TIC: VVv@31742.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 66 74 87 rBV 291018 318918 18.05% 2.217%
2 1.349 92 96 108 rVB 19647 22700 1.28% 0.158%
3 1.532 146 153 167 rVB 249801 294607 16.68% 2.048%
4 2.060 307 317 327 rBV 507270 735471 41.63% 5.112%
5 2.114 328 334 359 rVB 83958 147996 8.38% 1.029%
6 2.526 458 462 464 rBV5 1735 1263 0.07% 0.009%
7 2.568 464 475 489 rBV 66672 133684 7.57% ©0.929%
8 2.674 505 508 511 rBVS 1317 947 0.05% 0.007%
9 2.863 563 567 571 rVB7 1587 1119 0.06% 0.008%
106 2.889 571 575 576 rBv4 1457 989 0.06% 0.007%
11 2.934 586 589 595 rVB7 1624 1281 0.97% 0.009%
12 3.063 625 629 631 rBV4 1269 902 0.05% 0.006%
13 3.101 638 641 643 rBvV3 1644 1008 0.06% 0.007%
14  3.442 745 747 754 rBV6 1366 1337 0.08% 0.009%
15 3.558 779 783 785 rVB5 1573 1023 0.06% 0.007%
16 3.603 790 797 799 rBV8 2717 3462 0.20% 0.024%
17 3.793 845 856 883 rBv2 132182 398112 22.54% 2.767%
18 4.153 966 968 972 rVB4 1969 984 0.06% 0.007%
19 4,253 983 999 1028 rBV 290363 770941 43.64% 5.358%
20 4.507 1076 1078 1083 rVB5 1211 1062 0.06% 0.007%
21  4.529 1083 1085 1089 rBV4 1312 951 0.05% 0.007%
22 4.748 1151 1153 1158 rVV5 1259 1030 0.06% 0.007%
23 4.828 1176 1178 1184 rVV5 1304 942 0.05% 0.007%
24 4.960 1203 1219 1246 rBV2 670095 1766608 100.00% 12.279%
25 5.384 1349 1351 1355 rVB5S 1728 1136 ©0.06% 0.008%
26 5.416 1355 1361 1365 rBV7 1917 1734 0.10% 0.012%
27 5.539 1386 1399 1419 rBV 414686 861945 48.79%  5.991%
28 5.825 1476 1488 1507 rBv4 45316 100996 5.72% 0.702%
29 5.992 1527 1540 1561 rBV 411454 852167 48.24% 5.923%
30 6.175 1594 1597 1599 rVB3 2070 1270 0.07% 0.009%
31 6.297 1630 1635 1636 rBV6 1731 1292 0.097% 0.009%
32 6.513 1690 1702 1718 rBV3 69523 146717 8.31% 1.020%
33 6.738 1770 1772 1777 rVV5 1298 1115 0.06% 0.008%
34 6.799 1787 1791 1795 rVB6 1642 1318 0.097% 0.009%
35 6.918 1815 1828 1849 rBV2 167941 331783 18.78%  2.306%
36 7.117 1884 1890 1891 rBV6 2594 2212 0.13% 0.015%
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Data Path
Data File
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Sample
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Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

. 14

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve72523\
1 VWe31742.D

: 25 Jul 2023 15:17

. SY/MD

: 03712-18

5.0mL/MSVOA_V/WATER

Sample Multiplier: 1
Parameters: LSCINT.P
RTE
OFF Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

