LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42322\
Data File : VU@48253.D

Acqg On : 23 Apr 2022 18:01
Operator : SY/MD

Sample : N2488-12

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 43 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@48253.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.472 34 41 51 rBV 161534 160878 14.54% 1.639%
2 1.600 73 81 99 rvVB 128984 165507 14.96% 1.686%
3 1.899 168 174 197 rVB 97981 145614 13.16% 1.483%
4 2.488 354 357 360 rBvV3 424 231 0.02% 0.002%
5 2.565 368 381 395 rBV 226277 373729 33.77% 3.807%
6 2.636 395 403 408 rVw 22113 34668 3.13% 0.353%
7 2.684 409 418 438 rVB 228489 401588 36.29% 4.091%
8 2.951 4990 501 520 rBV 78348 148698 13.44%  1.515%
9 3.102 547 548 555 rVB2 326 256 0.02% 0.003%
106 3.186 562 574 585 rBV 5681 13183 1.19% 0.134%
11  3.353 623 626 629 rVB2 367 273  0.02% 0.003%
12 3.597 699 702 706 rVvvV3 285 286 0.03% 0.003%
13 3.616 706 708 714 rVB2 359 299 0.03% 0.003%
14 3.719 736 740 742 rVB2 290 209 0.02% 0.002%
15 4.009 823 830 834 rBv2 303 394 0.04% 0.004%
16 4.063 841 847 852 rVB2 206 251 0.02% ©0.003%
17 4.169 875 880 883 rBV2 312 316 ©0.03% 0.003%
18 4.427 957 960 963 rBV2 285 215 0.02% 0.002%
19 4.452 963 968 971 rBV 278 285 0.03% 0.003%
20  4.562 998 1002 1004 rBV3 514 456 0.04% 0.005%
21  4.629 1009 1023 1043 rBV 109611 294366 26.60%  2.999%
22 5.063 1141 1158 1186 rvV 191969 424987 38.41% 4.329%
23 5.160 1186 1188 1189 rVVv2 598 3106 0.03% 0.003%
24  5.202 1190 1201 1225 rVV2 20353 45991 4.16% ©0.468%
25 5.292 1227 1229 1241 rVB4 1024 1327 0.12% 0.014%
26 5.382 1255 1257 1260 rBV2 289 236 0.02% 0.002%
27 5.626 1326 1333 1336 rBV2 208 213  0.02% 0.002%
28 5.726 1341 1364 1397 rBV2 414840 1106590 100.00% 11.272%
29 5.970 1431 1440 1443 rBvV3 1115 1289 0.12% 0.013%
30 6.250 1512 1527 1550 rW 371564 707870 63.97% 7.211%
31 6.394 1563 1572 1586 rVvB4 8058 16004 1.45% 0.163%
32 6.526 1607 1613 1616 rBV4 846 1087 0.10% 0.011%
33  6.562 1621 1624 1625 rBvV2 856 500 0.05% 0.005%
34 6.690 1650 1664 1681 rBV 253415 498618 45.06% 5.079%
35 6.777 1684 1691 1709 rvVvB2 8173 18762 1.70% 0.191%
36 6.880 1718 1723 1724 rBV2 965 750 0.07% ©0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42322\
Data File : VU@48253.D

