LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 25 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLM120123WMA.M
Title : VOC Analysis

Signal : TIC: VV@33347.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.227 366 369 373 rBV 363 341 0.05% 0.009%
2 2.294 388 390 395 rBB 243 163 0.02% 0.004%
3 2.333 399 402 403 rBV 182 118 0.02% 0.003%
4  2.452 432 439 444 rBB3 1179 1537 0.21% 0.042%
5 2.561 468 473 475 rBV2 533 467 0.06% 0.013%
6 2.738 526 528 530 rBV 134 99 0.01% 0.002%
7 2.764 535 536 542 rBB 209 140 0.02% 0.004%
8 2.790 543 544 547 rBB 210 89 0.01% 0.002%
9 3.008 609 612 614 rBB 143 95 0.01% 0.003%
106 3.040 619 622 626 rBB 153 124 0.02% ©0.003%
11 3.134 650 651 654 rBV 219 120 0.02% 0.003%
12 3.195 668 670 673 rBvV 138 119 0.02% 0.003%
13 3.523 769 772 775 rBV 137 133 0.02% 0.004%
14 3.580 787 790 792 rBB 133 99 0.01% 0.002%
15 3.609 797 799 801 rBB 230 106 ©0.01% ©0.003%
16 3.789 846 855 884 rBV2 34762 99988 13.62% 2.721%
17 4.619 1109 1113 1116 rBB2 261 203 0.03% 0.006%
18 4.879 1190 1194 1198 rBB 260 219 0.03% 0.006%
19 4.957 1201 1218 1246 rBv2 278583 733933 100.00% 19.969%
20 5.487 1377 1383 1385 rBV 274 254 0.03% 0.007%
21  6.262 1620 1624 1626 rBV 224 156 ©0.02% 0.004%
22 6.416 1670 1672 1675 rBB 137 98 0.01% 0.003%
23 6.494 1694 1696 1698 rBV 137 100 0.01% 0.003%
24 6.735 1768 1771 1773 rBB 169 108 ©0.01% ©0.003%
25 6.818 1794 1797 1799 rBB 176 112 0.02% 0.003%
26 6.912 1816 1826 1856 rBV 87064 166445 22.68%  4.529%
27 7.156 1896 1902 1905 rBV2 392 497 0.07% 0.014%
28 7.780 2092 2096 2098 rBB 253 160 0.02% 0.004%
29 7.796 2099 2101 2103 rBB 337 113 0.02% 0.003%
30 7.850 2116 2118 2119 rBV 352 141 0.02% 0.004%
31 7.960 2149 2152 2154 rBV 237 137 0.02% 0.004%
32 8.024 2164 2172 2213 rBV 140618 268296 36.56% 7.300%
33 8.429 2296 2298 2301 rBB 238 113 0.02% 0.003%
34  8.448 2302 2304 2307 rBB2 320 188 ©0.03% 0.005%
35 8.513 2322 2324 2326 rBV 257 139 0.02% 0.004%
36 8.571 2337 2342 2344 rBB 256 172 0.02% 0.005%