tion: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO72523WMA.M
Title : VOC Analysis
37 7.249 1919 1931 1963 rBV 680365 1249603 70.73% 8.685%
38 7.558 2017 2027 2043 rBV 130139 229420 12.99%  1.595%
39 7.748 2082 2086 2087 rBV3 1538 1055 0.06% 0.007%
40  7.757 2087 2089 2092 rVV3 1588 924 ©.05% 0.006%
41  7.873 2117 2125 2133 rBVi1e 6817 12433 0.70% ©.086%
42 8.030 2164 2174 2187 rBV 391476 721979 40.87% 5.018%
43  8.548 2330 2335 2338 rVB7 1420 1411 ©0.08% 0.010%
44  8.596 2346 2350 2354 rVB6 1629 1333 0.08% 0.009%
45  8.629 2354 2360 2362 rBV6 1577 1341 0.08% 0.009%
46  8.661 2365 2370 2373 rVB6 1629 1469 ©0.08% 0.010%
47  8.709 2379 2385 2388 rBv4 1109 1461 ©0.08% 0.010%
48 8.789 2398 2410 2439 rBV 688960 1141116 64.59% 7.931%
49 9.024 2481 2483 2488 rVB5 1443 1111 0.06% 0.008%
50 9.088 2497 2503 2504 rBV6 2222 2283 0.13% 0.016%
51 9.198 2532 2537 2538 rBV5 1143 857 0.05% 0.006%
52 9.297 2566 2568 2573 rBV5 1639 1381 0.08% 0.010%
53  9.423 2605 2607 2612 rvB3 1236 1060 0.06% 0.007%
54 9.551 2644 2647 2649 rBV5 1696 1008 0.06% 0.007%
55 9.567 2649 2652 2658 rVvB7 2607 2293 0.13% 0.016%
56 9.600 2658 2662 2666 rBV6 1486 1355 0.08% 0.009%
57 9.725 2694 2701 2707 rBV9 4681 6975 ©0.39% 0.048%
58 9.895 2742 2754 2763 rBV9 7241 13898 0.79% 0.097%
59 9.976 2775 2779 2782 rVB5 1019 919 0.05% 0.006%
60 10.056 2802 2804 2808 rVB4 1929 1143 0.06% ©0.008%
61 10.075 2808 2810 2813 rBV3 1625 1157 ©0.97% 0.008%
62 10.159 2823 2836 2855 rBV 506198 809768 45.84% 5.628%
63 10.284 2873 2875 2880 rBV5 1567 1326 ©0.08% 0.009%
64 10.329 2880 2889 2898 rBV5 5862 11202 0.63% 0.078%
65 10.387 2904 2907 2908 rBV3 2047 1080 ©0.06% 0.008%
66 10.564 2956 2962 2963 rBV6 3749 3249 0.18% 0.023%
67 10.612 2972 2977 2979 rBV5S 1438 1172 0.097% ©.008%
68 10.693 2996 3002 3003 rVVv4 1744 1521 0.09% 0.011%
69 10.712 3003 3008 3014 rVVe 4718 6096 0.35% 0.042%
70 10.741 3014 3017 3020 rVB4 1387 1055 0.06% 0.007%
71 10.908 3063 3069 3074 rBVS8 2727 3181 0.18% 0.022%
72 10.934 3074 3077 3082 rVB6 1718 1191 0.07% 0.008%
73 10.998 3093 3097 3098 rBv4 4721 3431 0.19% 0.024%
74 11.133 3121 3139 3146 rBV8 23402 44396 2.51% ©.309%
75 11.191 3146 3157 3176 rVB 692706 1091381 61.78% 7.586%
76 11.300 3184 3191 3206 rVB 8073 17721 1.00% 0.123%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072523\
Data File : VV@31742.D

Acqg On : 25 Jul 2023 15:17
Operator : SY/MD

Sample : 03712-18

Misc : 5.0mL/MSVOA_V/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_ V\Method\SFAMVLMO72523WMA.M
Title : VOC Analysis
77 11.381 3213 3216 3219 rVVv4 1264 1036 0.06% 0.007%
78 11.493 3243 3251 3263 rVW4 14671 30878 1.75% 0.215%
79 11.564 3263 3273 3293 rVB 745583 1169710 66.21% 8.130%
80 11.735 3323 3326 3329 rBV5S 1776 1060 0.06% ©0.007%
81 11.751 3329 3331 3337 rVWV7 1548 1369 ©0.08% 0.010%
82 11.844 3353 3360 3369 rBV7 5112 7924 0.45% 0.055%
83 11.944 3378 3391 3407 rBV 204368 340205 19.26%  2.365%
84 12.252 3477 3487 3500 rBV2 129605 200356 11.34%  1.393%
85 12.497 3560 3563 3567 rBV6 1537 1405 ©0.08% 0.010%
86 12.879 3679 3682 3684 rBV4 1607 1298 0.07% ©0.009%
87 13.014 3722 3724 3727 rBV4 1286 995 0.06% 0.007%
88 13.175 3770 3774 3777 rBV4 1731 1102 ©0.06% 0.008%
89 13.230 3780 3791 3793 rBV1e 4626 6671 0.38% 0.046%
90 13.329 3819 3822 3824 rBV4 2139 1678 0.09% 0.012%
91 13.426 3845 3852 3866 rVB4 11544 20217 1.14% 0.141%
92 13.561 3891 3894 3896 rBV4 1540 984 0.06% 0.007%
93 13.757 3951 3955 3957 rBV4 1794 1247 0.07% 0.009%
94 13.873 3975 3991 4012 rBV 156522 271530 15.37% 1.887%
95 14.017 4034 4036 4039 rBV5S 1940 1022 0.06% 0.007%
96 14.207 4089 4095 4098 rBV7 1844 2009 0.11% 0.014%
97 14.648 4229 4232 4236 rBV6 1398 883 0.05% 0.006%
98 14.857 4296 4297 4304 rBV6 1478 1426 ©0.08% 0.010%
99 15.066 4355 4362 4370 rBV8 9770 13081 0.74% 0.091%
100 15.281 4427 4429 4434 rVB6 2577 1790 0.10% 0.012%
Sum of corrected areas: 14387653
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072523\
Data File : VV@31742.D

