LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33361.D

Acqg On : 15 Dec 2023 01:38
Operator : SY/MD

Sample : 05802-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 40 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: VVve@33361.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.002 296 299 302 rBB2 333 211 0.03% 0.008%
2 2.240 361 373 386 rBB3 4710 8656 1.28% 0.343%
3  2.298 389 391 394 rBB 166 107 0.02% ©0.004%
4 2.368 411 413 417 rBB 152 128 0.02% 0.005%
5 2.449 434 438 445 rBB3 623 690 0.10% 0.027%
6 2.520 457 460 464 rBB 137 117 0.02% 0.005%
7 2.552 465 470 483 rBV2 1523 2656 0.39% 0.105%
8 2.950 592 594 597 rBB 125 89 0.01% 0.004%
9 3.095 636 639 642 rBB 258 188 0.03% 0.007%
10 3.121 645 647 649 rBB 253 112 0.02% 0.004%
11 3.577 784 789 791 rBB 163 157 0.02% 0.006%
12 3.783 844 853 878 rBV2 32609 87096 12.85% 3.448%
13 4.121 955 958 959 rBvV 205 110 0.02% 0.004%
14 4.153 966 968 970 rBB 259 142 0.02% 0.006%
15 4.191 976 980 981 rBV 259 199 ©0.03% 0.008%
16  4.455 1059 1062 1063 rBV 414 262 0.04% 0.010%
17 4.568 1094 1097 1102 rBB2 331 292 0.04% 0.012%
18 4.597 1103 1106 1109 rBB 143 115 ©0.02% 0.005%
19 4.616 1110 1112 1116 rBB 236 135 0.02% 0.005%
20 4.693 1133 1136 1138 rBB 267 149 0.02% 0.006%
21  4.748 1148 1153 1158 rBB 172 213 0.03% 0.008%
22 4.957 1201 1218 1246 rBV2 256228 678003 100.00% 26.842%
23 5.359 1340 1343 1348 rBV2 273 263 0.04% 0.010%
24 5.484 1378 1382 1383 rBV 118 105 ©0.02% 0.004%
25 6.188 1599 1601 1602 rBV 323 138 ©0.02% 0.005%
26 6.262 1621 1624 1627 rBB 147 97 0.01% 0.004%
27 6.391 1662 1664 1667 rBV 208 128 ©0.02% 0.005%
28 6.471 1687 1689 1692 rBV 240 160 ©0.02% 0.006%
29 6.632 1737 1739 1742 rBB 152 102 0.02% 0.004%
30 6.706 1760 1762 1764 rBV 116 84 0.01% 0.003%
31 6.912 1816 1826 1846 rBV 80437 151466 22.34% 5.996%
32 7.137 1894 1896 1899 rBB 160 102 0.02% 0.004%
33 7.172 1905 1907 1909 rBV 355 212 0.03% 0.008%
34 7.555 2017 2026 2043 rBV 61056 108989 16.08%  4.315%
35 7.780 2091 2096 2098 rBB 166 157 ©0.02% 0.006%

36 8.024 2163 2172 2199 rBV 119349 228408 33.69%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33361.D

