LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 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\SFAMULM@42522WMA .M
Title : VOC Analysis

Signal : TIC: VU@48337.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.360 3 6 25 rVB 12395268 11802667 38.50% 14.898%
2 1.437 25 30 35 rVB 22066 20066 0.07% 0.025%
3 1.472 35 41 53 rBV 113572 133783 0.44% 0.169%
4 1.601 72 81 100 rBV 178106 249980 0.82% 0.316%
5 1.903 167 175 206 rVB 138617 224066 ©.73% 0.283%
6 2.514 349 365 371 rBV2 46611 85458 0.28% 0.108%
7 2.565 371 381 393 rVW 340458 551133 1.80% 0.696%
8 2.630 393 401 408 rVw 31828 55102 0.18% 0.070%
9 2.672 409 414 429 rVB4 26376 44106 0.14% 0.056%
106 2.800 435 454 465 rBV3 4014 12131 0.04% 0.015%
11 3.048 510 531 552 rBV3 21084 55033 0.18% 0.069%
12 3.186 563 574 583 rBv2 18452 42806 0.14% 0.054%
13 3.446 645 655 670 rvv3 5990 12236 0.04% 0.015%
14 3.871 769 787 797 rBV 9310 20997 0.07% 0.027%
15 3.977 815 820 823 rBV2 715 692 0.00% 0.001%
16 4.160 870 877 878 rBv4 1371 1337 0.00% 0.002%
17 4.250 896 905 911 rBV7 1965 3429 0.01% 0.004%
18 4.527 983 991 992 rBV3 1195 1136 ©0.00% 0.001%
19 4.623 1006 1021 1042 rBV 187567 461634 1.51% 0.583%
20 5.064 1139 1158 1179 rBV 306859 680666  2.22%  0.859%
21 5.363 1239 1251 1253 rBVS8 3571 5380 0.02% 0.007%
22 5.462 1274 1282 1289 rBV6 1150 2129 0.01% 0.003%
23 5.726 1341 1364 1369 rBV2 626146 1561651 5.09% 1.971%
24 5.774 1371 1379 1406 rVB 2264868 4438234 14.48% 5.602%
25 6.109 1479 1483 1488 rBV6 948 1013 ©0.00% 0.001%
26 6.250 1512 1527 1546 rBV 403712 761872 2.48% 0.962%
27 6.514 1587 1609 1631 rBV 141199 304779 ©.99% 0.385%
28 6.691 1649 1664 1677 rBV 382157 751404 2.45% 0.948%
29 6.774 1678 1690 1707 rVB 151672 313719 1.02% 0.396%
30 6.929 1731 1738 1742 rBV2 838 854 0.00% 0.001%
31 6.996 1742 1759 1785 rBV 749330 1400935 4.57% 1.768%
32 7.298 1840 1853 1860 rBV4 8587 16118 0.05% 0.020%
33 7.488 1893 1912 1926 rBV 1621687 2897093 9.45% 3.657%
34 7.565 1926 1936 1958 rVB 240959 425046  1.39% ©.537%
35 7.794 1996 2007 2017 rBvV3 6625 12572 0.04% 0.016%

36 7.896 2026 2039 2052 rBV 811290 1407435 4.59% 1.777%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 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\SFAMULM@42522WMA .M
Title : VOC Analysis
37 7.980 2052 2065 2082 rVB 2074903 3547127 11.57% 4.477%
38 8.179 2116 2127 2144 rVB 157467 254611 ©0.83% 0.321%
39 8.356 2170 2182 2206 rVB 167392 299773 0.98% 0.378%
40 8.475 2214 2219 2221 rBV3 685 692 0.00% 0.001%
41  8.517 2224 2232 2235 rBvV2 6735 9329 0.03% 0.012%
42 8.578 2235 2251 2263 rBV 18194644 30659790 100.00% 38.701%
43 8.633 2263 2268 2282 rVB 619223 977255 3.19% 1.234%
44  8.752 2298 2305 2334 rVB2 27733 63579 0.21% ©0.080%
45  9.015 2378 2387 2399 rVB4 20410 33861 0.11% 0.043%
46  9.170 2422 2435 2455 rBV3 50055 95315 0.31% 0.120%
47  9.314 2475 2480 2484 rBV4 2053 2279 0.01% 0.003%
48  9.363 2484 2495 2502 rBV 73973 116989 ©0.38% 0.148%
49 9.417 2502 2512 2516 rBV 589203 929291 3.03% 1.173%
50 9.552 2547 2554 2555 rBV3 11156 11607 0.04% 0.015%
51 9.629 2571 2578 2593 rvB3 25359 43298 0.14% 0.055%
52 9.694 2594 2598 2603 r\VV4 2376 2509 0.01% 0.003%
53 9.720 2603 2606 2615 rVB5 1865 2363 0.01% 0.003%
54 9.842 2631 2644 2649 rBV8 9066 19343 0.06% 0.024%
55 9.938 2662 2674 2688 rBV 168895 279230 ©0.91% 0.352%
56 10.102 2717 2725 2727 rBV5 2589 3178 0.01% 0.004%
57 10.253 2762 2772 2780 rVB4 7016 12052 0.04% 0.015%
58 10.523 2850 2856 2861 rBV6 1361 2163 0.01% 0.003%
59 10.649 2883 2895 2910 rBV 77183 136849 0.45% 0.173%
60 10.758 2916 2929 2959 rVB2 674504 1738999 5.67% 2.195%
61 10.928 2974 2982 2986 rBV9 7957 11704 0.04% 0.015%
62 10.970 2986 2995 3011 rVB 90181 150235 0.49% 0.190%
63 11.195 3057 3065 3071 rV4 5893 8285 0.03% 0.010%
64 11.250 3071 3082 3107 rVB 83743 144735 ©0.47% 0.183%
65 11.375 3111 3121 3130 rBV2 15891 24343 0.08% 0.031%
66 11.462 3138 3148 3154 rBV9 7190 12442 0.04% 0.016%
67 11.507 3154 3162 3175 rVB2 25536 40407 0.13% 0.051%
68 11.588 3178 3187 3203 rVB8 10747 20538 0.07% 0.026%
69 11.748 3209 3237 3247 rBV 183777 327204 1.07% 0.413%
70 11.813 3247 3257 3269 rVV 689781 1099376 3.59%  1.388%
71 11.880 3270 3278 3292 rVWW2 96670 169551 ©.55% 0.214%
72 11.951 3293 3300 3311 rVV4 20787 33630 0.11% 0.042%
73 12.018 3315 3321 3330 rVB6 12337 18519 0.06% ©0.023%
74 12.060 3330 3334 3340 rBV5S 1381 1572 0.01% 0.002%
75 12.102 3344 3347 3349 rBV3 1057 783 0.00% 0.001%