Acqg On : 25 Jul 2023 15:17
Operator : SY/MD

Sample : 03712-18

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV031742.D\data.ms
700000 4.960

600000

2.060
500000

5.539 5.992
400000

1.27
300000 8 4.253

200000
3.793

2.568 5825 6.51

FBA0631  3.43%683 4.153\ 4ATPR4. MR 6.185297

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV031742.D\data.ms
8.789 11.191 11564

100000

700000 7.249
600000
500000 10.159
400000 8.030

300000

200000 6.918
7.558
100000
0 66389\ 7.11 77@73 9 9 92)38598974%0729 @Qﬂ mwm 7%
B e e = ‘

‘ T ‘
Time--> 7.00 7.50 8. 00 9 00 9. 50 10 OO 10 50 11.00 11.50 12.00
Abundance TIC: VV031742.D\data.ms

700000
600000
500000
400000
300000
200000 13.873

12.252
100000

0 12.497 12.4013328824%65613.75714.014.207 14.6484. 851?5 0665281
T T T ‘ T T T T ‘ 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_V\Data\VVv072523\
Data File : VV@31742.D

Acqg On : 25 Jul 2023 15:17
Operator : SY/MD

Sample : 03712-18

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.M
: 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 HEX-5-EN-3-OL Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
2.568 7.75 ug/L 133684 1,4-Difluorobenzene 5.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 HEX-5-EN-3-0L 100 C6H120 000688-99-3 72
2 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 64
3 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 56
4 3-Pentanol 88 C5H120 000584-02-1 56
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 50

Abundance Scan 475 (2.568 min): VV031742.D\data.ms (-464) (-) m/z 58.90 100.00%
58.9
5000 /\\
40.9 \‘\\\\‘\\\\‘\\\\‘\\\\’\
H 888 2.20 2.40 2.60 2.80
0ottt F27 7 ATO 0 mjz 40.85  24.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4279: HEX-5-EN-3-OL
59.0
31.0
5000
2.20 2.40 2.60 2.80
m/z 42.85 23.77%
0 H‘HH’\HH’\H\‘i\%\.\o‘\\‘\‘H\\H“HH’H.\\‘\H\‘HH‘\H\‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
59.0
SN | —
2.20 2.40 2.60 2.80
5000 m/z 56.90 10.35%
20.0 45.0
0 15.0 73.0 89.0 104.0
T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #991: 2-Propanol, 2-methyl-
59.0 2.20 2.40 2.60 2.80
m/z 38.90 9.14%
5000
31.0
0150 . a0 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072523\
Data File : VV@31742.D

Acqg On : 25 Jul 2023 15:17
Operator : SY/MD

Sample : 03712-18

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.825 5.86 ug/L 100996 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
2 4-Chloro-3-fluoropyridine 131 CS5H3CI1FN 002546-56-7 38
3 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 37
4 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 25
5 2-Chloro-4-fluoropyridine 131 C5H3CIFN 1000484-44-8 23
Abundance Scan 1488 (5.825 min): VV031742.D\data.ms (-1476) (-) m/z 95.80 100.00%
95.8 130.8
5000 60.8

e ARARREREE ST

36.7 5.60 5.80 6.00 6.20
oH‘w‘Hmh‘u“i‘wmpm“\‘m,‘m,ww_m_‘w m/z 130.80  89.67%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #3039: Ethylene, 1,2-dichloro-, (Z)-

61.0 96.0
5000 UL L B I RN B
5.60 5.80 6.00 6.20
26.0 ‘ m/z 132.70  82.41%
O\\\\‘\“\\‘\“\W\\‘!‘\\\\‘\\\“}\\\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0
N AAREEEE IR
9.0 5.60 5.80 6.00 6.20
5000 m/z 97.80 58.94%
69.0
37.0
1 R A R [ T M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64957: Propanoic acid, 2,2,3-trichloro-, methyl ester TR B\ VAT S
59.0 96.0 5.60 5.80 6.00 6.20
m/z 60.75 46.68%
5000 131.0
15.0
O ot 380 el 3580 1900 LV
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072523\
Data File : VV@31742.D