Acqg On : 15 Dec 2023 01:38
Operator : SY/MD

Sample : 05802-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 40 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 8.323 2264 2265 2267 rBV 226 108 0.02% 0.004%
38 8.342 2270 2271 2275 rBB 366 182 0.03% 0.007%
39 8.391 2284 2286 2288 rBB 244 128 0.02% 0.005%
40 8.420 2291 2295 2298 rBB 158 161 0.02% 0.006%
41  8.529 2327 2329 2332 rBB 256 138 0.02% 0.005%
42 8.545 2332 2334 2336 rBV 130 95 0.01% 0.004%
43  8.658 2367 2369 2372 rBB 144 97 0.01% 0.004%
44  8.786 2397 2409 2432 rBV 340697 563630 83.13% 22.314%
45 9.008 2476 2478 2483 rBB 249 161 ©0.02% 0.006%
46 9.056 2488 2493 2496 rBvV 272 248 0.04% 0.010%
47  9.201 2536 2538 2541 rBB 131 92 0.01% 0.004%
48 9.246 2549 2552 2555 rBB2 281 176 0.03% 0.007%
49 9.294 2566 2567 2570 rBV 202 107 0.02% 0.004%
50 9.484 2624 2626 2627 rBV 352 128 0.02% 0.005%
51 9.522 2635 2638 2642 rBvV3 249 205 0.03% 0.008%
52 9.616 2665 2667 2670 rBB 141 96 0.01% 0.004%
53 9.645 2674 2676 2679 rBB 137 93 0.01% 0.004%
54 9.786 2718 2720 2723 rBB 141 95 0.01% 0.004%
55 9.873 2744 2747 2750 rBB 250 182 ©0.03% 0.007%
56 9.969 2772 2777 2783 rBB3 570 659 0.10% 0.026%
57 10.114 2820 2822 2823 rBV 238 91 0.01% 0.004%
58 10.233 2857 2859 2864 rBB 454 270 0.04% 0.011%
59 10.326 2878 2888 2902 rBB2 26543 43042 6.35% 1.704%
60 10.391 2905 2908 2909 rBB 385 157 0.02% 0.006%
61 10.410 2910 2914 2916 rBV 163 134 0.02% 0.005%
62 10.674 2994 2996 2998 rBB 204 83 0.01% 0.003%
63 10.699 3003 3004 3007 rBB 245 113 0.02% 0.004%
64 10.722 3008 3011 3013 rBB 280 134 0.02% ©0.005%
65 10.760 3021 3023 3026 rBB 236 136 0.02% 0.005%
66 10.860 3050 3054 3060 rBV3 483 528 0.08% 0.021%
67 10.928 3070 3075 3078 rBB2 294 266 0.04% 0.011%
68 11.185 3144 3155 3180 rBV ~ 399359 626294 92.37% 24.795%
69 11.442 3232 3235 3237 rBB 170 112 0.02% 0.004%
70 11.510 3252 3256 3257 rBV 370 209 0.03% ©0.008%
71 11.780 3338 3340 3341 rBV 344 154 0.02% ©0.006%
72 12.005 3408 3410 3412 rBV 141 98 0.01% 0.004%
73 12.079 3431 3433 3437 rBB 248 167 0.02% 0.007%
74 12.137 3448 3451 3454 rBV 179 169 0.02% 0.007%
75 12.198 3459 3470 3480 rBB2 7861 11614 1.71% 0.460%
76 12.265 3489 3491 3494 rBV 127 109 0.02% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33361.D

Acqg On : 15 Dec 2023 01:38
Operator : SY/MD

Sample : 05802-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 40 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 12.413 3533 3537 3539 rBB 269 155 ©0.02% 0.006%
78 12.439 3543 3545 3546 rBV 215 108 ©0.02% 0.004%
79 12.574 3583 3587 3591 rBB 180 184 0.03% 0.007%
80 12.735 3635 3637 3641 rBB2 284 221 0.03% 0.009%
81 12.760 3642 3645 3647 rBB 141 95 0.01% 0.004%
82 12.812 3659 3661 3662 rBV 163 87 0.01% 0.003%
83 12.889 3683 3685 3689 rBV 224 163 0.02% 0.006%
84 12.998 3717 3719 3721 rBV 142 94 0.01% 0.004%
85 13.085 3743 3746 3748 rBV 256 162 0.02% 0.006%
86 13.120 3754 3757 3758 rBB 215 89 0.01% 0.004%
87 13.146 3761 3765 3769 rBB2 452 459 0.07% 0.018%
88 13.204 3780 3783 3786 rBV3 463 344 0.05% 0.014%
89 13.233 3790 3792 3794 rBB3 334 132 0.02% 0.005%
90 13.272 3801 3804 3808 rBB 225 186 ©0.03% 0.007%
91 13.400 3840 3844 3847 rBV 350 305 0.04% 0.012%
92 13.464 3857 3864 3870 rBV 471 714 0.11% 0.028%
93 13.535 3884 3886 3887 rBV 245 117 0.02% 0.005%
94 13.628 3913 3915 3916 rBV 240 99 0.01% 0.004%
95 13.693 3932 3935 3936 rBB 212 88 0.01% 0.003%
96 13.780 3961 3962 3966 rBB 304 168 0.02% 0.007%
97 13.956 4011 4017 4019 rBV 543 377 0.06% 0.015%
98 14.037 4037 4042 4046 rBB 183 225 0.03% 0.009%
99 14.153 4075 4078 4080 rBV 443 275 0.04% 0.011%
100 14.191 4087 4090 4091 rBV2 322 191 0.03% 0.008%
Sum of corrected areas: 2525928
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\

