LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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@32422WMA .M
Title : VOC Analysis

Signal : TIC: VU@47993.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 23 rVB 332035 313648 2.98% 0.587%
2 1.601 73 81 94 rBV 82075 98058 0.93% 0.184%
3 1.963 167 175 185 rBV 76952 106089 1.01% 0.199%
4 2.083 224 231 240 rBV 5850 8620 0.08% 0.016%
5 2.488 349 357 369 rvB4 4285 7357 0.097% 0.014%
6 2.568 370 382 397 rBV 142951 236329 2.25% 0.443%
7 2.687 410 419 431 rVB4 5443 9423 0.09% 0.018%
8 2.925 482 493 506 rVW4 4780 9534 0.09% 0.018%
9 3.047 527 531 534 rBv4 825 837 0.01% 0.002%
106 3.141 556 560 567 rVV5 751 866 0.01% 0.002%
11  3.237 578 590 605 rVw4 15304 31126 ©0.30% 0.058%
12 3.369 622 631 637 rVB7 865 1249 0.01% 0.002%
13 3.453 645 657 668 rBV5 3830 8287 0.08% 0.016%
14 3.694 724 732 733 rBV3 1641 1797 0.02% 0.003%
15 3.954 800 813 849 rBV 130429 395237 3.76% 0.740%
16 4.620 1006 1020 1059 rBV 143580 353586 3.36% 0.662%
17 5.063 1142 1158 1178 rBV 183455 402973 3.83% 0.755%
18 5.591 1316 1322 1330 rVB5 1580 2585 0.02% 0.005%
19 5.726 1342 1364 1371 rBV2 343367 949843 9.03% 1.779%
20 5.774 1373 1379 1407 rVB 509424 966937 9.19% 1.811%
21  6.131 1486 1490 1499 rVB5 1800 2663 0.03% 0.005%
22 6.250 1513 1527 1548 rBV 345387 651220 6.19% 1.220%
23 6.472 1581 1596 1612 rBV 278059 500913 4.76% 0.938%
24  6.690 1650 1664 1682 rBV 241752 468114 4.45% 0.877%
25 6.919 1726 1735 1747 rVB3 4755 9113 0.09% 0.017%
26 6.999 1751 1760 1769 rBV4 2137 3735 0.04% 0.007%
27 7.185 1800 1818 1826 rBV5 3557 7624 0.097% 0.014%
28 7.443 1889 1898 1903 rBV5 2481 4407 0.04% 0.008%
29 7.491 1903 1913 1925 rVV3 22999 41286 0.39% 0.077%
30 7.565 1925 1936 1957 rVB 115127 201972 1.92% 0.378%
31 7.690 1965 1975 1984 rBV6 2129 3762 0.04% 0.007%
32 7.796 2001 2008 2016 rVB5 1518 2501 0.02% 0.005%
33 7.899 2026 2040 2052 rBV 374740 635150 6.04%  1.189%
34 7.970 2052 2062 2089 rvB2 158528 302419 2.87% 0.566%
35 8.179 2115 2127 2135 rBV 84103 137370 1.31% 0.257%

36 8.237 2135 2145 2173 rVW 228892 429068 4.08% 0.804%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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@32422WMA .M
Title : VOC Analysis
37 8.356 2177 2182 2189 rVvvs 8332 14114 0.13% 0.026%
38 8.404 2191 2197 2208 rvVB2 7508 11802 0.11% 0.022%
39 8.575 2235 2250 2259 rBV 116917 200325 1.90% 0.375%
40  8.632 2259 2268 2300 rVB 466965 815814  7.75%  1.528%
41  9.018 2379 2388 2397 rVB6 4279 6525 0.06% 0.012%
42 9.166 2429 2434 2435 rBV2 964 878 0.01% 0.002%
43 9.362 2485 2495 2501 rBv4 11769 18124 0.17% 0.034%
44  9.417 2501 2512 2516 rBV 515662 794022  7.55% 1.487%
45 9.574 2554 2561 2571 rVBS8 9431 14577 0.14% 0.027%
46  9.636 2575 2580 2587 rVB4 1413 1797 0.02% 0.003%
47  9.690 2590 2597 2606 rVB5 2992 4964 ©0.05% 0.009%
48 9.938 2661 2674 2692 rVV2 153680 258754  2.46%  0.485%
49 10.105 2718 2726 2732 rBvV7 2408 3719 0.04% 0.007%
50 10.253 2765 2772 2775 rBV3 750 953 0.01% 0.002%
51 10.291 2775 2784 2797 rVB3 9581 15745 0.15% 0.029%
52 10.484 2836 2844 2851 rBvV3 960 1458 0.01% 0.003%
53 10.584 2863 2875 2885 rVB6 3832 7082 0.07% 0.013%
54 10.655 2885 2897 2909 rBV3 19451 32150 0.31% 0.060%
55 10.758 2914 2929 2950 rBV2 603407 1384237 13.16% 2.592%
56 10.851 2951 2958 2970 rVB3 21567 34490 0.33% 0.065%
57 10.980 2987 2998 3012 rvB8 3828 7166 0.07% 0.013%
58 11.092 3028 3033 3037 rBV5 706 809 0.01% 0.002%
59 11.176 3046 3059 3074 rVB 62863 100826 0.96% 0.189%
60 11.298 3089 3097 3106 rBV5 4067 5780 0.05% 0.011%
61 11.381 3115 3123 3130 rVB5 1727 2738 0.03% 0.005%
62 11.426 3130 3137 3142 rBV6 1260 1666 0.02% 0.003%
63 11.478 3142 3153 3159 rVWVw7 4073 7668 0.07% 0.014%
64 11.504 3159 3161 3170 rVB5 2040 2564 0.02% 0.005%
65 11.587 3181 3187 3192 rVV4 1418 1730 0.02% 0.003%
66 11.655 3200 3208 3218 rBVS8 3800 7275 0.07% 0.014%
67 11.812 3244 3257 3276 rBV 553021 909533 8.64% 1.703%
68 11.938 3287 3296 3306 rVV3 11754 18701 0.18% 0.035%
69 12.195 3362 3376 3396 rBV2 497614 968528 9.21% 1.814%
70 12.291 3396 3406 3413 rBV3 7196 11481 0.11% 0.022%
71 12.385 3432 3435 3444 rVV5 1674 2111 0.92% 0.004%
72 12.471 3454 3462 3473 rVB4 7971 12738 0.12% 0.024%
73 12.616 3497 3507 3518 rVB4 14552 23404 0.22% 0.044%
74 12.706 3525 3535 3545 rVWW4 11824 17406 0.17% 0.033%
75 12.909 3589 3598 3603 rBv2 13073 19002 0.18% 0.036%