76 12.195 3358 3376 3404 rBV3 989468 1940946 6.33%  2.450%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 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\SFAMULM@42522WMA .M
Title : VOC Analysis
77 12.469 3451 3461 3480 rVB 69087 109056 ©.36% 0.138%
78 12.571 3487 3493 3494 rBV2 707 653 0.00% 0.001%
79 12.707 3522 3535 3548 rBV 92662 141389 0.46% 0.178%
80 12.777 3548 3557 3558 rBV4 3113 4028 0.01% 0.005%
81 12.874 3580 3587 3589 rBV6 6037 6775 0.02% 0.009%
82 12.909 3590 3598 3605 rvv2 34801 53214 0.17% 0.067%
83 12.970 3605 3617 3632 rVB 454229 730286 2.38% ©.922%
84 13.160 3667 3676 3685 rBV5 3103 5657 0.02% 0.007%
85 13.215 3685 3693 3703 rVB7 9283 13835 0.05% 0.017%
86 13.266 3703 3709 3713 rBV3 2249 2592 0.01% 0.003%
87 13.327 3717 3728 3734 rBV 78031 124676 ©0.41% 0.157%
88 13.375 3734 3743 3762 rVB 1139703 1655926 5.40% 2.090%
89 13.681 3835 3838 3840 rBV3 851 615 0.00% 0.001%
90 13.713 3840 3848 3854 rBV5 4353 6382 0.02% 0.008%
91 13.777 3860 3868 3873 rBV3 17985 29254 0.10% 0.037%
92 14.051 3945 3953 3961 rBV3 4684 6961 0.02% 0.009%
93 14.086 3961 3964 3965 rBV2 1124 586 ©0.00% 0.001%
94 14.211 3996 4003 4004 rBV4 1869 1828 0.01% 0.002%
95 14.359 4042 4049 4059 rVB3 9505 14202 0.05% 0.018%
96 14.430 4060 4071 4080 rBvV2 183768 288203 0.94% 0.364%
97 14.494 4080 4091 4112 rVB 924502 1461251 4.77% 1.844%
98 14.954 4223 4234 4248 rBV7 27219 63412 0.21% ©0.080%
99 15.542 4404 4417 4451 rBV 1544363 2356146 7.68% 2.974%
100 16.388 4670 4680 4689 rBV2 90637 140816 0.46% 0.178%
Sum of corrected areas: 79222187
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X
Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU048337.D\data.ms
1.5e+07
860
1e+07
5000000
5.774
o 114472001 1.903 2598802800 3.048186 3.446  3.83D77.Y6050 4.30623 5064 5gpasy A0 6109250 651889
\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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
Abundance TIC: VU048337.D\data.ms
8.578
1.5e+07
1le+07
5000000
7.488 ; 980
6.996 7.
0. 6:929  7.208 /}&265 7.79&8 178. 3§§45 3 752 9. 015 17@93%6{:@79%@;21@ 102253 10. @4&%@%&1195&1155@8&%
e
Time--> 7.00 7.50 8.00 8. 50 9 OO 9. 50 10. 00 10 50 11. OO 11. 50 12. 00
Abundance TIC: VU048337.D\data.ms
1.5e+07
1le+07
5000000
13.375 14.494 15.542
0 1214239212@&;35 m&% IEXRIT 7 100844580 14.954 i 16.388
T T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time--> 12. 50 13. 00 13. 50 14 oo 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\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.360 774.58 ug/L 11802700  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Cyclopropane 42 C3H6 000075-19-4 86
3 Cyclopropane 42 C3H6 000075-19-4 78
4 Propene 42 C3H6 000115-07-1 50
5 Cyclopropene 40 C3H4 002781-85-3 16
Abundance Scan 6 (1.360 min): VU048337.D\data.ms (-3) (-) m/z 41.00 100.00%
41.0
5000
RRRmaE
1.401.501.601.70 1.80
o]
ot 89 288 m/z 39,00 71.81%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene
41.0
5000 [T T T[T T[T T T [TITT[TT1
1.401.501.601.70 1.80
m/z 42.00 68.12%
15.0‘
| il L
\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
42.0
RAmmmE
1.401.501.601.70 1.80
5000 m/z 40.00 25.46%
14.0
T T e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #63: Cyclopropane e
42.0 1.401.501.601.70 1.80
m/z 38.00 18.08%
5000
14.0
Il I
A RARmmE R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.401.501.601.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 (DEL) Alkane: Cyclicl.472 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
1.472 8.78 ug/L 133783  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane 42 C3H6 000075-19-4 90
2 Cyclopropane 42 C3H6 000075-19-4 90
3 Propene 42 C3He6 000115-07-1 83
4 Cyclopropane 42 C3He 000075-19-4 53
5 Cyclopropene 40 C3H4 002781-85-3 10
Abundance  Scan 41 (1.472 min): VU048337.D\data.ms (-35) (-) m/z 42.00 100.00%
42.0

—

5000
T
140 160 1.80
o]
el e e 200 m/z 41,00 98.47%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #64: Cyclopropane
42.0
5000 L L B