Acqg On : 23 Apr 2022 18:01
Operator : SY/MD

Sample : N2488-12

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 43 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 7.153 1802 1808 1809 rvv2 559 498 0.05% 0.005%
38 7.189 1809 1819 1835 rVB7 4465 9049 0.82% 0.092%
39 7.288 1842 1850 1853 rBV3 379 404 0.04% 0.004%
40 7.359 1867 1872 1875 rBvV2 262 249 0.02% 0.003%
41  7.398 1878 1884 1888 rVB2 186 217 0.02% 0.002%
42 7.504 1914 1917 1921 rBV2 290 268 0.02% 0.003%
43 7.568 1921 1937 1958 rBV 112567 202459 18.30% 2.062%
44  7.677 1960 1971 1986 rVB2 12990 24738  2.24%  0.252%
45  7.758 1993 1996 2001 rBV3 335 267 0.02% 0.003%
46  7.803 2002 2010 2017 rVV6 1754 2859 0.26% 0.029%
47  7.899 2026 2040 2056 rBV 473146 829801 74.99%  8.453%
48  8.182 2114 2128 2144 rBV2 85087 146842 13.27%  1.496%
49 8.256 2147 2151 2155 rVvv4 436 376 0.03% 0.004%
50 8.388 2188 2192 2194 rBV2 316 267 0.02% ©0.003%
51 8.475 2217 2219 2226 rVB3 736 599 0.05% 0.006%
52 8.504 2226 2228 2231 rVB 412 258 0.02% 0.003%
53 8.555 2241 2244 2247 rBV3 377 257 0.02% 0.003%
54  8.639 2254 2270 2297 rBV2 356838 674054 60.91% 6.866%
55  8.957 2366 2369 2375 rvB3 521 528 0.05% 0.005%
56 9.031 2387 2392 2396 rBvV2 263 220 0.02% 0.002%
57 9.240 2450 2457 2461 rBvV2 242 345 0.03% 0.004%
58 9.417 2499 2512 2556 rBV 532764 918578 83.01% 9.357%
59 9.568 2556 2559 2562 rBV 258 225 0.02% 0.002%
60 9.693 2594 2598 2601 rVVv2 427 386 0.03% 0.004%
61 9.745 2608 2614 2617 rBV2 277 282 0.03% 0.003%
62 9.783 2617 2626 2631 rBV3 1753 2368 0.21% 0.024%
63 9.832 2638 2641 2645 rVB 290 235 0.02% 0.002%
64 9.999 2685 2693 2705 rVB4 2275 3483 0.31% 0.035%
65 10.108 2725 2727 2731 rVV2 335 237 0.02% 0.002%
66 10.243 2760 2769 2782 rBV3 3362 5473 0.49% 0.056%
67 10.484 2841 2844 2849 rVB3 376 365 0.03% 0.004%
68 10.520 2849 2855 2856 rBV 242 243  0.02% 0.002%
69 10.571 2863 2871 2878 rVV5 2200 3446 0.31% 0.035%
70 10.668 2896 2901 2909 rBV5 1361 2028 0.18% 0.021%
71 10.758 2917 2929 2951 rVB 407882 648390 58.59% 6.605%
72 10.889 2965 2970 2971 rBV3 933 729 0.07% 0.007%
73 10.992 2999 3002 3004 rBV2 369 293 0.03% 0.003%
74 11.118 3033 3041 3047 rBV4 1254 1718 0.16% ©.018%
75 11.227 3071 3075 3077 rBV2 282 274 0.02% ©0.003%
76 11.285 3091 3093 3098 rVB2 430 367 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42322\
Data File : VU@48253.D

Acqg On : 23 Apr 2022 18:01
Operator : SY/MD

Sample : N2488-12

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 43 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 11.471 3139 3151 3168 rBV2 20989 33889 3.06% 0.345%
78 11.581 3174 3185 3187 rBV2 2764 3274 0.30% 0.033%
79 11.696 3214 3221 3227 rVB5 1144 1625 0.15% 0.017%
80 11.748 3230 3237 3245 rVB4 2539 3706 ©0.33% 0.038%
81 11.812 3245 3257 3278 rBV 518484 846734 76.52%  8.625%
82 11.889 3278 3281 3284 rBV2 374 270 0.02% 0.003%
83 11.973 3303 3307 3310 rVB4 1224 835 0.08% 0.009%
84 12.012 3316 3319 3324 rBV4 562 545 0.05% 0.006%
85 12.069 3327 3337 3347 rVW4 3027 5350 0.48% 0.054%
86 12.108 3347 3349 3353 rWw 579 417 0.04% 0.004%
87 12.195 3360 3376 3397 rVV 460928 770050 69.59%  7.844%
88 12.333 3413 3419 3423 rBV3 501 519 0.05% 0.005%
89 12.384 3433 3435 3439 rBV3 343 302 0.03% 0.003%
90 12.478 3459 3464 3467 rBV4 691 562 0.05% 0.006%
91 12.622 3506 3509 3511 rBV2 401 253 0.02% ©0.003%
92 12.777 3547 3557 3568 rBV6 6297 10656 0.96% 0.109%
93 12.883 3585 3590 3592 rBV2 478 412 0.04% 0.004%
94 12.966 3612 3616 3621 rBV4 470 404 0.04% 0.004%
95 13.735 3850 3855 3861 rVB5 603 650 0.06% 0.007%
96 13.841 3879 3888 3899 rBvV2 22507 34338 3.10% 0.350%
97 14.330 4032 4040 4050 rVB3 9052 12910 1.17% 0.132%
98 14.860 4196 4205 4217 rBV 23340 38067 3.44% 0.388%
99 15.384 4366 4368 4370 rBV2 900 408 0.04% 0.004%
100 15.838 4505 4509 4513 rBV3 808 982 0.09% 0.010%
Sum of corrected areas: 9817069
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42322\
Data File : VU@48253.D

Acqg On : 23 Apr 2022 18:01
Operator : SY/MD

Sample : N2488-12

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 43 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

Abundance TIC: VU048253.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42322\
Data File : VU@48253.D

Acqg On : 23 Apr 2022 18:01
Operator : SY/MD

Sample : N2488-12

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 43 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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.472 11.36 ug/L 160878 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl nitrite 61 CH3NO2 000624-91-9 5
2 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
3 Cyanogen chloride 61 CCIN 000506-77-4 4