: VVe33361.D

: 15 Dec 2023 01:38

: SY/MD

: 05802-04

: 5.0mL/MSVOA_V/WATER

: 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

400000

350000

300000

250000

200000

150000

100000

50000

O,

Time-->
Abundance

400000

350000

300000

250000

200000

150000

100000

50000

TIC: VV033361.D\data.ms

4.957

2.958008] 3.577 6.688628947 1

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
TIC: VV033361.D\data.ms

11.185

8.786

8.024

0+

Time-->
Abundance

400000

350000

300000

250000

200000

150000

100000

50000

o

10.326

9DOBEIEP26 LA BAX/EH EBEY. 960, zmﬁ:m:o (IEEERG AP 8 Ln;AaLLszg(ﬁ
e e e T T e e
9.00 9.50 10.00 10.50 11.00 11.50 12.00

TIC: VV033361.D\data.ms

Time-->

EER B 33 G195ER7 531 B
T T T T T T [ T T T T [T

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33361.D

Acqg On : 15 Dec 2023 01:38
Operator : SY/MD

Sample : 05802-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 40 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 8
R.T. EstConc Area Relative to ISTD R.T.
2.002 100.48 ug/L 211 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 3
2 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 3
3 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 3
4 Ethene, 1,2-difluoro- 64 C2H2F2 001691-13-0 3
5 Ethyne, fluoro- 44 C2HF 002713-09-9 2
Abundance Scan 299 (2.002 min): VV033361.D\data.ms (-296) (-) m/z 44.10 100.00%
44.1
9800
9600
9400 1.60 1.80 2.00 2.20 2.40
63.7 o
\\‘\\\\‘\\\\‘\\\\’\\H‘HH‘HH‘HH‘\H ‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘H m/z 39.89 96.524
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #405: Ethene, 1,1-difluoro-
64.0
45.0
1.60 1.80 2.00 2.20 2.40
14.0 m/z 63.70  93.04%
25.0
\\‘\\\\‘\11!‘\\H’\\\1}1\\\‘\}\\‘\H\‘\\}\‘\\\5\%.\\0\‘\\\\‘\\! iHH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #403: Ethene, 1,1-difluoro-
64.0
450 1.60 1.80 2.00 2.20 2.40
5000 31.0
14.0
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #406: Ethene, 1,1-difluoro-
64.0
5000
45.0
31.0
] H 39.0 \‘ 51.0570 |
R e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33361.D

Acqg On : 15 Dec 2023 01:38
Operator : SY/MD

Sample : 05802-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 40 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 3
R.T. EstConc Area Relative to ISTD R.T.
2.449 328.57 ug/L 690 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl[1,3,4]oxadiazole 84 C3H4N20 003451-51-2 2
2 3-Aminoisoxazole 84 C3H4N20 001750-42-1 2
3 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 2

4 3-Amino-s-triazole 84 C2H4AN4 000061-82-5 2
5 4H-1,2,4-Triazol-4-amine 84 C2H4N4 000584-13-4 2

Abundance Scan 438 (2.449 min): VV033361.D\data.ms (-434) (-) m/z 83.80 100.00%

3.8
9000 48.8
8000
H e
7000 2.20 2.40 2.60 2.80

HH‘HH‘\\H‘H\\‘HH‘\\H‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\H‘HH‘HH‘ m/z 48.86 88.52%
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

Abundance #1516: 2-Methyl[1,3,4]oxadiazole
84.0
43.0 [\
5000 LI L L L L L L LI I B
21.0 2.20 2.40 2.60 2.80
55.0
‘69.0 }HH‘HH‘
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1512: 3-Aminoisoxazole
84.0
55.0
5000
40.0
29.0
,68'0 S
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1598: 2-Butenal, 3-methyl-
84.0
55.0
41.0
5000 29.0
‘ ‘ 69.0
SRS 1 S| N PUSETS N S |
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33361.D

Acqg On : 15 Dec 2023 01:38
Operator : SY/MD

Sample : 05802-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 40 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 2
R.T. EstConc Area Relative to ISTD R.T.
2.552 1264.76 ug/L 2656 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylamine 59 C3HSN 000107-10-8 3
2 Propylamine 59 C3HOSN 000107-10-8 3
3 Propylamine 59 C3HSN 000107-10-8 3
4 Propylamine 59 C3HSN 000107-10-8 3
5 1-Propanamine, 3-methoxy- 89 C4H11NO 005332-73-0 3
Abundance Scan 470 (2.552 min): VV033361.D\data.ms (-465) (-) m/z 59.00 100.00%
59.0
5000 88.9 ﬂ
o RRRAEEAT
40.8 2.20 2.40 2.60 2.80
\\\‘\\\\‘\\\\‘\\\\“\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\ m/z 88.99 47.32%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #285: Propylamine
30.0
5000 L L N B L B
2.20 2.40 2.60 2.80
50.0 m/z 40.80 25.77%
70l 40 s10
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #284: Propylamine
30.0
o RREAREAT
2.20 2.40 2.60 2.80
5000 ITI/Z 43.70 21.41%
180 | 410 59.0
-ttt
mfz--> 10 20 30 40 50 60 70 80 90
Abundance #283: Propylamine
30.0 2.20 2.40 2.60 2.80
m/z 43.00 20.00%
5000
59.0
B A N D N B £ OO
m/z--> 10 20 30 40 50 60 70 80 90 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@33361.D