140 160 1.80
m/z 39.00 67.09%

14.0
A,
\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
42.0

140 160 1.80

5000 m/z 40.00 25.58%
14.0
R R e B R A R RRRRRER
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene T
41.0 140 160 1.80
m/z 38.00 13.06%
5000
15.0‘
| T L
R R L e O R R R R RRRR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 Allyl chloride Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
2.514 5.61 ug/L 85458 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Allyl chloride 76 C3H5C1 000107-05-1 87
2 Allyl chloride 76 C3H5C1 000107-05-1 86
3 1-Propyne, 3-chloro- 74 C3H3Cl 000624-65-7 64
4 1-Propene, 3,3,3-trifluoro-2-met... 110 C4H5F3 000374-00-5 50
5 3-Butenoic acid 86 C4H602 000625-38-7 50
Abundance Scan 365 (2.514 min): VU048337.D\data.ms (-349) (-) m/z 41.00 100.00%
41.0
76.0
5000
‘ﬁ’/\\ﬁmm_m_m‘
2070 2.20 2.40 2.60 2.80
\\\\‘\\\‘\\H\‘H\\“‘\\\“\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\.\\ m/Z 39.69 79.5500
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1064: Allyl chloride
41.0
5000 WMHWHH‘HH‘
76.0 2.20 2.40 2.60 2.80
m/z 76.00 66.73%
150‘ () M‘
\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0
WAV £ W W
2.20 2.40 2.60 2.80
5000 m/z 78.00 22.03%
76.0
15.0
A e AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #919: 1-Propyne, 3-chloro- ”mgxffffﬂ““u“f‘u“
39.0 2.20 2.40 2.60 2.80
m/z 38.00 16.98%
5000
74.0
m/z--> 20 40 60 80 100 120 140 160 180 200 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 Furan, tetrahydro-2,5-dimet... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.514 20.00 ug/L 304779 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 91
2 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 91
3 2(3H)-Furanone, dihydro-5-methyl- 100 C5H802 000108-29-2 72
4 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 002144-41-4 72
5 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 62
Abundance Scan 1609 (6.514 min): VU048337.D\data.ms (-1587) (-) m/z 56.00 100.00%
5.0 85.0
5000
R EE RN EmELE a

‘ 6.20 6.40 6.60 6.80
vty ettt 289920700 sz 85.00  95.67%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #4439: Furan, tetrahydro-2,5-dimethyl-

56.0
85.0
5000 L R R R R B I R |
270 6.20 6.40 6.60 6.80
m/z 41.00 63.19%
‘ \‘ L “h‘ ‘ |

‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
85.0

6.20 6.40 6.60 6.80

5000 ITI/Z 43.00 56.75%
29.0
A I A B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4215: 2(3H)-Furanone, dihydro-5-methyl-
56.0 6.20 6.40 6.60 6.80
m/z 57.00  22.64%
20.0 85.0
5000
w‘“HH‘mm;‘H“WWWWWW ,/\j
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 Furan, tetrahydro-2,5-dimet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.774  20.59 ug/L 313719 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 91
2 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 91
3 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 90
4 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 038484-59-2 80
5 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 002144-41-4 80
Abundance Scan 1690 (6.774 min): VU048337.D\data.ms (-1678) (-) m/z 56.00 100.00%
56.0 85.0
41.0
5000
67.0 B e B e
‘ ‘ ‘ ‘ 10“)-1 6.40 6.60 6.80 7.00
e e e i et m/z 85.00 90.28%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Furan, tetrahydro-2,5-dimethyl-
56.0
410 85.0
5000 L L AL B I BN I
6.40 6.60 6.80 7.00
29.0 67.0 m/z 41.00 69.12%
is0 T a0
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
56.0
41.0
85.0 6.40 6.60 6.80 7.00
5000 m/z 43.00 62.33%
29.0
67.0 100.0
T e e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4439: Furan, tetrahydro-2,5-dimethyl-
41.0 56.0 6.40 6.60 6.80 7.00
85.0 m/z 57.80  26.44%
5000
27.0
67.0
w0 W
| | I | |
A B T AR B e N aAamaaE R
m/z--> 10 20 30 40 50 60 70 80 90 100 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 Thietane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.996 91.94 ug/L 1400940 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thietane 74 C3H6S 000287-27-4 91
2 Thietane 74 C3H6S 000287-27-4 91
3 Thiirane, methyl- 74 C3H6S 001072-43-1 9
4 Thiirane, methyl- 74 C3H6S 001072-43-1 9
5 Allyl mercaptan 74 C3H6S 000870-23-5 9

Abundance Scan 1759 (6.996 min): VU048337.D\data.ms (-1742) (-) m/z 46.00 100.00%

46.0
74.0
5000
(NSRS s G-
6.60 6.80 7.00 7.20 7.40
el e 2T niz 74,00 76.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #952: Thietane
46.0
74.0
5000 L R R
6.60 6.80 7.00 7.20 7.40
m/z 45.00 27.15%
\\]_\5\.(‘)\‘\\\“‘\H\\‘\\\H}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
46.0
AR
6.60 6.80 7.00 7.20 7.40
5000 74.0 m/z 39.00 12.55%
14.0
L I B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #958: Thiirane, methyl- RREra e RR
41.0 74.0 6.60 6.80 7.00 7.20 7.40
m/z 41.00 10.06%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 8 2H-Pyran, tetrahydro-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.488 190.13 ug/L 2897090 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 93
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 91
3 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 91
4 Furan, tetrahydro-2,4-dimethyl-,... 100 C6H120 039168-01-9 64
5 Oxetane, 2-ethyl-3-methyl- 100 C6H120 053778-62-4 56
Abundance Scan 1912 (7.488 min): VU048337.D\data.ms (-1893) (-) m/z 85.00 100.00%
85.0 A
5000 41.0
 AEEmOEEE S
‘ 7.20 7.40 7.60 7.80
el 8302001 nyz 41,00 44.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4428: 2H-Pyran, tetrahydro-2-methyl-
85.0
41.0
5000 /\\\\‘\\\\‘\\\\‘\\\\‘\\\\
7.20 7.40 7.60 7.80
‘ m/z 43.00 40.96%
\]-\5\.‘0\“\\ \\h““\‘\\\‘\‘\\\‘1\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
85.0
41.0
7.20 7.40 7.60 7.80
5000 m/z 56.00 26.66%
15.0 63.0
R R e B N A RR A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4435: 2H-Pyran, tetrahydro-2-methyl-
85.0 7.20 7.40 7.60 7.80
m/z 55.00 19.88%
5000
41.0
15-°HJ,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 10 2-Hexenal, (E)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.356 16.13 ug/L 299773  Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexenal, (E)- 98 C6H100 006728-26-3 62
2 2H-Pyran, 3,4-dihydro-4-methyl- 98 C6H100 002270-61-3 58
3 4,4-Dimethyl-2-imidazoline 98 C5H10N2 002305-59-1 47
4 1H-Pyrazole, 4,5-dihydro-4,5-dim... 98 C5H10N2 028019-94-5 47
5 2-Hexenal, (E)- 98 C6H100 006728-26-3 46