SFAMVLM120123WMA.M Mon Dec 18 ©4:32:17 2023 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 25 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLM120123WMA.M
Title : VOC Analysis
37 8.731 2390 2392 2393 rBB 236 91 0.01% 0.002%
38 8.786 2398 2409 2435 rBV 372116 611506 83.32% 16.638%
39 9.047 2486 2490 2493 rBB 137 116 0.02% 0.003%
40 9.069 2494 2497 2502 rBB 164 154 0.02% 0.004%
41  9.098 2503 2506 2508 rBV 217 136 ©0.02% 0.004%
42 9.143 2518 2520 2522 rBB 245 111 0.02% 0.003%
43 9.243 2549 2551 2554 rBB 232 108 0.01% 0.003%
44  9.268 2555 2559 2561 rBB 236 164 0.02% 0.004%
45  9.416 2602 2605 2606 rBvV 216 127 0.02% 0.003%
46 9.551 2645 2647 2649 rBvV 248 123 0.02% 0.003%
47 9.603 2661 2663 2665 rBB 227 105 ©0.01% ©0.003%
48 9.622 2666 2669 2675 rBB 154 160 0.02% 0.004%
49 9.654 2676 2679 2682 rBB2 239 139 0.02% 0.004%
50 9.680 2683 2687 2690 rBB 163 126 0.02% ©0.003%
51 9.735 2700 2704 2706 rBV 146 147 0.02% 0.004%
52 9.841 2735 2737 2739 rBB 192 96 0.01% 0.003%
53 9.889 2750 2752 2755 rBB2 269 148 0.02% 0.004%
54 9.956 2771 2773 2775 rBB2 247 98 0.01% 0.003%
55 9.995 2783 2785 2788 rBB 286 129 0.02% 0.004%
56 10.101 2816 2818 2822 rBB 262 145 0.02% 0.004%
57 10.153 2823 2834 2855 rBV 242880 381389 51.97% 10.377%
58 10.323 2880 2887 2888 rBv2 2907 2604 ©.35% 0.071%
59 10.400 2908 2911 2913 rBB 238 130 0.02% 0.004%
60 10.419 2914 2917 2918 rBV 211 120 0.02% 0.003%
61 10.448 2924 2926 2927 rBB 243 92 0.01% 0.003%
62 10.574 2963 2965 2968 rBB 133 88 0.01% 0.002%
63 10.603 2972 2974 2976 rBB 330 148 0.02% 0.004%
64 10.641 2984 2986 2990 rBB 140 99 0.01% 0.002%
65 10.667 2991 2994 2997 rBV 149 146 0.02% 0.004%
66 10.731 3011 3014 3016 rBV 136 116 ©0.02% ©0.003%
67 10.802 3033 3036 3038 rBB 251 123  0.02% 0.003%
68 10.866 3053 3056 3059 rBB 248 187 ©0.03% 0.005%
69 10.899 3064 3066 3069 rBV 266 159 0.02% 0.004%
70 10.998 3096 3097 3100 rBB 331 139 0.02% 0.004%
71 11.120 3132 3135 3137 rBB 152 98 0.01% 0.003%
72 11.185 3144 3155 3183 rBV 433010 678232 92.41% 18.454%
73 11.400 3220 3222 3225 rBV 281 193 0.03% 0.005%
74 11.445 3233 3236 3238 rBV 263 174 0.02% 0.005%
75 11.474 3243 3245 3247 rBV 157 106 ©0.01% ©0.003%