76 12.967 3603 3616 3647 rVB 4617412 7485339 71.14% 14.018%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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@32422WMA .M
Title : VOC Analysis
77 13.160 3668 3676 3687 rVB3 13983 22833 0.22% 0.043%

78 13.217 3689 3694 3701 rVB5 3698 4999 0.05% ©0.009%
79 13.327 3714 3728 3739 rBV 5482085 8574642 81.50% 16.057%

80 13.375 3739 3743 3765 rVW 226803 332214 3.16% 0.622%
81 13.475 3766 3774 3778 rVV2 26648 41933 0.40% 0.079%
82 13.507 3779 3784 3804 rVB 54324 87061 ©0.83% 0.163%
83 13.709 3835 3847 3860 rBv2 113831 178116 1.69% 0.334%
84 13.841 3881 3888 3902 rVB5 9701 15734 0.15% ©0.029%
85 13.960 3912 3925 3932 rBV3 58589 103786 ©0.99% ©.194%
86 14.002 3932 3938 3948 rVB 63228 95799 0.91% 0.179%
87 14.086 3960 3964 3974 rVB 18311 24440  0.23%  0.046%
88 14.285 4021 4026 4028 rBV4 889 850 0.01% 0.002%
89 14.359 4033 4049 4056 rVV 544170 847840 8.06%  1.588%
90 14.401 4057 4062 4084 rVW 266125 454458 4.32% 0.851%
91 14.494 4084 4091 4106 rVB6 17836 28730  0.27% 0.054%
92 14.590 4108 4121 4141 rVV 4135487 6157575 58.52% 11.531%
93 14.687 4145 4151 4164 rVB 25846 40624 0.39% 0.076%
94 14.883 4200 4212 4222 rBV3 45031 80793 ©.77% 0.151%
95 15.311 4325 4345 4357 rBV2 443447 944947  8.98% 1.770%
96 15.545 4406 4418 4430 rBV 302657 473629 4.50% 0.887%

97 15.803 4490 4498 4507 rVB4 29863 50855 0.48%  ©.095%
98 15.893 4507 4526 4542 rBV 4327951 10521557 100.00% 19.703%
99 16.388 4656 4680 4705 rBV2 2000241 3735063 35.50% 6.995%
100 17.259 4945 4951 4965 rVB4 30650 47617 0.45% 0.089%

Sum of corrected areas: 53399788
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report -

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41322\

: VUe47993.D

: 13 Apr 2022 11:15

: SY/MD

: N2358-03

: 7.15g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH
: 5 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAM

: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Integrated Chromatogram

ULM@32422WMA .M

Abundance TIC: VU047993.D\data.ms

5000000

4000000

3000000

2000000

1000000

4

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: VU047993.D\data.ms

5000000

4000000

3000000

2000000

1000000

8.632 9.417 10.758 11812 121
ol,6.81999.185 7%Z£%OQM % b @ 56§ J\E 9018166 ?ngggmso 9. 931% mzmom%;&@ma@gﬂ@agmmsasﬂl 938 A
Time--> 7.00 750 8.00 8.50 9,00 9.50 10,00 10,50 11.00 1150 12,00
Abundance TIC: VU047993.D\data.ms
13.827
5000000
12.967
15.893
14.590

4000000

3000000

2000000 16.388

1000000

14.359
1 14,401 15.311 5 545
o RZABEAE1 BOE2.90913 3607 3. 1328349009064 28194 49M.6874.883 )\ 15.8 17.259
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 ‘ 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\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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: Cyclicl.359 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
1.359 24.08 ug/L 313648 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane 42 C3H6 000075-19-4 90
2 Propene 42 C3H6 000115-07-1 90
3 Cyclopropane 42 C3H6 000075-19-4 83
4 Propene 42 C3He6 000115-07-1 72
5 Cyclopropane 42 C3H6 000075-19-4 5
Abundance Scan 6 (1.359 min): VU047993.D\data.ms (-3) (-) m/z 41.00 100.00%
41.0
5000
RaamaE s S R
M 570 1.401.50 1.60 1.70 1.80
O e e e e e m/z 39.00 74.14%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane
42.0
5000 [T T T T T T[T T[T
27.0 1.40 1.50 1.60 1.70 1.80
m/z 42.00 69.92%
14.0 ‘ H
O HH\H\‘HH‘HH‘\Hl}HH‘HHi\\}\‘HHHH\‘ }\‘HH‘HH‘HH‘HH‘H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
BammaEa s
1.401.501.601.70 1.80
m/z 40.00 25.91%
5000 270
Ol e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #63: Cyclopropane T
42.0 1.401.50 1.60 1.70 1.80
m/z 38.00 18.62%
5000
27.0
14.0
0‘H‘HHEMW‘HWHNMH;puwkm_‘uwww b [ T T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.401.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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-Propen-1-ol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.954 30.35 ug/L 395237 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propen-1-o0l 58 C3H60 000107-18-6 64
2 2-Propen-1-o0l 58 C3H60 000107-18-6 59
3 2-Propen-1-o0l 58 C3H60 000107-18-6 59
4 2-Propyn-1-o0l, propionate 112 C6H802 001932-92-9 36
5 2-Propen-1-o0l 58 C3H60 000107-18-6 25
Abundance Scan 813 (3.954 min): VU047993.D\data.ms (-800) (-) m/z 57.00 100.00%
57.0
5000
39.0
A A REEERRE RS o
3.60 3.80 4.00 4.20
0 e e M/z 39.00 28.57%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #250: 2-Propen-1-ol
57.0
5000 L RN B R B B
310 200 3.60 3.80 4.00 4.20
m/z 58.00  18.35%
O ’15’025’4 H‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #249: 2-Propen-1-ol
57.0
A A REEEN RATE
3.60 3.80 4.00 4.20
5000 29.0 m/z 40.00 8.18%
39.0
Obrerrrrrrried Ly
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #248: 2-Propen-1-ol AR e T
57.0 3.60 3.80 4.00 4.20
m/z 41.00 6.99%
29.0
5000
m/z--> 5 10 15 20 25 30 35 0 45 50 55 60 65 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\

Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 1-Propene, 3,3'-oxybis-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6.472  38.46 ug/L 500913 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3,3'-oxybis- 98 C6H100 000557-40-4 83
2 1-Propene, 3,3'-oxybis- 98 C6H100 000557-40-4 83
3 1-Propene, 3,3'-oxybis- 98 C6H100 000557-40-4 50
4 Allyl methallyl ether 112 C7H120 014289-96-4 50
5 1-Propene, 3,3'-oxybis- 98 C6H100 000557-40-4 47

Abundance Scan 1596 (6.472 min): VU047993.D\data.ms (-1581) (-)
41.0

m/z 41.00 100.00%

5000 A\
R R
HM ‘ 97.0 6.20 6.40 6.60 6.80
ober el b 02070 sz 39.00  44.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3605: 1-Propene, 3,3'-oxybis-
41.0
5000 L L L L B LI B IR
6.20 6.40 6.60 6.80
m/z 42.00 22.78%
69.0
0\]-\5‘\"0\“1“\\‘\\\‘H“\1‘\\“\\9\7\.‘0\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3615: 1-Propene, 3,3'-oxybis-
41.0
R R
6.20 6.40 6.60 6.80
5000 m/z 69.00 19.80%
69.0
sl Lot
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3613: 1-Propene, 3,3™-oxybis- “‘_“W“H,‘H“‘H‘
41.0 6.20 6.40 6.60 6.80
m/z 55.00 17.71%
5000 K
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\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 2H-Pyran, tetrahydro-2-methyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
7.491 3.17 ug/L 41286 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 91
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 87
3 Oxetane, 2-ethyl-3-methyl- 100 C6H120 053778-62-4 64
4 Tetrahydrofuran, 2-ethyl-5-methyl- 114 C7H140 000931-39-5 59
5 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 59
Abundance Scan 1913 (7.491 min): VU047993.D\data.ms (-1903) (-) m/z 85.00 100.00%
85.0
41.0
5000
56.0
100.0 R RaaEEEL S
‘ ‘ ‘ ‘ 67.0 7.20 7.40 7.60 7.80
o‘wH‘wH‘m\m‘M‘u‘HMMm‘mwmmw‘ m/z 40.95 52.26%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl-
41.0 85.0
5000 ””u\”‘m\"u\‘u\/\l\‘u‘u”,\/\u
56.0 7.20 7.40 7.60 7.80
210 m/z 42.90  52.08%
OO W
O\\‘\\\\‘\\}!“‘\\1\}\1\\‘\w\‘\“\\\‘\ii\\\‘\\}\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4428: 2H-Pyran, tetrahydro-2-methyl-
85.0
Bt e NN
7.20 7.40 7.60 7.80
5000 41.0 m/z 56.00  30.41%
56.0
27.0 67.0 100.0
obzo M M L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4401: Oxetane, 2-ethyl-3-methyl- “WN‘H“H“H“W“W
85.0 7.20 7.40 7.60 7.80
410 o m/z 55.00  28.92%
5000
20.0 70.0
‘ ‘ 100.0
0"_"w“My‘uwp“w‘wwq‘ubﬂu“_‘lw‘u‘qu“‘ RREEEE [ R
m/z--> 10 20 30 40 50 60 70 80 90 100 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.237  27.02 ug/L 429068 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 S-Triazolo[5,1-a]pyrimidin-7(1H)... 136 C5H4N40 004866-61-9 27
2 1-Benzofuran-5-o0l 134 C8H602 013196-10-6 27
3 6H-Purin-6-one, 1,7-dihydro- 136 C5H4N40 000068-94-0 22
4 3,3'-Bi-1H-pyrazole 134 C6H6N4 002384-02-3 22
5 6H-Purin-6-one, 1,7-dihydro- 136 C5H4N40 000068-94-0 22

Abundance Scan 2145 (8.237 min): VU047993.D\data.ms (-2135) (-) m/z 133.90 100.00%
138.9

5000
54.0 106.9
R E A RRRREE
37.0 8?-9 HM H 8.00 8.20 8.40 8.60
bt bl wjz 135.09e 97.59%
miz-> 20 40 60 80 100 120 140
Abundance #18406: S-Triazolo[5,1-a]pyrimidin-7(1H)-one
136.0
5000 530 L L I L I L B
8.00 8.20 8.40 8.60
108.0 m/z 106.90  28.15%
27.0 81.0
O\\\\‘\‘\‘\\“lh\\‘\‘\‘\‘}‘\\}\\\\‘\\‘\\‘\\\ “\
miz-> 20 40 60 80 100 120 140
Abundance #17498: 1-Benzofuran-5-ol
134.0
T R RE
8.00 8.20 8.40 8.60
78.0 [
m/z 104.90  26.09%
5000 510 /
105.0
ot u“; 4 u‘“w et —— ““ S -
miz--> 20 40 60 80 100 120 140
Abundance #18401: 6H-Purin-6-one, 1,7-dihydro- e ARARNREARE o
136.0 8.00 8.20 8.40 8.60
m/z 53.95 25.96%
5000
28.0 54.0
81.0
109.0
o 130 | | I il

m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 Propane, 1,3-dichloro- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.575 12.61 ug/L 200325 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 90
2 Allyl chloride 76 C3H5C1 000107-05-1 86
3 1-Propene, 2-chloro- 76 C3H5C1 000557-98-2 78
4 Propanal, 2,3-dichloro-2-methyl- 140 C4H6C120 010141-22-7 64
5 3-Chloropropyl formate 122 C4H7C102 001487-44-1 64

Abundance Scan 2250 (8.575 min): VU047993.D\data.ms (-2235) (-) m/z 76.00 100.00%