Abundance Scan 2182 (8.356 mln) VU048337.D\data.ms (-2170) (-) m/z 83.00 100.00%

5000 ‘A
P

8.00 8.20 8.40 8.60
b 2989 T m/z 41.00 76.68%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3574 2-Hexenal, (E)-
5000 L L B L LI LN B
8.00 8.20 8.40 8.60
98.0 m/z 39.00 57.58%
\\\‘\\\\ \Hl\\ww\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\?\(\)
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83.0
A
41.0 8.00 8.20 8.40 8.60
5000 m/z 98.10 54.78%

L

mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3440: 4,4-Dimethyl-2-imidazoline
83.0 8.00 8.20 8.40 8.60
m/z 42.00 52.04%
5000 42.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

SFAMULMO42522WMA.M Fri Apr 29 17:14:45 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 11 1-Propene, 2-chloro- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.578 1649.63 ug/L 30659860 Chlorobenzene-ds 5.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-chloro- 76 camscL 000557-98-2 83

2 Propanal, 2,3-dichloro-2-methyl- 140 C4H6C120 010141-22-7 74
3 3-Chloropropyl formate 122 C4H7C102 001487-44-1 64
4 Carbonochloridic acid, 3-chlorop... 156 C4H6C1202 000628-11-5 43
5 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 25
Abundance Scan 2251 (8.578 min): VU048337.D\data.ms (-2235) (-) m/z 75.95 100.00%
76.0
5000 41.0 /L
R RmmEE L
‘ ‘ 112.0 8.20 8.40 8.60 8.80
ol el 1120 —28L0 m/z 40.95 50.66%
miz-> 50 100 150 250
Abundance #1069: 1-Propene, 2-chloro-
41.0
5000 760 LI L L L L L L L LI L I
8.20 8.40 8.60 8.80
m/z 78.00 33.27%
T T h\ - “ \‘ T ‘\ T ‘ T T T T ‘ T T T T T T T T ‘ T T T T
miz--> 50 100 150 250
Abundance
76.0
R RmmEE L
41.0 8.20 8.40 8.60 8.80
5000 m/z 38.95 17.87%
111.0
141.0
e ——
m/iz--> 50 100 150 250
Abundance #11069: 3-Chloropropyl formate T
31.0 8.20 8.40 8.60 8.80
m/z 49.00 13.46%
76.0
5000
m/z--> 50 100 150 250 8.20 8.40 8.60 8.80

SFAMULMO42522WMA.M Fri Apr 29 17:14:46 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 12 2-Pentanone, 3-methylene- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.752 3.42 ug/L 63579  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 72
2 3,5-Hexadien-2-0l 98 C6H100 003280-51-1 64
3 3-Hexene-2,5-diol 116 C6H1202 007319-23-5 56
4 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 43
5 2,3-Dihydrooxazole, 2-t-butyl-4-... 98 C6H100 036808-01-2 43
Abundance Scan 2305 (8.752 min): VU048337.D\data.ms (-2298) (-) m/z 43.00 100.00%
5000 83.0
A e
8.40 8.60 8.80 9.00

|/ —_ “‘ 2069 281U 0 83.00  42.97%

miz-> 50 100 150 200 250

Abundance #3627: 2-Pentanone, 3-methylene-

43.0
5000 830 w‘uu‘umuu‘uu‘w
8.40 8.60 8.80 9.00
‘ m/z 55.00 42.33%
13-0 ‘LH‘ M‘\ } \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
43.0
e  manTin o
8.40 8.60 8.80 9.00
5000 m/z 98.10 15.71%
83.0
e — T
miz--> 50 100 150 200 250
Abundance #9160: 3-Hexene-2,5-diol A ey
43.0 8.40 8.60 8.80 9.00
m/z 38.95 13.87%
5000
83.0
m/z--> 50 100 150 200 250 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 13 1-Propanone, 1l-cyclopropyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.170 5.13 ug/L 95315  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanone, 1l-cyclopropyl- 98 C6H100 006704-19-4 80
2 1-Penten-3-one, 2-methyl- 98 C6H100 025044-01-3 72
3 3-Hexene, 3-methyl-, (Z)- 98 C7H14 004914-89-0 72
4 4-Hexen-3-one 98 C6H100 002497-21-4 64
5 4-Hexen-3-one 98 C6H100 002497-21-4 64

Abundance Scan 2435 (9.170 min): VU048337.D\data.ms (-2422) (-) m/z 69.00 100.00%

69.0
5000 41.0

98.0 “mwmwm,m
880900920940
‘ 120.1 207.1

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3663: 1-Propanone, 1-cyclopropyl-
69.0
41.0

5000 A e
8.80 9.00 9.20 9.40

98.0 m/z 39.00 23.77%

\H \‘m “ |
m/z--> 20 4b Gb 85 160 1&0 1AO léO 1é0 260
Abundance
69.0
41.0

8.80 9.00 9.20 9.40

m/z 56.00  18.49%
5000 98.0
A B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3794: 3-Hexene, 3-methyl-, (Z)- ““H“‘H“‘H,“‘W‘
41.0 69.0 8.80 9.00 9.20 9.40

m/z 98.00 16.95%

5000
98.0
15 O

w | ‘\“\‘ h‘ ‘ ‘ L n A I

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 14 1-Hexene, 6-chloro- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
9.363 6.29 ug/L 116989 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 6-chloro- 118 C6H11C1 000928-89-2 64
2 Ethylidenecyclobutane 82 C6H10 001528-21-8 58
3 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 43
4 Cyclohexene 82 C6H10 000110-83-8 43
5 Cyclohexene 82 C6H10 000110-83-8 43

Abundance Scan 2495 (9.363 min): VU048337.D\data.ms (-2484) (-) m/z 55.00 100.00%
41.0 55.0

69.1

5000
82.0 A A

| 118.0 9.00 9.20 9.40 9.60
\\‘\\\\‘\\\\‘\\‘\“\}\‘\\\H\\\\\\‘\1‘\\‘“}“‘\\\\‘1\\\‘\\\\‘\\\1‘\\\\‘ mz 49 95 99 910

m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9993: 1-Hexene, 6-chloro-
55.0
41.0
/\