76 11.561 3260 3272 3298 rBV 450525 712883 97.13% 19.397%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 25 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLM120123WMA.M
Title : VOC Analysis
77 11.792 3342 3344 3346 rBB 276 148 0.02% 0.004%
78 11.863 3362 3366 3368 rBB 314 227 0.03% 0.006%
79 12.001 3404 3409 3412 rBV 319 274 0.04% 0.007%
80 12.088 3429 3436 3439 rBB2 294 324 0.04% 0.009%
81 12.111 3440 3443 3447 rBB2 240 184 0.03% 0.005%
82 12.194 3460 3469 3477 rBB4 1743 2936 0.40% 0.080%
83 12.326 3508 3510 3513 rBV 405 270 0.04% 0.007%
84 12.407 3532 3535 3540 rBB 627 431 0.06% 0.012%
85 12.506 3564 3566 3569 rBB 256 123  0.02% 0.003%
86 12.567 3582 3585 3587 rBB 212 113  0.02% 0.003%
87 12.599 3590 3595 3599 rBB2 253 226 0.03% 0.006%
88 12.715 3629 3631 3633 rBV 231 116 ©0.02% 0.003%
89 12.947 3701 3703 3706 rBB 171 111 0.02% 0.003%
90 12.963 3706 3708 3711 rBB 150 99 0.01% 0.003%
91 13.046 3732 3734 3736 rBB 256 135 0.02% 0.004%
92 13.069 3737 3741 3744 rBB 289 252 0.03% 0.007%
93 13.120 3755 3757 3760 rBV 125 110 0.01% 0.003%
94 13.268 3802 3803 3805 rBV 251 132 0.02% 0.004%
95 13.300 3810 3813 3814 rBV 222 105 ©0.01% ©0.003%
96 13.551 3885 3891 3894 rBV2 258 317 0.04% 0.009%
97 13.831 3974 3978 3981 rVB 504 317 0.04% 0.009%
98 13.857 3982 3986 3989 rBV2 595 459 0.06% 0.012%
99 13.898 3995 3999 4000 rBV 240 139 0.02% 0.004%
100 13.982 4017 4025 4027 rBV4 1168 1272 0.17% 0.035%
Sum of corrected areas: 3675270
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV033347.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.227 67.13 ug/L 341 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, 1,1-dichloro- 126 C3H4C120 000513-88-2 1
2 2-Propanone, 1,1-dichloro- 126 C3H4C120 000513-88-2 1
3 Chloro(prop-2-yn-1-yloxy)methanone 118 C4H3C102 035718-08-2 1
4 Acetyl chloride 78 C2H3Cl0 000075-36-5 1
5 1-[3-(4-Bromophenyl)-2-thioureid... 560 C21H25BrN209S ©94273-12-8 1
Abundance Scan 369 (2.227 min): VV033347.D\data.ms (-366) (-) m/z 44.00 100.00%
44.0
9900 h {\ m
Il
9800 2.00 2.20 2.40 2.60
62.9 9
H‘HH‘HH‘\H‘H\\‘\\H‘\H\‘\H\‘HH‘\\H‘HH‘\H\‘HH m/z 62.99 97.830
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12513: 2-Propanone, 1,1-dichloro-
43.0
5000 L LI L A BN L
2.00 2.20 2.40 2.60
2?‘0 i 630 830 126.0
H‘HH‘HH‘HH‘H\\‘\\H‘\H\‘\H\‘HH‘\\H‘HH‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12508: 2-Propanone, 1,1-dichloro-
43.0
5000
27.0
| 1 63.0 83.0 111.0 126.0
T e e e R e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9827: Chloro(prop-2-yn-1-yloxy)methanone
39.0
5000
‘ 63.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.294  32.09 ug/L 163 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-[4-(4-nitrobenzylid... 275 C11H9N504 1000277-75-9 1
2 2-Propanone, 1,1-dichloro- 126 C3H4C120 000513-88-2 1
3 2-Propanone, 1,1-dichloro- 126 C3H4C120 000513-88-2 1

4 Chloro(prop-2-yn-1-yloxy)methanone 118 C4H3C102 035718-08-2 1

5 Acetyl chloride 78 C2H3Cl0 000075-36-5 1

Abundance Scan 390 (2.294 min): VV033347.D\data.ms (-388) (-) m/z 44.00 100.00%

44.0
9000
8000 2.00 2.20 2.40 2.60

\‘\\H‘ H\‘HH‘\\H‘H\\‘\H\‘\H\‘HH‘\\H’\H\‘\\H‘H\\‘HH‘\ m/z 62.76 75.5400
m/z--> 20 40 60 80 100120140160 180200 220240260