4 Cyanogen chloride 61 CCIN 000506-77-4 4
5 Trifluoroguanidine 113 CH2F3N3 037950-72-4 4

Abundance  Scan 41 (1.472 min): VU048253.D\data.ms (-34) (-) m/z 61.00 100.00%

61.0
5000 A
e
140 160 1.80
Bl e 20882340 7 60.00  68.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #367: Methyl nitrite
30.0
5000 L L
140 160 1.80
m/z 46.00 28.61%
\\‘\‘\H‘l\‘\\?]i‘"\(\)\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #358: o-Ethylhydroxylamine
o7
e
61.0 140 160 1.80
5000 ITI/Z 62.00 2.11%
\\‘\‘\ \\\“H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #365: Cyanogen chloride |
61.0 140 160 1.80
m/z 45.00 1.99%
5000
35.0
[ . ‘/\‘/’\‘/U‘/’\ Ja

m/z--> 20 40 60 80 100 120 140 160 180 200 220 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vvue42322\
Data File : VU@48253.D

Acqg On : 23 Apr 2022 18:01

Operator : SY/MD

Sample : N2488-12

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 43 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 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 2 Dimethyl sulfide Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.684  28.37 ug/L 401588 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl sulfide 62 C2H6S 000075-18-3 94
2 Dimethyl sulfide 62 C2H6S 000075-18-3 91
3 Dimethyl sulfide 62 C2H6S 000075-18-3 91
4 Dimethyl sulfide 62 C2H6S 000075-18-3 91
5 Dimethyl sulfide 62 C2H6S 000075-18-3 90
Abundance Scan 418 (2.684 min): VU048253.D\data.ms (-409) (-) m/z 62.00 100.00%

62.0
5000

2.40 2.60 2.80 3.00

o il e e 20nG | m/z 46,95 83.57%
miz--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #390: Dimethyl sulfide
62.0
5000 LN L B B B R
350 2.40 2.60 2.80 3.00
m/z 44.95  45.23%

\‘\]-\2\1\()‘\‘\1\“\U\\’w\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #393: Dimethyl sulfide
47.0

2502%0250350
5000 m/z 46.00 35.54%
W‘”‘WL”W””w“‘W”‘W‘”‘W‘”W‘”\”‘W‘”W‘”‘ AJ\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #392: Dimethyl sulfide R RRRRE AR RS
47.0 2.40 2.60 2.80 3.00

m/z 61.00  34.24%

5000
15.0
\“ ‘ (| TN

m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42322\
Data File : VU@48253.D

Acqg On : 23 Apr 2022 18:01
Operator : SY/MD

Sample : N2488-12

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 43 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 Methyl propionate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.202 3.25 ug/L 45991 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl propionate 88 C4H802 000554-12-1 90
2 Methyl propionate 88 C4H802 000554-12-1 90
3 Methyl propionate 88 C4H802 000554-12-1 90
4 Methyl propionate 88 C4H802 000554-12-1 83
5 Methyl propionate 88 C4H802 000554-12-1 64
Abundance Scan 1201 (5.202 min): VU048253.D\data.ms (-1190) (-) m/z 56.95 100.00%
57.0
5000 88.0
T
44.9 4.80 5.00 5.20 5.40 5.60
\\\’\\\\‘\\\\‘\\\\“\\‘\\‘\\u}‘\\\\‘\\\\‘\\\‘\‘\\\\ m/z 88.09 38.7400
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2284: Methyl propionate
57.0
29.0
5000 B R RN
88.0 4.80 5.00 5.20 5.40 5.60
15.0 m/Z 59.00 36.86%
\\\’\\\\‘\\1‘!“\\\\‘\4§\.(\)‘\\w}‘\\\\‘\.\\\‘\\\‘\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2283: Methyl propionate
57.0
wA‘\\\\‘\\\\‘\\A\\‘\\\\‘\\/
29.0 4.80 5.00 5.20 5.40 5.60
5000 ITI/Z 55.00 5.79%
88.0
15.0
. 450 |
R a  aa
m/z--> 10 20 30 40 50 60 70 80 90 h‘
Abundance #2285: Methyl propionate T
57.0 4.80 5.00 5.20 5.40 5.60
29.0 m/z 44.90  5.50%
5000
88.0
15.0
S S| NN ﬂ‘ﬂﬂ‘h“
m/z--> 10 20 30 40 50 60 70 80 90 4.80 5.00 5.20 5.40 5.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42322\
Data File : VU@48253.D

Acqg On : 23 Apr 2022 18:01
Operator : SY/MD

Sample : N2488-12

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 43 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|
unknown-01 1.472 11.4 ug/L 160878 1 6.250 707870 50.0
Dimethyl sulfide 2.684 28.4 ug/L 401588 1 6.250 707870 50.0
Methyl propionate 5.202 3.3 ug/L 45991 1 6.250 707870 50.0
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