Acqg On : 25 Jul 2023 15:17
Operator : SY/MD

Sample : 03712-18

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.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-Butanone, 3,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.513 8.51 ug/L 146717 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 90
2 3-Hexanone 100 C6H120 000589-38-8 72
3 3-Hexanone 100 C6H120 000589-38-8 64
4 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 59
5 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 59

Abundance Scan 1702 (6.513 min): VV031742.D\data.ms (-1690) (-) m/z 56.90 100.00%

56.9
40.9
5000
99.9

84.9 6.20 6.40 6.60 6.80

ol “““‘wﬂ‘wqu“ e 2215 1388 s 40,90 61.72%

m/z--> 20 40 60 80 100 120 140
Abundance #4398: 2-Butanone, 3,3-dimethyl-
57.0
41.0
[ N

5000 et e
6.20 6.40 6.60 6.80

100.0 m/z 42.80 56.08%

15.0
C o
0\\\‘\‘\}\\“\\\‘\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance
57.0
AR

6.20 6.40 6.60 6.80

5000 100.0 m/z 99.90 25.60%
29.0
ol 140 30
e
miz-> 20 40 60 80 100 120 140
Abundance #4252: 3-Hexanone R RRa
43.0 6.20 6.40 6.60 6.80

m/z 38.85 16.41%

5000 71.0
27.0
‘ 100.0
ol ““W“‘Hi“uq“ R e

m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072523\
Data File : VV@31742.D

Acqg On : 25 Jul 2023 15:17
Operator : SY/MD

Sample : 03712-18

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.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 7-Octen-2-0l, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.944  15.59 ug/L 340205 1,4-Dichlorobenzene-d4 11.191
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 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 72
4 2-0Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 56
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 53
Abundance Scan 3391 (11.944 min): VV031742.D\data.ms (-3378) (- | m/z 58.90 100.00%
58.9
5000
=
38”9 81.9 123.0 12.00
bl Al 3009 L1629 ns; 42,90 22.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32937: 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000 e R
12.00
m/z 54.85 21.98%
39 ‘ 83.0 123.0
O \1\\‘\\\\‘\\\\‘i\wh\\“H\\\‘\’\\\\“\\\\’\\\\‘\\\\’\
m/z--> 60 80 100 120 140 160 180
Abundance
59.0
12.00
5000 m/z 40.90 18.30%
31.0 82.0
o 101.0 1230145
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32935: 7-Octen-2-ol, 2,6-dimethyl- =
59.0 12.00
m/z 66.90 15.58%
5000
39
83.0 123.0
b 000010 g s i
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072523\
Data File : VV@31742.D

Acqg On : 25 Jul 2023 15:17
Operator : SY/MD

Sample : 03712-18

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.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 Tricyclo[2.2.1.0(2,6)]hepta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.252 9.18 ug/L 200356 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000488-97-1 83
2 Linalool 154 C10H180 000078-70-6 74
3 Linalool 154 C10H180 000078-70-6 72
4 Linalool 154 C10H180 000078-70-6 72
5 Linalool 154 C10H180 000078-70-6 64
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072523\
Data File : VV@31742.D

Acqg On : 25 Jul 2023 15:17
Operator : SY/MD

Sample : 03712-18

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.873  12.44 ug/L 271530 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 1,5-dibromo- 228 C5H10Br2 000111-24-0 43
2 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 40
3 6-Methyl-1,5-heptadiene 110 C8H14 007270-50-0 38
4 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 38
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 38

Abundance Scan 3991 (13.873 min): VV031742.D\data.ms (-3975) (- m/z 68.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@72523\
Data File : VV@31742.D

Acqg On : 25 Jul 2023 15:17
Operator : SY/MD

Sample : 03712-18

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@72523WMA.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|
HEX-5-EN-3-0L 2.568 7.8 ug/L 133684 1 5.539 861945 50.0
unknown-01 5.825 5.9 ug/L 100996 1 5.539 861945 50.0
2-Butanone, 3,3... 6.513 8.5 ug/L 146717 1 5.539 861945 50.0
7-Octen-2-0l1, 2... 11.944 15.6 ug/L 340205 3 11.191 1091380 50.0
Tricyclo[2.2.1.... 12.252 9.2 ug/L 200356 3 11.191 1091380 50.0
unknown-02 13.873 12.4 ug/L 271530 3 11.191 1091380 50.0
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