5000 do.o I e L e
: 9.00 9.20 9.40 9.60

82.0 m/z 67.00 79.12%

27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
67.0
54.0

9.00 9.20 9.40 9.60

82.0
5000 ITI/Z 69.10 59.54%
41.0
R R Raa b e Ra S maman e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1385: Cyclobutane, ethenyl- W““‘H““Hj\“u,‘
67.0 9.00 9.20 9.40 9.60
54.0 m/z 39.00 57.49%
5000
41.0 82.0
27.0 ‘
S AP P YN
m/z--> 10 20 30 40 50 60 70 80 90 100110120 9.00 9.20 9.40 9.60

SFAMULMO42522WMA.M Fri Apr 29 17:14:49 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 15 Propane, 1-bromo-3-chloro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.938 15.02 ug/L 279230  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-bromo-3-chloro- 156 C3H6BrCl 000109-70-6 95
2 Propane, 1-bromo-3-chloro- 156 C3H6BrCl 000109-70-6 95
3 Propane, 1-bromo-3-chloro- 156 C3H6BrCl 000109-70-6 95
4 Propane, 2-bromo-1-chloro- 156 C3H6BrCl 003017-95-6 62
5 Propane, 1-bromo-3-chloro- 156 C3H6BrCl 000109-70-6 52
Abundance Scan 2674 (9.938 min): VU048337.D\data.ms (-2662) (-) m/z 40.95 100.00%
41.0
77.0
5000
157.9
106.9 ‘ 10.00
el el 20690 2 76,95 73.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33196: Propane, 1-bromo-3-chloro-
41.0
77.0
5000 T T
10.00
158.0 m/z 75.95 51.82%
107.0
.O’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0
77.0 RS-
10.00
5000 m/z 39.00 38.64%
158.0
107.0
R A A A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33201: Propane, 1-bromo-3-chloro- =
41.0 10.00
77.0 m/z 157.90  33.56%
158.0
5000
‘ 107.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00

SFAMULMO42522WMA.M Fri Apr 29 17:14:49 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 16 2H-Thiopyran, tetrahydro-2-... Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
10.649 6.22 ug/L 136849 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S
2 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S
3 trans-2,3-Dimethylthiophane 116 C6H12S
4 2H-Thiopyran, tetrahydro-4-methyl- 116 C6H12S

5 cis-2,3-Dimethylthiophane

116 C6H12S

005161-16-0 94
005161-16-0 93
005161-78-4 64
005161-17-1 60
005161-77-3 58

Abundance Scan 2895 (10.649 min): VU048337.D\data.ms (-2883) (- | m/z 101.00 100.00%
101.0
116.0
5000 67.0
41.0 87.0
—— =
M ‘ ‘ H‘ 10.50 11.00
\H‘HH‘HH‘HH‘\H‘\H‘\H\“\H}‘\‘H‘\H‘h\m\‘\“‘!‘\u\ H\‘\“M\H‘\‘l‘\w‘\\H m/z 116.06 62.2900
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9363: 2H-Thiopyran, tetrahydro-2-methyl-
101.0
116.0
5000 41.0
27.0 67.0 g7 0 10.50 11.00
‘ m/z 67.00 40.61%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
101.0 /ﬂh
T v\‘ ‘ T T ‘ T
116.0 10.50 11.00
5000 m/z 87.00 30.95%
67.0 87.0
41.0
27.0
T e T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9349: trans-2,3-Dimethylthiophane — /\‘ =
101.0 10.50 11.00
m/z 41.00 27.98%
5000 41.0 116.0
59.0 74.0
Sy el P
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 17 Thiophene, 2-ethyltetrahydro- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.970 6.83 ug/L 150235 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 91
2 cis-Raphasatin 159 C6HONS2 123954-93-8 64
3 Hydrazine, 1-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 59
4 Hydrazine, 1,1-dipropyl- 116 C6H16N2 004986-50-9 59
5 Borinic acid, diethylthio-, meth... 116 C5H13BS 092276-84-1 59