76.0
5000 41.0
R RRaa T
63.0 8.20 8.40 8.60 8.80
Il ‘\ ‘ il 1119 9
O trrrprrrrrrer et s e e e e e e m/z 41.00 50.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7006: Propane, 1,3-dichloro-
76.0
5000 410 LI L L L L L LB I
8.20 8.40 8.60 8.80
27.0 m/z 78.00  31.83%
63.0
0 14.0 il u‘\ I “\ il 112.0
H\‘\H\‘H!\‘HH[HH[HH‘HH‘H \‘\\H‘\H\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1066: Allyl chloride
41.0
A e
8.20 8.40 8.60 8.80
5000 ITI/Z 39.00 20.37%
76.0
0 14\0 Zﬂo \‘\ 1 610 \‘
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1069: 1-Propene, 2-chloro- ﬁAfYﬁ\“‘_“‘,u“‘
41.0 8.20 8.40 8.60 8.80
m/z 48.90 14.04%
0h 120 290 L 0 e Ao b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 Propane, 1-bromo-3-chloro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.938 16.29 ug/L 258754  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 94
3 Propane, 1-bromo-3-chloro- 156 C3H6BrCl 000109-70-6 94
4 Propane, 1-bromo-3-chloro- 156 C3H6BrCl 000109-70-6 68
5 Butane, 2-chloro-2-methyl- 106 C5H11C1 000594-36-5 53
Abundance Scan 2674 (9.938 min): VU047993.D\data.ms (-2661) (-) m/z 41.00 100.00%
41.0
77.0
5000
157.9
—
106.9 ‘ 10.00
bl AL 1858 L sz 77,00 68.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33201: Propane, 1-bromo-3-chloro-
41.0
77.0
158.0
5000 ‘/\\ ‘
10.00
m/z 76.00  48.69%
107.0
O T \1\5‘\.(‘)\‘} T \‘ ‘\ \“\5\9‘.0\\ \‘ ‘ TT \H\ ‘ \U\ \+??.p\ ‘ T \“ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33196: Propane, 1-bromo-3-chloro-
41.0
=
77.0 10.00
5000 m/z 38.95 40.26%
158.0
Y N C—
miz--> 20 40 60 80 100 120 140 160 \
Abundance #33200: Propane, 1-bromo-3-chloro- s
41.0 10.00
77.0 m/z 157.90  31.24%
5000
158.0
‘ 107.0 ‘
o b e A o
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 Propane, 1,3-dibromo- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.176 5.54 ug/L 100826 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,3-dibromo- 200 C3H6Br2 000109-64-8 98
2 Propane, 1,3-dibromo- 200 C3H6Br2 000109-64-8 96
3 Propane, 1,3-dibromo- 200 C3H6Br2 000109-64-8 95
4 Propane, 1,3-dibromo- 200 C3H6Br2 000109-64-8 94
5 Propane, 1,2-dibromo- 200 C3H6Br2 000078-75-1 90

Abundance Scan 3059 (11.176 min): VU047993.D\data.ms (-3046) (-  m/z 41.00 100.00%
41.0

120.9
5000
201.9
A —
9ﬁ-9 | 11.00 11.50
0l bl el m/z 1200900 71.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76126: Propane, 1,3-dibromo-
41.0
121.0
5000 e —f
202.0 11.00 11.50
m/z 122.90  67.56%
93.0
O\]\_3\.\()‘\\\\M‘\\\\‘\\\\“‘\\\H\‘\‘\‘\\i“\\\\‘\\\\‘\1\7\4\..‘0\\\\‘!\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76124: Propane, 1,3-dibromo-
41.0
—a— —
11.00 11.50
5000 ITI/Z 39.00 46.41%
121.0
202.0
93.0
Ol e 2280
m/z--> 20 40 60 80 100 120 140 160 180 200 j\
Abundance #76123: Propane, 1,3-dibromo- = —p—
41.0 11.00 11.50
m/z 201.90  33.05%
5000 121.0
202.0
93.0
oHli'?“m“‘hHwHu‘i‘m““mmu“_‘1“?9;9”_‘”Hm — —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 10 Benzene, 1-bromo-3-chloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.967 411.49 ug/L 7485340  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 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-4-chloro- 190 C6H4BrCl 000106-39-8 98
5 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
Abundance Scan 3616 (12.967 min): VU047993.D\data.ms (-3603) (-  m/z 191.90 100.00%
191.9
111.0
5000 75.0
50.0
‘ ‘ ‘ 154.8 13.00
Ol b gl 1309 1948 m/z 189.90  77.53%
m/z--> 20 40 60 80 100 120 140 160 180 =200
Abundance #65026: Benzene, 1-bromo-3-chloro-
192.0
75.0 111.0
5000 R
50.0 13.00
m/z 110.95 71.87%
oL 2600 .. \“ I \‘ 131.0 155.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0 13.00
5000 75.0 m/z 74.95 51.47%
50.0
0 270\\ ‘\ L \“ m‘ 131.0 155.0
e e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65032: Benzene, 1-bromo-4-chloro- e
111.0 192.0 13.00
75.0 m/z 73.95 27.81%
o b g g L 1310 1550 y L ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 Benzene, 1-bromo-2-chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.327 471.38 ug/L 8574640 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 99
2 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 99
3 Benzene, 1l-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
5 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98

Abundance Scan 3728 (13.327 min): VU047993.D\data.ms (-3714) (- m/z 191.90 100.00%

191.9
111.0
5000 75.0
50.0

‘ ‘ ‘ s 13.00 13.50
el g M 180.9 1939 m/z 189.85  78.13%

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

A

o

Abundance #65026: Benzene, 1-bromo-3-chloro-
192.0

75.0 111.0
5000
50.0 13.00 1350
m/z 111.0 64.24%
260 | |, \“ I \‘ 131.0 155.0 A
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\

A

o

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

Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0

F::::::::::,

111.0 1300 1350
5000 75.0 m/z 75.00 47 .66%
50.0
ol 270 o180
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65034: Benzene, 1-bromo-2-chloro-
192.0 13. 00 13 50
m/z 193.90 24.33%
111.0
5000 75.0
50.0
0L 27.0, | 18101550
e A e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 00 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 Hexane, 1,6-dichloro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.375 18.26 ug/L 332214 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 83
2 cis-3-Hexenyl crotonate 168 C10OH1602 1000429-17-4 47
3 2-Butenoic acid, 3-hexenyl ester... 168 C10H1602 065405-80-3 47
4 1-Hexanol, 6-chloro- 136 C6H13Cl0 002009-83-8 42
5 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 38

Abundance Scan 3743 (13.375 min): VU047993.D\data.ms (-3739) (- m/z 55.00 100.00%

55.0
82.0
5000
13. 00 13 50
118.0
0 “‘HM‘H‘_HWWWWZ‘QTP m/z 69.00  73.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31627: Hexane, 1,6-dichloro-
55.0
5000 82.0
13. 00 13 50
27.0 m/z 41.00 71.95%
O \\“\H “‘\u‘\w““\\”“\‘\\]-\].\8‘\()\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43001: cis-3-Hexenyl crotonate
69.0
13.00 13.50
5000 41.0 m/z 82.05 53.50%
0 "““h"M‘“”w‘1“‘“M‘w‘H"HH_mwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43086: 2-Butenoic acid, 3-hexenyl ester, (E,Z)-
69.0 13. 00 13 50
m/z 67.00 53.35%
5000
41.0
0 15'0\\ ‘ Il \\\990

m/z--> 20 40 60 80 100 120 140 160 180 200 13. 00 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 unknown-02 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