Acqg On : 15 Dec 2023 01:38
Operator : SY/MD

Sample : 05802-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 40 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 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 unknown-04 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.005 89.50 ug/l 188  1,4-Difluorobenzene 5.535
Hit# of 1 Tentative ID MW MolForm CASH# Qual

1 Allene 40 C3H4 000463-49-0 5

Abundance Scan 639 (3.095 min): VV033361.D\data.ms (-636) (-) m/z 40.10 100.00%
40.1
9500

9000 2.80 3.00 3.20 3.40
m/z 39.60 72.00%

8500

8000

2.80 3.00 3.20 3.40
7500

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #52: Allene
40.0

9000
8000
7000
6000
5000
4000
3000
2000

12‘.0 20.0 26.0
|

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@33361.D

Acqg On : 15 Dec 2023 01:38
Operator : SY/MD

Sample : 05802-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 40 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 9
R.T. EstConc Area Relative to ISTD R.T.
4.191 94.76 ug/L 199 1,4-Difluorobenzene 5.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, methyl- 46 CH6N2 000060-34-4 3
2 Hydrazine, methyl- 46 CH6N2 000060-34-4 3
3 Hydrazine, methyl- 46 CH6N2 000060-34-4 3

4 Hydrazine, methyl- 46 CH6N2 000060-34-4 3
5 Formic acid 46 CH202 000064-18-6 3

Abundance Scan 980 (4.191 min): VV033361.D\data.ms (-976) (-) m/z 46.10 100.00%

46.1
9000
3.80 4.00 4.20 4.40 4.60
8000 : : . : :
e e e M/Z 40,00 78.08%
m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #118: Hydrazine, methyl-
48.0
28.0
5000 3.80 4.00 4.20 4.40 4.60
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1!1\\\\‘\\\\‘\}1\‘\\\’\\\\‘\
miz--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #117: Hydrazine, methyl-
28.0
46.0
5000 15.0

4l.d

M 22.0
5 20 25 30 35 40 45 50 655

i | ‘
T e e
m/z--> 5 10 1
Abundance #116: Hydrazine, methyl-
28.0
46.0
5000
“““ ,
m/z--> 5 10 15 20 25 30 35 40 45 50 55
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33361.D

Acqg On : 15 Dec 2023 01:38

Operator : SY/MD

Sample : 05802-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

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 6

R.T. EstConc Area Relative to ISTD R.T.
4.455 124.76 ug/L 262 1,4-Difluorobenzene 5.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N-(cyanomethyl)- 84 C3H4N20 005018-27-9 4
2 3-Amino-s-triazole 84 C2H4N4 000061-82-5 2
3 2,3,4,5-Tetrahydropyridazine 84 CAH8N2 000694-06-4 2
4 4-Pentenal 84 C5H80 002100-17-6 1
5 2-Methyl-3-vinyl-oxirane 84 C5H80 006790-37-0 1
Abundance Scan 1062 (4.455 min): VV033361.D\data.ms (-1059) (-) m/z 83.80 100.00%
83.8
8000
6000 0.8 4.20 4.40 4.60 4.80
\\\‘\\\\‘\\\\‘\\\\“'\\\\’\\\\‘\\\\‘\\\\‘\\\‘\\ m/z 39.89 52.71%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1517: Formamide, N-(cyanomethyl)-
29.0
84.0
5000 58.0
4.20 4.40 4.60 4.80
40.0 m/z 78.70 51.23%
\\\‘\\\\‘\\\\1\\1“!‘\‘“\\’\‘\!‘\“\\\.\‘\\\\‘\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1496: 3-Amino-s-triazole
84.0
4.20 4.40 4.60 4.80
5000
28.0 57.0
43.0
S 2 ) S A A
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1534: 2,3,4,5-Tetrahydropyridazine
28.0 84.0
5000 55.0
41.0
‘ M 69.0 ‘
SR N N
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@33361.D