Abundance #166692: Acetamide, N-[4-(4-nitrobenzylidenamino)-3-fur
43.0

5000 SRR
2.00 2.20 2.40 2.60

85.0 116.0145,0 176.0204.0233.0 275

m/z--> 20 40 60 80 100120140160180200 220240260

Abundance #12513: 2-Propanone, 1,1-dichloro-
43.0
5000
| L 830 1260
T T P T T T T
mlz--> 20 40 60 80 100120140160 180200220 240260
Abundance #12508: 2-Propanone, 1,1-dichloro-
43.0
5000
83.0 126.0

m/z--> 20 40 60 80 100120140160 180200220 240260
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 unknown-03 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
2.333  23.23 ug/L 118 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyne, fluoro- 44 C2HF 002713-09-9 2
2 Acetaldehyde 44 C2H40 000075-07-0 2
3 Acetonitrile-d3 44 C2D3N 002206-26-0 2
4 Ethylene oxide 44 C2H40 000075-21-8 2
5 Nitrous oxide 44 N20 010024-97-2 2
Abundance Scan 402 (2.333 min): VV033347.D\data.ms (-399) (-) m/z 43.80 100.00%
10050
2.00 2.20 2.40 2.60
43.8
10000\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #87: Ethyne, fluoro-
44.0
5000
31.0
25.0 ‘
13.0
\\‘\\\\‘\‘\1\‘\\]-\9\-‘0\\\11\\\\‘\\\\‘\\\\‘\\!i\\\\‘\\\\
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #80: Acetaldehyde
29.0
44.0
5000
15.0
“_“w“:hl‘u“%4w‘u ‘H“_“‘M!‘i“‘w“u
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #78: Acetonitrile-d3
44.0
5000
38.
18.0 24.0 300 | % L
e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown-04 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.452 302.56 ug/L 1537 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Aminoisoxazole 84 C3H4N20 001750-42-1 4
2 Azetidine, 1-nitroso- 86 C3H6EN20 015216-10-1 4
3 Formamide, N-(cyanomethyl)- 84 C3H4AN20 005018-27-9 4
4 3-Butenoic acid 86 C4H602 000625-38-7 4
5 3-Amino-s-triazole 84 C2H4AN4 000061-82-5 2
Abundance Scan 439 (2.452 min): VV033347.D\data.ms (-432) (-) m/z 83.80 100.00%
83.8
8000
48.9
6000
H e
2.20 2.40 2.60 2.80
39.8 o
H\‘\H\‘HH‘HH‘H\\‘HH‘\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘\H‘HH‘HH‘\ m/z 85.99 83.580
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1512: 3-Aminoisoxazole
84.0
55.0
5000 L B B I LN L
40.0 2.20 2.40 2.60 2.80
m/z 48.990  69.85%
29.0 H
H\‘\\\\‘\1\1‘\\\\‘\\1!‘\\\!\H\‘HH‘!}H‘H\\‘6\§.\(‘)\\H‘HH‘H}‘HH‘HH‘\
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1806: Azetidine, 1-nitroso-
30.0
A e
2.20 2.40 2.60 2.80
5000 41.0 86.0 m/z 43.80 57.61%
55 O
‘ ‘ 69.0
\\‘1‘\\“\\‘\\\\\\
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1517: Formamide, N-(cyanomethyl)- —H
29.0 2.20 2.40 2.60 2.80
m/z 39.80 41.19%
84.0
5000 58.0
40.0
m_uwu‘wuﬂdwhm‘H_thuwuwhwuuwuwuwuuwuw
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 unknown-@5 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.561 91.93 ug/L 467 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propyl nitrite 89 C3H7NO2 000543-67-9 3
2 2-Methoxy-N-methylethylamine 89 C4H11NO 038256-93-8 3
3 N-Hydroxymethylacetamide 89 C3H7NO2 000625-51-4 2
4 0-Methyl-N-methylcarbamate 89 C3H7NO02 006642-30-4 2
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 2
Abundance Scan 473 (2.561 min): VV033347.D\data.ms (-468) (-) m/z 88.90 100.00%
89.1
9000
8000
R mm A R
2.20 2.40 2.60 2.80
o0y m/z 89.10 100.00%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2423 Propyl nitrite
43.0
5000 L L L B LI BN B
2.20 2.40 2.60 2.80
89.0 m/z 58.90 68.34%
" 57‘-0 73.0
il i | L
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2492: 2-Methoxy-N-methylethylamine
44.0
 Rammas R
2.20 2.40 2.60 2.80
5000
28.0 89.0
O S - N O
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2442: N-Hydroxymethylacetamide
5000 71.0 89.0
0 ||
T R
m/z--> 10 20 30 40 50 60 70 80 90
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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-06 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
2.738 17.72 ug/L 90 1,4-Difluorobenzene 5.532