13.507 4.79 ug/L 87061 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, 2-(dimethylam... 355 C22H45N02 039840-30-7 10
2 0-Ethyl S-2-dimethylaminoethyl e... 225 C8H20NO2PS 098543-25-0 10
3 0-Methyl S-2-dimethylaminoethyl ... 211 C7H18NO2PS 468712-18-7 10
4 3-[(3-Fluorophenyl)sulfonyl]-N,N... 347 C17H18FN302S 633304-27-5 10
5 Dimethylaminomethyl-isopropyl-su... 133 C6H15NS 077422-33-4 9

Abundance Scan 3784 (13.507 min): VU047993.D\data.ms (-3779) (- m/z 41.00 100.00%

41.0
5000
156.9
76.9
‘ ‘ 20.9 ‘ 206.9 13.50
ol Iy M m/z 58.00  71.90%
mlz--> 50 100 150 200 250 300 350
Abundance #264884: Octadecanoic acid, 2-(dimethylamino)ethyl este
58.0
5000 —
13.50
m/z 38.95 47.95%
ol il ] 940 1310 1860 2420 3110 3544
LI ‘ T ‘ T T T ‘ L ‘ T T T ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #105853: O-Ethyl S-2-dimethylaminoethyl ethylphosphon
58.0
T T
13.50
5000 m/z 75.00  46.12%
0 I thoo 1p20 180.0
L e e e e
miz--> 50 100 150 200 250 300 350
Abundance #88846: O-Methyl S-2-dimethylaminoethyl ethylphosphor e ‘
58.0 13.50
m/z 71.00 45.29%
5000
0 bl i 107'0 167.0 s A n
R e R R R
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 unknown-03 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

13.709 9.79 ug/L 178116 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 1-bromo-, (E)- 162 C6H11Br 013154-13-7 23
2 Hexane, 1,5-dibromo- 242 C6H12Br2 000627-96-3 16
3 1-Propanol, 3-bromo- 138 C3H7Bro 000627-18-9 9
4 Propane, 1,2-dibromo- 200 C3H6Br2 000078-75-1 9

5 6-Chloro-2,2,9,9-tetramethyl-3,7... 240 C14H21C10 1000223-98-4 9

Abundance Scan 3847 (13 709 min): VU047993.D\data.ms (-3835) (- m/z 41.00 100.00%

41.0
5000
75.0
M 11ﬁ.9 16ﬁ-9 13.50 14.00
bl by L1918 1y 3900 39.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38180: 1-Hexene, 1-bromo-, (E)-
41.0
5000 T
1350 14.00
830 1o 1620 m/z 58.00  33.62%
15.0 ‘
O\\\\‘\‘H\\}\“\‘\“\‘\\‘\“H\\\H\‘\\\\H\\\1‘\\\\‘!\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #126511: Hexane, 1,5-dibromo-
41.0
83.0 I T
13.50 14.00
5000 m/z 55.00 31.44%
165.0
‘ 107.0 H
ol Pttt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 }k
Abundance #19598: 1-Propanol, 3-bromo- Py
31.0 13.50 14.00
m/z 75.00 21.47%
5000 58.0
120.0
Lm0
0 vy

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 1-Propyne, 3-bromo- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.960 5.71 ug/L 103786 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propyne, 3-bromo- 118 C3H3Br 000106-96-7 58
2 1-Propyne, 3-bromo- 118 C3H3Br 000106-96-7 58
3 Furan 68 C4H40 000110-00-9 53
4 Furan 68 C4H40 000110-00-9 53
5 1-(Cyclopropylazo)-1-spiropentan... 161 C9H11N3 1000223-21-3 42
Abundance Scan 3925 (13.960 min): VU047993.D\data.ms (-3912) (- m/z 41.00 100.00%
41.0
5000 198.9
14.00
0 m/z 39.00  81.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9782: 1-Propyne, 3-bromo-
39.0
5000
14.00
118.0 m/z 198.90  45.47%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9784 1-Propyne, 3-bromo-
39.0
.
14.00
5000 m/z 55.00 32.35%
118.0
81.0 H
O e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #480: Furan L
39.0 14.00
68.0 m/z 67.00  31.85%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

SFAMULM@32422WMA.M Tue Apr 19 15:12:50 2022 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 16 Propane, 1,2,3-tribromo- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.002 5.27 ug/L 95799  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,2,3-tribromo- 278 C3H5Br3 000096-11-7 86
2 Propane, 1,2,3-tribromo- 278 C3H5Br3 000096-11-7 74
3 Propane, 1,2,2-tribromo- 278 C3H5Br3 014476-30-3 50
4 5-Bromo-2,6-dimethyl-4-pyrimidin... 201 C6H8BrN3 007752-80-9 9
5 2(3H)-Benzothiazolethione, 5-chl... 201 C7H4CINS2 005331-91-9 9
Abundance Scan 3938 (14.002 min): VU047993.D\data.ms (-3932) (-  m/z 200.85 100.00%
200.8
39.0
5000 118.9
14.00 |
80.9 .
159.8
ob— w‘:‘ R “Hm e e e m/z 202.85  50.38%
miz-> 50 100 150 200 250
Abundance #171344: Propane, 1,2,3-tribromo-
201.0
39.0
5000 119.0 T I
14.00
m/z 39.00 48.51%
0 \“\ ‘M‘ T \\79‘\‘.0\“‘“\ N — ‘]\-7\1.\0‘\ T \\28\2\(
miz--> 50 100 150 200 250
Abundance #171346: Propane, 1,2,3-tribromo-
201.0
14.00
5000 m/z 198.85 46.92%
39.0 121.0
ol 7901, 171.0, | 280.0
e
m/z--> 50 100 150 200 250
Abundance #171343: Propane, 1,2,2-tribromo- = |
201.0 14.00
m/z 118.90  37.62%
39.0
5000
119.0
79.0
; BRI R YIN W
m/z--> 50 100 150 200 250 14.00

SFAMULM@32422WMA.M Tue Apr 19 15:12:51 2022 Page: 19



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA .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 17 Hexane, 1l-bromo-6-chloro- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.359 46.61 ug/L 847840 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1-bromo-6-chloro- 198 C6H12BrCl 006294-17-3 95
2 Hexane, 1-bromo-6-chloro- 198 C6H12BrCl 006294-17-3 64
3 6-Bromo-1-hexanol 180 C6H13Bro 004286-55-9 64
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 50
5 Methoxyacetic acid, cyclohexyl e... 172 C9H1603 1000282-69-4 50