Acqg On : 15 Dec 2023 01:38

Operator : SY/MD

Sample : 05802-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

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 4

R.T. EstConc Area Relative to ISTD R.T.
4,568 139.05 ug/L 292  1,4-Difluorobenzene 5.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3,4,5-Tetrahydropyridazine 84 C4H8N2 000694-06-4 2
2 3-Amino-s-triazole 84 C2H4N4 000061-82-5 2
3 Formamide, N-(cyanomethyl)- 84 C3H4AN20 005018-27-9 2
4 4-Pentenal 84 C5H80 002100-17-6 1
5 2-Methyl-3-vinyl-oxirane 84 C5H80 006790-37-0 1
Abundance Scan 1097 (4.568 min): VV033361.D\data.ms (-1094) (-) m/z 83.80 100.00%
83.8
9950
9900 4.20 4.40 4.60 4.80
e b m/z 40.00  98.80%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1534: 2,3,4,5-Tetrahydropyridazine
28.0 84.0
5000 55.0 4.20 4.40 4.60 4.80
41.0
=]
\\\‘\\\\‘\\!\‘\\\\“\‘\\\’\1\‘\‘\\\\“\\\\‘\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1496: 3-Amino-s-triazole
84.0
5000
28.0 57.0
43.0
S 2 ) S A A
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1517: Formamide, N-(cyanomethyl)-
29.0
84.0
5000 55.0
40.0
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@33361.D

Acqg On : 15 Dec 2023 01:38
Operator : SY/MD

Sample : 05802-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 40 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 7
R.T. EstConc Area Relative to ISTD R.T.
4,748 101.43 ug/L 213  1,4-Difluorobenzene 5.535
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 1153 (4.748 min): VV033361.D\data.ms (-1148) (-) m/z 40.00 100.00%

10050
4.40 4.60 4.80 5.00
40.0
10000 Fr e T T e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #52: Allene
40.0
5000
1%.0 20.02ﬁ.0
1l Il | |
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‘\\H‘HH \H\‘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
~40.0 56.0
H‘HH’HH’HH‘HH‘\ \‘HH‘HH’HH‘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@33361.D

Acqg On : 15 Dec 2023 01:38

Operator : SY/MD

Sample : 05802-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

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 5

R.T. EstConc Area Relative to ISTD R.T.
5.359 125.24 ug/L 263 1,4-Difluorobenzene 5.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3,4,5-Tetrahydropyridazine 84 C4H8N2 000694-06-4 2
2 3-Amino-s-triazole 84 C2H4N4 000061-82-5 2
3 Formamide, N-(cyanomethyl)- 84 C3H4AN20 005018-27-9 2
4 4-Pentenal 84 C5H80 002100-17-6 1
5 2-Methyl-3-vinyl-oxirane 84 C5H80 006790-37-0 1
Abundance Scan 1343 (5.359 min): VV033361.D\data.ms (-1340) (-) m/z 84.00 100.00%
84.0
9000
N A BEREREEEEE R
5.00 5.20 5.40 5.60
8000 39.9
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1534: 2,3,4,5-Tetrahydropyridazine
28.0 84.0
5000 550
41.0
=]
\\\‘\\\\‘\\!\‘\\\\“\‘\\\’\1\‘\‘\\\\“\\\\‘\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1496: 3-Amino-s-triazole
84.0
5000
28.0 57.0
43.0
S 2 ) S A A
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1517: Formamide, N-(cyanomethyl)-
29.0
84.0
5000 55.0
40.0
m/z--> 10 20 30 40 50 60 70 80 90
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121423\
Data File : VV@33361.D

Acqg On : 15 Dec 2023 01:38
Operator : SY/MD

Sample : 05802-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 40 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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 2.002 100.5 ug/L 211 1 5.535 105 50.0
unknown-02 2.449 328.6 ug/L 690 1 5.535 105 50.0
unknown-03 2.552 1264.8 ug/L 2656 1 5.535 105 50.0
unknown-04 3.095 89.5 ug/L 188 1 5.535 105 50.0
unknown-05 4.191 94.8 ug/L 199 1 5.535 105 50.0
unknown-06 4.455 124.8 ug/L 262 1 5.535 105 50.0
unknown-07 4.568 139.1 ug/L 292 1 5.535 105 50.0
unknown-08 4.748 101.4 ug/L 213 1 5.535 105 50.0
unknown-09 5.359 125.2 ug/L 263 1 5.535 105 50.0
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