Abundance Scan 2995 (10.970 min): VU048337.D\data.ms (-2986) (- | m/z 87.00 100.00%
87.0
5000 /\\
116.0
45.0 1100
\\\‘\\\\““\“‘\\M\“i\‘\‘\‘\“\“U\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\7\0\ m/Z 116.0 25.9100
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9353: Thiophene, 2-ethyltetrahydro-
87.0
5000 =
11.00
45.0 116.0 m/z 44.95 13.09%
\]-\5\(‘)\‘\‘\\“‘\‘H\\M\“i\‘\\‘\‘\H‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
87.0
\‘(\\
1100
5000 m/z 84.95 12.80%
45.0
159.0
112.0
R e R e R ARRA R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9406: Hydrazine, 1-ethyl-1-(1-methylpropyl)- A‘ i -
87 1100
m/z 41.00 10.29%
5000
45.0 116.0 J\
AU
m/z--> 20 40 60 80 100 120 140 160 180 200 1100
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 18 unknown-01 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.250 6.58 ug/L 144735 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-3-furanthiol 114 C5H60S 028588-74-1 38
2 Thiophene, 3-methoxy- 114 C5H60S 017573-92-1 38
3 2-Thiophenemethanol 114 C5H60S 000636-72-6 35
4 Butanal, ethylhydrazone 114 C6H14N2 051576-30-8 35
5 2H-Imidazole-2-thione, 1,3-dihyd... 114 C4H6N2S 000060-56-0 35
Abundance Scan 3082 (11.250 min): VU048337.D\data.ms (-3071) (- | m/z 114.00 100.00%
114.0
99.0
5000
39.0 85.0
sa0 010 Al
| ‘ | ‘ ‘ 11.00 11.50
H‘_H‘_H‘_H‘_ﬂhmewﬁl1MN‘H‘_HMuH‘mW‘_H‘_ m/z 99.00 63.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8097: 2-Methyl-3-furanthiol
114.0
5000 VY M- A
11.00 11.50
45.0 710 85.0 m/z 85.00  37.30%
270‘ T H\‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120130
Abundance
45.0 99.0 1140 {\
L roapll o
11.00 11.50
5000 ITI/Z 79.00 36.79%
84.0
15.0 69-0
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8091: 2-Thiophenemethanol L . —a
114.0 . .
85.0 11.00 11.50 ;
m/z 38.95 30.08%
5000 45.0
Hw‘Hw‘HMMHL‘HﬂdJM‘HMuHWMNW‘%MR‘WMH"HW‘ 7 e ‘f¥%kﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 19 1,2-Dithiolane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.748 14.88 ug/L 327204 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dithiolane 106 C3H6S2 000557-22-2 91
2 1,2-Dithiolane 106 C3H6S2 000557-22-2 91
3 Carbonothioic dihydrazide 106 CH6N4S 002231-57-4 47
4 1,3-Dithiolane 106 C3H6S2 004829-04-3 45
5 1,3-Dithiolane 106 C3H6S2 004829-04-3 37
Abundance Scan 3237 (11.748 min): VU048337.D\data.ms (-3209) (- | m/z 106.00 100.00%
106.0
41.0
5000
63.9
—— —
‘ ‘ L 11.50 12.00
\\\\‘\\\\‘““\“\\\“H‘\‘\‘H\H?\".\g\\\“\“1\\‘\\\\]’-45\.9\\ m/Z 40.95 52.66%
miz--> 20 40 60 80 100 120 140
Abundance #5604: 1,2-Dithiolane
41.0
106.0
5000 r—fer Mo
64.0 11.50 12.00
m/z 63.90 36.27%
Shlo’
miz--> 20 40 60 80 100 120 140
Abundance
41.0
106.0 — Y
11.50 12.00
5000 m/z 45.00  27.23%
64.0
80.0
e e
miz--> 20 40 60 80 100 120 140 L ]\
Abundance #5771: Carbonothioic dihydrazide —4 ‘ 2
106.0 11.50 12.00
m/z 77.90  24.97%
5000 32.0
75.0
‘ 59‘.0 ‘
80 by b — ——
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 20 Thiepane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.880 7.71 ug/L 169551 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiepane 116 C6H12S 004753-80-4 93
2 Cyclopentanethiol, 2-methyl-, tr... 116 C6H12S 001638-93-3 38
3 Methylphosphonothionic difluoride 116 CH3F2PS 000753-72-0 18
4 3H-1,2,4-Triazole-3-thione, 5-am... 116 C2H4N4S 016691-43-3 11
5 Cyclohexene 82 C6H10 000110-83-8 11
Abundance Scan 3278 (11.880 min): VU048337. D\data ms (-3270) (- m/z 87.00 100.00%
87.0 116.0
67.0
5000 410
101.0
‘ ‘ ‘ 1150 12 00
H\‘HH‘HH‘HH‘\\\}}1\\”‘\‘\{‘!“\”“i“\“‘\\‘i‘\‘\‘\‘\“H\‘\‘H\H‘\l“l‘\\\\ ITI/Z 116.0 99.6400
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9336: Thiepane
41.0 87.0
116.0
27.0
5000
11 50 12 00
101.0 m/z 67.00 76.10%
! \u “ | M H\ i

H\2‘\\0\\‘\\‘\\‘\\1”‘H‘\”HH‘\H\‘HH‘HH‘H\!‘HH“HH‘HH‘HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance

41.0 67.0 83.0 J\M

27.0 116.0 ll 50 12. 00
5000 m/z 41.00 49.41%
101.0
T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9559: Methylphosphonothionic difluoride
116.0 11.50 12.00

m/z 61.00 38.37%

5000
47.0 69.0 101.0
83.0
50 g0 | om0

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vvue42822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40

Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER
ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA .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 21 Cyclopropane, 2-chloro-1-et... Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
12.469 4.96 ug/L 109056 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 2-chloro-1-ethyl-1... 118 C6H11Cl 343926-09-0 50
2 1-Hexene, 3-chloro- 118 C6H11C1 053101-38-5 47
3 2-Butene, 1-chloro- 90 C4H7C1 000591-97-9 43
4 2-Hexyne 82 CeH1e 000764-35-2 38
5 2-Hexyne 82 C6H10 000764-35-2 38

Abundance Scan 3461 (12.469 min): VU048337.D\data.ms (-3451) (- 40.95 100.00%

41.0 55.0
83.0
5000 69.0
118.1

H 12.50
H‘HH‘\\‘\“\“\‘H\““}\"“H\‘\}“\‘\H‘1\\’H\\]\-0\2\\9\‘\\\\“}\\‘\\’\\\ 54 95 97 730

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance  #10002: Cyclopropane, 2-chloro-1-ethyl-1-methyl-
41.0 56.0

83.0
5000

27.0 12.50
m/z 56.00 78.20%
o B0 amouse /L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
41.0
AL A
55.0 90.0 12.50
5000 m/z 66.95  64.63%
760 118.0
e e el gl 2030
m/z--> 2‘0 3b 4b 5‘0 6‘0 7‘0 8b 9’0 1(50 liO 12‘0 13’0
Abundance #2647: 2-Butene, 1-chloro- ‘
55.0 12.50