Abundance Scan 4049 (14.359 min): VU047993.D\data.ms (-4033) (- m/z 55.00 100.00%

55.0 83.1
5000
118.0 14.00 14.50
162.0
o S ““‘L“u“““‘ st 288 m/z 83.10 95.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74118: Hexane, 1-bromo-6-chloro-
55.0 83.0
5000 T =
27.0 14.00 14.50
m/z 41.00 63.57%
118.0
O TTT ‘ \‘1 T \‘ “\ H\ \““1 \H\‘\ ‘ \‘\‘\ \M TT \‘\ ‘ TT \1\6‘%.\()\ T ‘ T \2\\0‘0\.(\)\ T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74117: Hexane, 1-bromo-6-chloro-
55.0 83.0
— P
14.00 14.50
5000 m/z 39.00 28.34%
27.0
0! ! “ ‘w“ " \:\Llﬁlo . 164.0 198.0
R R T R R MR RRAEEE N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55218: 6-Bromo-1-hexanol P P
55.0 83.0 14.00 14.50
m/z 43.00 20.87%
31.0
5000
136.0
Lo | e
0l e e e o R
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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-04

Concentration Rank 12

11.812

R.T. EstConc Area Relative to ISTD
14.401 24.98 ug/L 454458 1,4-Dichlorobenzene-d4
Hit# of 5 Tentative ID MW MolForm

1 Butyl S-2-dimethylaminoethyl pro... 267 C11H26NO2PS
2 Cyclohexylmethyl S-2-(dimethylam... 307 C14H3ONO2PS

3 Butyric acid, ester with p-hydro... 189 C11H11NO2
4 5H-Tetrazole-5-thione, 1-[2-(dim... 173 C5H11N5S

5 Octyl S-2-(dimethylamino)ethyl p... 323 C15H34NO2PS

Abundance Scan 4062 (14.401 min): VU047993.D\data.ms (-4057) (-
41.0

5000 1.0
200.9

120.9

BRCTI T =

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #156287: Butyl S-2-dimethylaminoethyl propylphosphono
71.0

o

5000

430 | 1070 163.0 194.0 223.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #207775: Cyclohexylmethyl S-2-(dimethylamino)ethyl pro
71.0

o

5000

I L. 970 1410167.0194.0 2350

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #63710: Butyric acid, ester with p-hydroxybenzonitrile
43.0 71.0

o

5000

L H90 1460 1890

m/z

1000510-49-3 23
1000298-43-5 12
029052-10-6 9
061607-68-9 9
1000298-41-9 9

41.00 100.00%

‘
14.00
m/z

1
14.50

71.00 51.08%

i

|
14.00
m/z

14.50
58.00 41.16%

|

|
14.00
m/z

1450
39.00 40.95%

‘
14.00

|

14.50

m/z 200.90  36.64%

|

(] IR AR IR T S o R ———
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 unknown-05 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.590 338.50 ug/L 6157580 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo-2-nitropropane 167 C3H6BrNO2 005447-97-2 9

2 Propane, 2,2-dibromo- 200 C3H6Br2 000594-16-1 7

3 2,3-Dibromo-2,3-dimethylbutane 242 C6H12Br2 000594-81-0 7
4 Benzeneethanamine 121 C8H11N 000064-04-0 4

5 Benzisoxazole-2-acetic acid, hyd... 191 C9H9N302 055244-10-5 4

Abundance Scan 4121 (14.590 min): VU047993.D\data.ms (-4108) (- m/z 41.00 100.00%

41.0
5000
163.0
1209 200.9 - ‘
92.9 ‘ ‘ 14.50
oW,Hm;ww_H““_m;“wwWHw““”““““‘2“5‘7‘:? m/z 38.95  39.35%
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #42498: 2-Bromo-2-nitropropane
41.0
5000 121.0 L :
14.50
m/z 163.00  32.85%
O]\-\ZW,\O’\“}H“J“\‘\\\‘\\7\\9“"9\”\‘\H\‘\H\‘H\\‘HH‘HH‘HH‘\H\‘\H\‘\\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #76127: Propane, 2,2-dibromo-
41.0 121.0
T \
14.50
5000 m/z 165.00 31.96%
0l130, 810 | 1580187.0
e e e e e e e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #126515: 2,3-Dibromo-2,3-dimethylbutane — ‘
41.0 163.0 14.50
m/z 120.90  30.82%
83.0
5000
‘ 121.0
S A N N =Y S |
m/z--> 20 40 60 80 100120140160 180200 220240260 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 1-Bromo-2,3-dichlorobenzene Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.883 4.44 ug/L 80793 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Bromo-2,3-dichlorobenzene 224 C6H3BrCl2 056961-77-4 99
2 Benzene, 1-bromo-2,6-dichloro- 224 C6H3BrCl2 019393-92-1 99
3 1-Bromo-2,3-dichlorobenzene 224 C6H3BrCl2 056961-77-4 98
4 Benzene, 4-bromo-1,2-dichloro- 224 C6H3BrCl2 018282-59-2 96
5 Benzene, 1-bromo-2,6-dichloro- 224 C6H3BrCl2 019393-92-1 95
Abundance Scan 4212 (14.883 min): VU047993.D\data.ms (-4200) (- m/z 225.90 100.00%
225.9
5000
A
14.50 15.00
0! m/z 223.90 66.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104682: 1-Bromo-2,3-dichlorobenzene
226.0
A
5000 74.0 145.0 — L
) 109.0 14.50 15.00
‘ m/z 227.90  46.04%
37.0
0 \1\2\-\0‘\ T \‘1“‘ T \HH"\ T }‘W!H\ T \‘W‘WH‘W‘\ [T \‘1‘\\‘\\\\%\9\“:\'—\-‘0\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104686: Benzene, 1-bromo-2,6-dichloro-
226.0 A
— —— ‘
14.50 15.00
5000 m/z 144.90 43.62%
145.0
720 1090
0 24.0 \49\\0 \\H ‘H ‘HH \‘\ 19\\10
B e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104678: 1-Bromo-2,3-dichlorobenzene — —— ‘*‘A
226.0 14.50 15.00
m/z 74.00 32.86%
5000 145.0
740 1090
049'0,\““191'0 - — il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

SFAMULM@32422WMA.M Tue Apr 19 15:12:55 2022

Page:

23



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 21 Hexane, 1,6-dibromo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.311  51.95 ug/L 944947  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,6-dibromo- 242 C6H12Br2 000629-03-8 95
2 Cyclopropane, 2-bromo-1,1,3-trim... 162 C6H11Br 036617-00-2 64
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 59
4 1,5-Dibromo-3-methylpentane 242 C6H12Br2 004457-72-1 53
5 Cyclohexane, bromo- 162 C6H11Br 000108-85-0 53

Abundance Scan 4345 (15.311 min): VU047993.D\data.ms (-4325) (-  m/z 83.10 100.00%

83.1
41.0
5000
— ——
‘ 3.0 15.00 15.50
oL : \\“ u\“\ i W\ Ll \H ‘H\ L \m I ‘1‘9‘8-9 : ?43 8‘ 2‘8‘1f m/z 55.00 90.47%
m/z--> 5 100 150 200 250
Abundance #126512: Hexane, 1,6-dibromo-
83.0
5000 — P
41.0 15.00 15.50
m/z 40.95 64.88%
O T T ‘ ‘Hh\ M\ \ %2\1\0‘\ ‘].G\Mﬁ.\o\ T ‘ T T \24(4]0\ T T T
m/z--> 100 150 200 250
Abundance #38183. Cyclopropane, 2-bromo-1,1,3-trimethyl-
83.0
41.0 - 7
15.00 15.50
5000 m/z 38.95 34.59%
o dd i usoraso
miz--> 50 100 150 200 250
Abundance #12168: Cyclohexane, 2-propenyl- T P
55.0 15.00 15.50
m/z 81.00  29.20%
) M
96.0
Y2 I A R 2 — - —
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA .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 22 unknown-06 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.545  26.04 ug/L 473629  1,4-Dichlorobenzene-d4  11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7Hs 004646-69-9 38

2 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 38

3 Acrolein, 2-chloro- 90 C3H3ClO0
4 Propane, 2-(methylthio)- 90 C4H1esS

5 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120

Abundance Scan 4418 (15.545 min): VU047993.D\data.ms (-4406) (-

000683-51-2 37
001551-21-9 37
005355-54-4 32

m/z 90.00 100.00%

a0 900
5000
% 15.50 |
0 151.9 :
O] S— ul“”“m{«ﬁm‘u‘!M,‘“‘%9%19”‘_m,w,‘%‘??:‘ m/z 103.00  88.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2663: Bicyclo[4.1.0]hepta-1,3,5-triene
90.0
5000 — ‘
15.50
m/z 67.00 86.67%
39.0 ‘
O\\\‘\H\“‘i‘\‘\“u"‘u\”\‘\hi‘u‘HH‘\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33256: 2,2-Bis(chloromethyl)-1-propanol
90.0
s
15.50
5000 55.0 ITI/Z 41.00 83.93%
ol 280Uk ot M 2240 et
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2526: Acrolein, 2-chloro- P I
90.0 15.50
m/z 74.95 61.68%
5000
61.0
om"HWMH‘H_“‘H‘W‘HW‘,"wH_ww,w,”w —A
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA .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 23 unknown-07 Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
15.803 2.80 ug/L 50855 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloronitromethane

163

2 1-Methyl-2-(1-(propylthio)propyl... 196

CC13NO02
C7H16S3

000076-06-2 38
126876-21-9 12

3 1,5-Hexadiene, 3-chloro- 116 C6HIC1 028374-86-9 10
4 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 10
5 Butanoic acid, 4-chloro-3-oxo-, ... 164 C6H9C103 000638-07-3 10

Abundance Scan 4498 (15.803 min): VU047993.D\data.ms (-4490) (- m/z 41.00 100.00%

41.0 11y.0
81.0
5000
154.9 - P
| ‘ m 201.0 15.50 16.00
(E—— bl 2689 s 117,00 94.77%
m/z--> 0 50 100 150 200 250
Abundance #39158: Trichloronitromethane
11f.0
82.0
47.0 J\A
5000 T —r—
15.50 16.00
m/z 81.00 69.68%
O ‘ T T T T ‘ \H }‘\‘\ ‘ \‘ \‘\ T ‘ T T T T ‘ T T T T ’ T T T T
m/z--> 0 50 100 150 200 250
Abundance #71951: 1-Methyl-2-(1-(propylthio)propyl)disulfane
117.0
= 7
15.50 16.00
5000 75.0 m/Z 38.95 60.47%
41.0
) — “HH‘ ol b 1670
m/z--> 0 50 100 150 200 250
Abundance #9433: 1,5-Hexadiene, 3-chloro-
39.0 75.0 15.50 16.00
m/z 77.00 50.03%
5000
0120 ., 116.0 M Jk
| = A

miz--> 0 50 100 150 200 250 15.50 16.00

SFAMULM@32422WMA.M Tue Apr 19 15:12:58 2022 Page: 26



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA .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 24 Benzene, 1,3-dibromo-5-chloro- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.893 578.40 ug/L 10521600 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dibromo-5-chloro- 268 C6H3Br2Cl 014862-52-3 94
2 2,6-Dibromo-4-fluorophenol 268 C6H3Br2F0 000344-20-7 43
3 4,6-Dibromo-5-hydroxypyridazine ... 268 C4H2Br2N202 019971-61-0 43
4 Pyrimidine, 4,6-dichloro-2-(meth... 270 C11H8C12N2S 064415-11-8 23
5 5-Bromo-7-methoxy-1-benzofuran-2... 270 C10H7BroO4 020037-37-0 17

Abundance Scan 4526 (15.893 min): VU047993.D\data.ms (-4507) (-  m/z 269.90 100.00%

269.9
5000
74.0 190.9
110.0 T [
37.0 ‘ 152.9 15.50 16.00
ot da b a2 2849 Ul h/; 271,90 69.24%
miz--> 50 100 150 200 250
Abundance #158687: Benzene, 1,3-dibromo-5-chloro-
270.0
74.0
5000 — A
191.0 15.50 16.00
37.0 110.0 m/z 267.90  44.52%
ol “\\‘ ‘\l " “\W, \L_ AP0 ) 2260 i
miz--> 50 100 150 200 250
Abundance #158688: 2,6-Dibromo-4-fluorophenol
270.0
P P
15.50 16.00
5000 m/z 74.00 41.78%
81.0
160.0190.0
ol S0 2N | 20 f
miz--> 50 100 150 200 250
Abundance  #158672: 4,6-Dibromo-5-hydroxypyridazine 1-oxide — —
270.0 15.50 16.00
m/z 190.90 36.61%
5000
80.0
28.0 147.0
0! ot u‘”M‘ b 9*8‘3';0‘21‘?]0‘ : ‘H‘ L. — A
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 25 unknown-08 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.388 205.33 ug/L 3735066  1,4-Dichlorobenzene-d4  11.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Decadienal, (E,E)- 152 C10H160 025152-84-5 22
ctyne 110 C8H14 000629-05-0 12
thyl 5-methylcyclopentene 110 C8H14 097797-57-4 12
-Heptadienal, (E,E)- 110 C7H100 004313-03-5 10
ridecanol, TMS derivative 272 C16H360Si 122873-65-8 10