Hit# of 3 Tentative ID MW MolForm CASH# Qual
1 Allene 40 C3H4 000463-49-0 2
2 Argon 40 Ar 007440-37-1 2
3 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 1

Abundance Scan 528 (2.738 min): VV033347.D\data.ms (-526) (-) m/z 39.80 100.00%

10050
‘\\\\‘\\\\’\\\\ \\\‘
2.40 2.60 2.80 3.00
39.8
10000 by [ e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #52: Allene
40.0
5000
1%.0 20.0 2?.0 ‘
1l Hl | |
e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #51: Argon
40.0
5000
20.0
H‘HH’HH’\H\‘HH‘HH‘HH‘HH HH‘HH‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #214: Acetonitrile, hydroxy-
28.0
5000
400 56.0
H‘HH’HH’HH‘HH‘\ \‘\H\‘HH’\H\‘\H\‘HH‘HH‘HH‘HH
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 unknown-07 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.764  27.56 ug/L 140 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene oxide 44 C2H40 000075-21-8 2
2 Acetaldehyde 44 C2H40 000075-07-0 2
3 Acetaldehyde 44 C2H40 000075-07-0 2
4 Acetonitrile-d3 44 C2D3N 002206-26-0 2
5 Acetonitrile-d3 44 C2D3N 002206-26-0 2
Abundance Scan 536 (2.764 min): VV033347.D\data.ms (-535) (-) m/z 43.90 100.00%
43.9
9800
9600
Ay
9400 2.40 2.60 2.80 3.00
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\ m/z 39.89 93.5200
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #84: Ethylene oxide
29.0
44.0
15.0
5000
2.40 2.60 2.80 3.00
24.9
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #81: Acetaldehyde
29.0
44.0
5000
15.0
S | PN < % VY ST 1 |
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #80: Acetaldehyde
29.0
44.0
5000
15.0
‘W‘H‘_‘W‘M‘w‘%+ﬂlw‘H‘W‘H‘M!Hiu‘w‘u‘
m/z--> 5 10 15 20 25 30 35 40 45 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 unknown-08 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
2.790 17.52 ug/L 89 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 2
2 Acetaldehyde 44 C2H40 000075-07-0 2
3 Acetonitrile-d3 44 C2D3N 002206-26-0 2
4 Acetonitrile-d3 44 C2D3N 002206-26-0 2
5 Nitrous oxide 44 N20 010024-97-2 2
Abundance Scan 544 (2.790 min): VV033347.D\data.ms (-543) (-) m/z 44.00 100.00%
39.9
9800
9600
2.40 2.60 2.80 3.00 3.20
9400
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #81: Acetaldehyde
29.0
44.0
5000
15.0
\\‘\\\\‘\\}L‘l\\\‘\\z\e-iq\}}‘\\\\‘\\\\‘1!\\i\\\\‘\\\\
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #80: Acetaldehyde
29.0
44.0
5000
15.0
S X S ) 01 P
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #79: Acetonitrile-d3
44.0
5000
190 28.0 38.0
T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknown-09 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
3.008 18.70 ug/L 95 1,4-Difluorobenzene 5.532