m/z 83.00 60.66%

m/z-->

5000
39.0
90.0
‘ 75.0
\ Ll L, | N AL

20 30 40 50 60 70 80 90 100 110 120 130

12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 22 unknown-02 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.707 6.43 ug/L 141389 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 6-chloro- 118 C6H11C1 000928-89-2 47
2 Hexane, 1,2-dichloro- 154 C6H12C12 002162-92-7 43
3 Oxirane, dodecyl- 212 C14H280 003234-28-4 42
4 Vinylcyclohexyl ether 126 C8H140 002182-55-0 40
5 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 38
Abundance Scan 3535 (12.707 min): VU048337.D\data.ms (-3522) (- | m/z 54.95 100.00%
55.0
5000 82.1
e
118.0 071 12.50 13.00
“\\M‘\‘\\\\“"\\\\’\\\\’\\\\‘\\\\‘\\.\\ m/Z 40.95 59.2800
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9993: 1-Hexene, 6-chloro-
55.0
5000
12.50 13.00
82.0 9
270 m/z 67.00 48.32%
‘ ‘ ‘ 118.0
\\\‘\‘}‘\\‘\\M{ ‘M\H\\“\““‘\\‘}\‘\\\\"\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 j\
67.0
12.50 13.00
5000 ITI/Z 82.10 47 .05%
15.0 900 1250
LA I R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90101: Oxirane, dodecyl- A
41.0 12.50 13.00
m/z 69.00 40.25%
71.0
5000
‘ 95.0
sl | Ll mo s L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 23 Benzene, 1-bromo-2-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.970  33.21 ug/L 730286 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
2 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
3 Benzene, 1l-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
4 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
5 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
Abundance Scan 3617 (12.970 min): VU048337.D\data.ms (-3605) (- | m/z 191.90 100.00%
191.9
111.0
5000 75.0
‘ ‘ ‘ 570 13.00
\’\\\\H‘\\H\‘\“\\\”H‘H\‘\\‘1‘\\‘1\‘1\-3(\).\8‘\\\\"\\\\‘\\ m/Z 189.90 77 .18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65034: Benzene, 1-bromo-2-chloro-
192.0
111.0 /\
5000 IR =
70 13.00
50.0 m/z 110.95 71.42%
27'0‘\\ \‘\ l \MH T \‘ 131.0 155.0
\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance
192.0
111.0 N
P ‘
13.00
5000 750 m/z 75.00 49,91%
50.0
26.0 131.0 155.0
T e T e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 /V\
Abundance #65027: Benzene, 1-bromo-2-chloro- e ‘
192.0 13.00
m/z 73.95 25.64%
111.0
5000 75.0
50.0
200, n‘u . u‘! W :“ 1310 1550 A
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_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 24 Benzene, 1-bromo-4-chloro- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.327 5.67 ug/L 124676 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 99
2 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
4 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
5 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
Abundance Scan 3728 (13.327 min): VU048337.D\data.ms (-3717) (- | m/z 191.90 100.00%
191.9
111.0
5000 75.0
50.0 — /\“ ‘
‘ ‘ ‘ 13.00 13.50
et b M 1948 m/z 189.90  75.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0 /\
5000 75.0 ST
13.00 13.50
50.0 m/z 111.00  66.01%
155.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
192.0 /\
— A
111.0 13.00 13.50
5000 75.0 m/z 75.00 46.297%
50.0
27.0 155.0
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 M
Abundance #65028: Benzene, 1-bromo-4-chloro- I =
192.0 13.00 13.50
111.0 m/z 193.90  25.86%
5000 75.0
50.0
\\\\1550 N —
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50

SFAMULMO42522WMA.M Fri Apr 29 17:14:56 2022 Page: 26



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vvue42822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40

Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA .M
: VOC Analysis

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 25 Hexane, 1,6-dichloro- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.375 75.31 ug/L 1655930 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 80
2 cis-3-Hexenyl crotonate 168 C10OH1602 1000429-17-4 47
3 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 47
4 1-Hexanol, 6-chloro- 136 C6H13Cl0 002009-83-8 42
5 1-Hexanol, 6-chloro- 136 C6H13C1O0 002009-83-8 40