U WwWNER
NN RN
—I-l:rno-b

Abundance Scan 4680 (16.388 min): VU047993.D\data.ms (-4656) (-  m/z 81.05 100.00%

81.0
41.0 117.0
5000
‘ 152.0 1600 1650
|} I u il 1850 2340 2698 . 49 95  69.65%
m/z--> 50 100 150 200 250
Abundance #29156: 2,4-Decadienal, (E,E)-
81.0
5000
1600 1650
41.0 m/z 117.0 69.58%
‘ 152.0
O T T “\ “ H‘ \H‘ \““‘ T \‘ T T " T T T T ‘ T T T T ’ T T T T
m/z--> 100 150 200 250
Abundance #6655: 1-Octyne
43.0 81.0
1600 1650
5000 ITI Z 67.00 49.78%
oL \h”‘ h“‘\ \“ ' e P e
m/z--> 50 100 150 200 250
Abundance #6762: 1-Ethyl-5-methylcyclopentene
81.0 1600 1650
m/z 38.95 44.03%
5000
39.0
0 ' ‘\‘ H \‘H‘\M‘ “ ‘H\‘ L‘O — — —
m/z--> 100 150 200 250 1600 1650
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue41322\
: VUe47993.D

: 13 Apr 2022 11:15

: SY/MD

: N2358-03

: 7.15g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

: 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 1,5-Dibromo-3-methylpent-2-ene Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
17.250  2.62 g/l 47617 1,4-Dichlorobenzene-d4  11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 1,5-Dibromo-3-methylpent-2-ene 24 CéH16Br2 133545-67-2 52

2 trans-4-Pentylcyclohexanecarboxy... 198 C12H2202

038289-29-1 38

3 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 35
4 Isomyocorene 136 C1OH16 006876-07-9 35
5 (-)-.beta.-Bourbonene 204 C15H24 005208-59-3 35

Abundance Scan 4951 (17.259 min): VU047993.D\data.ms (-4945) - m/z 81.00 100.00%

5000

0,

m/z-->
Abundance

5000

o

81.0
41.0
162.9
117.0

196.0 HWHH‘HH‘HH‘\
253.0 17.0017.2017.40

MM\\‘ TR ‘\‘ [ m/z 41.00 66.88%
50 100 150 200 250

AL \\‘ I
#124036: 1,5-Dibromo-3-methylpent-2-ene

81.0
161.0
41.0 o

\\\‘\\V\‘\\\\‘\\\\

17.0017.2017.40
m/z 38.95 50.20%
I

m/z-->
Abundance

5000

o

119.0
4 ‘1“ - T by U T T 1“\ L \24\‘2‘0\ T
50 100 150 200 250
#73674: trans-4-Pentylcyclohexanecarboxylic acid
81.0

17.0017.2017.40
m/z 162.95 48.04%

m/z-->
Abundance

5000

41.0
‘ 198.0
‘ \‘L‘N\M‘mm H " }“k S
150 200 250
#6734: Methyl ethyl cyclopentene

81.0 17.0017.2017.40
m/z 160.90  43.09%

Td ﬂ J\

o

m/z-->

[N
e HH‘HH‘\ T A RERERREEEE RS
100 150 200 250 17.0017.2017.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47993.D

Acqg On : 13 Apr 2022 11:15

Operator : SY/MD

Sample : N2358-03

Misc : 7.15g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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: C... 1.359 24.1 ug/L 313648 1 6.250 651220 50.0
2-Propen-1-ol 3.954 30.4 ug/L 395237 1 6.250 651220 50.0
1-Propene, 3,3'... 6.472 38.5 ug/L 500913 1 6.250 651220 50.0
2H-Pyran, tetra... 7.491 3.2 ug/L 41286 1 6.250 651220 50.0
unknown-01 8.237 27.0 ug/L 429068 2  9.417 794022 50.0
Propane, 1,3-di... 8.575 12.6 ug/L 200325 2 9.417 794022 50.0
Propane, 1-brom... 9.938 16.3 ug/L 258754 2 9.417 794022 50.0
Propane, 1,3-di... 11.176 5.5 ug/L 100826 3 11.812 909533 50.0
Benzene, 1-brom... 12.967 411.5 wug/L 7485340 3 11.812 909533 50.0
Benzene, 1-brom... 13.327 471.4 ug/L 8574640 3 11.812 909533 50.0
Hexane, 1,6-dic... 13.375 18.3 ug/L 332214 3 11.812 909533 50.0
unknown-02 13.507 4.8 ug/L 87061 3 11.812 909533 50.0
unknown-03 13.709 9.8 ug/L 178116 3 11.812 909533 50.0
1-Propyne, 3-br... 13.960 5.7 ug/L 103786 3 11.812 909533 50.0
Propane, 1,2,3-... 14.002 5.3 ug/L 95799 3 11.812 909533 50.0
Hexane, 1-bromo... 14.359 46.6 ug/L 847840 3 11.812 909533 50.0
unknown-04 14.401 25.0 ug/L 454458 3 11.812 909533 50.0
unknown-05 14.590 338.5 wug/L 6157580 3 11.812 909533 50.0
1-Bromo-2,3-dic... 14.883 4.4 ug/L 80793 3 11.812 909533 50.0
Hexane, 1,6-dib... 15.311 52.0 ug/L 944947 3 11.812 909533 50.0
unknown-06 15.545 26.0 ug/L 473629 3 11.812 909533 50.0
unknown-07 15.803 2.8 ug/L 50855 3 11.812 909533 50.0
Benzene, 1,3-di... 15.893 578.4 ug/L 10521600 3 11.812 909533 50.0
unknown-08 16.388 205.3 ug/L 3735060 3 11.812 909533 50.0
1,5-Dibromo-3-m... 17.259 2.6 ug/L 47617 3 11.812 909533 50.0
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