Hit# of 3 Tentative ID MW MolForm CASH# Qual

1 Allene 40 C3H4 000463-49-0 2
2 Argon 40 Ar 007440-37-1 2
3 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 1
Abundance Scan 612 (3.008 min): VV033347.D\data.ms (-609) (-) m/z 39.80 100.00%
10050
‘\\\\‘\\\\\\\\‘\\\\‘\\
2.60 2.80 3.00 3.20 3.40
39.8
10000 by [ e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #52: Allene
40.0
5000
1%.0 20.0 2?.0 ‘
1l Hl | |
e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #51: Argon
40.0
5000
20.0
H‘HH’HH’\H\‘HH‘HH‘HH‘HH HH‘HH‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #214: Acetonitrile, hydroxy-
28.0
5000
400 56.0
H‘HH’HH’HH‘HH‘\ \‘\H\‘HH’\H\‘\H\‘HH‘HH‘HH‘HH
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 unknown-10 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.040  24.41 ug/L 124 1,4-Difluorobenzene 5.532

Hit# of 3 Tentative ID MW MolForm CASH# Qual
1 Allene 40 C3H4 000463-49-0 2
2 Argon 40 Ar 007440-37-1 2
3 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 1

Abundance Scan 622 (3.040 min): VV033347.D\data.ms (-619) (-) m/z 39.80 100.00%

10050
\\\\‘\\\\\\\\‘\\\\‘\\\
2.80 3.00 3.20 3.40
39.8
10000 by [ e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #52: Allene
40.0
5000
1%.0 20.0 2?.0 ‘
1l Hl | |
e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #51: Argon
40.0
5000
20.0
H‘HH’HH’\H\‘HH‘HH‘HH‘HH HH‘HH‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #214: Acetonitrile, hydroxy-
28.0
5000
400 56.0
H‘HH’HH’HH‘HH‘\ \‘\H\‘HH’\H\‘\H\‘HH‘HH‘HH‘HH
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65

SFAMVLM120123WMA.M Mon Dec 18 04:32:30 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 unknown-11 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.134  23.62 ug/L 120 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethylene oxide 44 C2H40 000075-21-8 2

2 Acetaldehyde 44 C2H40 000075-07-0 2

3 Acetaldehyde 44 C2H40 000075-07-0 2

4 Acetonitrile-d3 44 C2D3N 002206-26-0 2
6-0 2

5 Acetonitrile-d3 44 C2D3N 002206-2

Abundance Scan 651 (3.134 min): VV033347.D\data.ms (-650) (-) m/z 43.70 100.00%
43.7

9800
9600

280300320340
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ mz 39 76 94.6900

m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #84: Ethylene oxide
29.0
44.0
15.0
5000
2.80 3.00 3.20 3.40
\\‘\\\\‘\\1\‘1\\\‘\\2\4\‘911
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #81: Acetaldehyde
29.0
44.0
5000
15.0
S | PN < % VY ST 1 |
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #80: Acetaldehyde
29.0
44.0
5000
15.0
H‘mwm‘wluwuuﬂu R 1!‘@””‘””
m/z--> 5 10 15 20 25 30 35 40 45 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33347.D

Acqg On : 14 Dec 2023 19:50

Operator : SY/MD

Sample : 05794-14

Misc : 5.12g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 unknown-12 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.195 23.43 ug/L 119 1,4-Difluorobenzene 5.532

Hit# of 3 Tentative ID MW MolForm CASH# Qual

1 Allene 40 C3H4 000463-49-0 2
2 Argon 40 Ar 007440-37-1 2
3 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 1
Abundance Scan 670 (3.195 min): VV033347.D\data.ms (-668) (-)
10050
39.9
10000 by [ e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #52: Allene
40.0
5000
1%.0 20.0 2‘6‘.0 ‘
1l Hl | |
e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #51: Argon
40.0
5000
20.0
H‘HH’HH’\H\‘HH‘HH‘HH‘HH H\\‘\H\‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #214: Acetonitrile, hydroxy-
28.0
5000
400 56.0
H‘HH’HH’HH‘HH‘\ \‘HH‘HH’HH‘HH‘HH‘HH‘HH‘HH
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65