Abundance Scan 3743 (13.375 min): VU048337.D\data.ms (-3734) (- | m/z 55.00 100.00%
55.0
82.0
5000
1300 1350
S— M ““\wlw“ ‘Hl“ (B0 1520 2070 . 4100  75.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31627: Hexane, 1,6-dichloro-
55.0
5000 82.0
1300 1350
27.0 m/z 69.10  73.24%
\\“\H “‘\H\‘\w“‘\\H“\‘\\]-\J-\S’\O\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
1300 1350
5000 41.0 m/z 82.05 57.39%
R L o R A AL o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31626: Hexane, 1,6-dichloro-
55.0 13. 00 13 50
m/z 67.00 52.96%
82.0
5000
27.0
Ly e
H“M";HW‘NWM$L‘Uw“‘ﬁ“‘w“u“‘u“u“‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200 1300 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 26 unknown-@3 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.430  13.11 ug/L 288203 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 5-chloro-4-(chloromet... 152 C6H10C12 027990-74-5 42
2 1-Propene, 1,3-dichloro-, (E)- 110 C3H4C12 010061-02-6 18
3 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 18
4 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 18
5 (E)-2-Ethylidenetetrahydrothioph... 130 C6H100S 079496-69-8 14
Abundance Scan 4071 (14.430 min): VU048337.D\data.ms (-4060) (- | m/z 80.95 100.00%
81.0
41.0
5000 116.0
e
L
b ll 2 2008 m/z 40,95 64.98%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #29713: 1-Pentene, 5-chloro-4-(chloromethyl)-
41.0
81.0
5000 1
14.50
10.0 m/z 103.00 61.56%
15.0
\N\\‘}‘\M!H‘\\\\‘]\-\5\2\.‘0\\\\‘\\\\‘\\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
75.0
T
14.50
5000 39.0 m/z 75.00  59.09%
110.0
15.0
R o R Rl
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #6762: 1-Ethyl-5-methylcyclopentene —
81.0 14.50
m/z 39.00 50.13%
5000
39.0 110.0
o) | ]
\‘\HM‘HM\{Hﬁ\MH\\W\Wu\\\w\\u‘\\u‘\u\‘\u\‘u\\ —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 27 unknown-04 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.494 66.46 ug/L 14612560 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-(1-propynyl)- 150 C9H7C1l 002809-65-6 43
2 2-Chloro-4,6-difluoro-pyrimidine 150 C4HC1F2N2 038953-30-9 25
3 Imidazo[5,1-f][1,2,4]triazine-2,... 150 C5H6N6 051292-20-7 11
4 2-Benzothiazolamine 150 C7H6N2S 000136-95-8 11
5 2-Benzothiazolamine 150 C7H6N2S 000136-95-8 10
Abundance Scan 4091 (14.494 min): VU048337.D\data.ms (-4080) (- | m/z 114.95 100.00%
115.0
149.9
67.0
5000 39.0
=
HM‘ h e 207.0 281.( 1.5
‘HHWH‘\‘\“H\‘\“\‘}‘\H‘\‘H‘\\“\‘\“HH“\M\‘\‘HH‘HH‘\H.\‘HH‘HH‘HH‘\.\ m/Z 101.00 99.9300
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28523: Benzene, 1-chloro-4-(1-propynyl)-
115.0
150.0
5000 =TT
14.50
m/z 149.95 83.25%
63.0 H
‘HH‘H‘H“‘H\‘\‘\‘w\\‘\HM‘HH‘H‘H‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
150.0
115.0 ‘14.‘50‘
5000 m/z 67.00 57.11%
70.0
31.0
[T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27927: Imidazo[5,1-f][1,2,4]triazine-2,7-diamine o
150. 14.50
m/z 113.95 51.94%
5000
53.0
|| Spooo
TN A ERRVIN |
e e e e e e e =
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 28 unknown-@5 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
14.954 2.88 ug/L 63412 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal, 2,3-dichloro-2-methyl- 140 C4H6C120 010141-22-7 14
2 1H-1,2,4-Triazole, 3-chloro- 103 C2H2CIN3 006818-99-1 14
3 1-Propanesulfonyl chloride, 3-ch... 176 C3H6C1202S 001633-82-5 12
4 1-Pentene, 5-chloro-4-(chloromet... 152 C6H10Cl2 027990-74-5 10
5 2-Dimethylsilyloxytridecane 258 C15H340Si 1000278-83-1 10
Abundance Scan 4234 (14.954 min): VU048337.D\data.ms (-4223) (- m/z 41.00 100.00%
41.0 103.0
77.0
5000
152.0 o
‘ 15.00
m“‘\ e H‘ e ‘Hh e 2070 /2 103.00 95.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20845: Propanal, 2,3-dichloro-2-methyl-
41.0
77.0
5000 111.0 L
15.00
m/z 77.00  55.12%
1400
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
103.0
42.0 U
15.00
5000 76.0 m/z 79.00 51.47%
13.0
e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51040: 1-Propanesulfonyl chloride, 3-chloro- 4
41.0 15.00
m/z 67.00 50.80%
5000
77.0
15.0 \‘ il \‘\ | \HH 99.0 1410 176.0
el e o
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 29 unknown-06 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.542 107.16 ug/L 2356150 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acrolein, 2-chloro- 90 C3H3ClOo 000683-51-2 37
2 1,3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130 1000140-03-8 25
3 Propane, 2-(methylthio)- 90 C4H1es 001551-21-9 25
4 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 23
5 Borane, chloro(dimethylamino)ethyl- 119 C4H11BCIN 001739-26-0 23
Abundance Scan 4417 (15.542 min): VU048337.D\data.ms (-4404) (- m/z 90.00 100.00%
90.0
41.0 670
5000
116.0 1 T
el h‘u 2990 myz 103,00 84.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2526: Acrolein, 2-chloro-
90.0
1T \
5000 620 1550
m/z 67.00 83.01%
\\\\‘\\\\‘\\\‘\‘u\\\’\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
90.0
1T \
580 / 4;5.0590 79.387
5000 28.0 m/z . . 0
125.0
153.0
AR e R o R ARARAREREES
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2633: Propane, 2-(methylthio)- T I
90.0 15.50
41.0 m/z 75.00 60.87%
5000
W L
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 30 unknown-07 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
16.388 6.40 ug/L 140816 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptyne 96 C7H12 000628-71-7 27
2 Benzyl nitrile 117 C8H7N 000140-29-4 25
3 Benzyl nitrile 117 C8H7N 000140-29-4 25
4 Benzonitrile, 4-methyl- 117 C8H7N 000104-85-8 25
5 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 25
Abundance Scan 4680 (16.388 min): VU048337.D\data.ms (-4670) (- | m/z 81.00 100.00%
81.0
41.0 117.0
5000
‘ 154.0 1&06 iG%d
H‘HH“U‘\ m‘\‘ ““i“}‘\}“‘\1“\“‘\“\“\‘\ H\‘1’\‘\‘“”\‘\\H‘\\\2\87\.\()‘\\\\%\5\:3\.‘(\)\\\‘\\ m/.Z 117.00 . 64.4900
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3187: 1-Heptyne
41.0 810
5000 — e
16.00 16.50
m/z 40.95 63.79%
’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
117.0
=t —
16.00 16.50
5000 m/z 67.00 48.83%
51.0
18.0 88.0
T T T T T e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9740: Benzyl nitrile — et
117.0 16.00 16.50
m/z 38.95 46.21%
5000
51.0 4
‘wwuﬂHWNMJ%‘PMHM‘HWHH‘HHMH‘_HWH‘WHHM‘H_‘ ERTRY
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42822\
Data File : VU@48337.D

Acqg On : 28 Apr 2022 13:40
Operator : SY/MD

Sample : N2587-09DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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|
(DEL) Alkane: S... ug/L 11802700 .250 761872 50.
(DEL) Alkane: C... ug/L 133783 .250 761872 50.
Allyl chloride ug/L 85458 .250 761872 50.
Furan, tetrahyd... ug/L 304779 .250 761872 50.
Furan, tetrahyd... ug/L 313719 250 761872 50.
Thietane ug/L 1400940 761872 50.
2H-Pyran, tetra... ug/L 2897090 .250 761872 50.
2-Hexenal, (E)- ug/L 299773 .417 929291 50.
1-Propene, 2-ch... ug/L 30659800 417 929291 50.
2-Pentanone, 3-... ug/L 63579 417 929291 50.
1-Propanone, 1-... ug/L 95315 .417 929291 50.
1-Hexene, 6-chl... ug/L 116989 .417 929291 50.
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Propane, 1-brom... 938 15 ug/L 279230 9.417 929291 50.
2H-Thiopyran, t... 10.649 6 ug/L 136849 11.813 1099380 50.
Thiophene, 2-et... 10.970 6 ug/L 150235 11.813 1099380 50.
unknown-01 11.250 6 ug/L 144735 11.813 1099380 50.
1,2-Dithiolane 11.748 14. ug/L 327204 11.813 1099380 50.
Thiepane 11.880 7. ug/L 169551 11.813 1099380 50.
Cyclopropane, 2... 12.469 5. ug/L 109056 11.813 1099380 50.
unknown-02 12.707 6. ug/L 141389 11.813 1099380 50.
Benzene, 1-brom... 12.970 33. ug/L 730286 11.813 1099380 50.
Benzene, 1-brom... 13.327 5. ug/L 124676 11.813 1099380 50.
Hexane, 1,6-dic... 13.375 75. ug/L 1655930 11.813 1099380 50.
unknown-03 14.430 13. ug/L 288203 11.813 1099380 560.
unknown-04 14.494 66. ug/L 1461250 11.813 1099380 50.
unknown-05 14.954 2. ug/L 63412 11.813 1099380 50.
unknown-06 15.542  107. ug/L 2356150 11.813 1099380 50.
unknown-07 16.388 6. ug/L 140816 11.813 1099380 50.
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