LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50422\
Data File : VU@48413.D

Acqg On : 04 May 2022 14:44

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@42522WMA .M
Title : VOC Analysis

Signal : TIC: VU@48413.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.482 36 44 72 rBV 207870 366347 29.01% 2.794%
2 1.597 74 80 87 rBv 39353 59881 4.74% 0.457%
3 2.533 359 371 391 rBV 151596 294404 23.31% 2.245%
4 2.642 398 405 438 rVB4 45778 130452 10.33% 0.995%
5 2.877 475 478 480 rBvV3 345 266 0.02% 0.002%
6 2.961 494 504 517 rBV 9190 20252 1.60% 0.154%
7 3.176 556 571 588 rBV 18917 44303 3.51% ©0.338%
8 3.353 624 626 627 rBv2 472 212  0.02% 0.002%
9 3.568 684 693 712 rVB6 2926 7593 0.60% 0.058%
106 3.668 718 724 729 rBV4 567 694 0.05% 0.005%
11 3.858 774 783 787 rBv4 393 586 0.05% 0.004%
12 4.009 826 830 834 rBV3 345 317 0.03% 0.002%
13  4.041 838 840 842 rVv2 411 254 0.02% 0.002%
14 4.067 842 848 857 rVB4 840 1530 0.12% 0.012%
15 4.279 909 914 918 rBV2 192 231 0.02% 0.002%
16 4.301 918 921 923 rBv3 326 227 0.02% 0.002%
17 4.317 923 926 927 rBV 448 218 0.02% 0.002%
18 4.459 959 970 972 rBV3 623 793 0.06% 0.006%
19 4,555 993 1000 1007 rBV2 536 640 0.05% 0.005%
20 4.649 1011 1029 1041 rBV 95655 287957 22.80% 2.196%
21 5.063 1142 1158 1190 rBV2 249807 625617 49.54% 4.771%
22 5.205 1191 1202 1239 rVB 59322 151059 11.96% 1.152%
23 5.366 1249 1252 1256 rVB5 735 414 0.03% 0.003%
24  5.456 1277 1280 1282 rBV3 251 221 0.02% 0.002%
25 5.520 1296 1300 1304 rVB4 603 590 0.05% 0.004%
26 5.616 1325 1330 1332 rBV3 320 237 0.02% 0.002%
27 5.716 1341 1361 1389 rBV2 486641 1250091 98.99% 9.534%
28 5.980 1431 1443 1472 rBV2 16640 45364 3.59% 0.346%
29 6.115 1482 1485 1486 rBV2 876 459 0.04% 0.004%
30 6.169 1493 1502 1512 rBvV2 13118 29753 2.36% 0.227%
31 6.247 1513 1526 1561 rVB 492980 1011777 80.11% 7.717%
32 6.398 1561 1573 1605 rVB 51388 122996 9.74% 0.938%
33  6.523 1605 1612 1621 rVB8 2699 5157 0.41% 0.039%
34 6.604 1625 1637 1649 rBvV3 8417 20517 1.62% 0.156%
35 6.690 1651 1664 1685 rVB 295861 591411 46.83% 4.511%
36 6.790 1685 1695 1705 rBV2 18658 49622 3.93% 0.378%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50422\
Data File : VU@48413.D

Acqg On : 04 May 2022 14:44

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@42522WMA .M
Title : VOC Analysis
37 6.935 1733 1740 1750 rBV 18979 42594 3.37% 0.325%
38 7.192 1807 1820 1861 rvv3 = 77252 244376 19.35% 1.864%
39 7.497 1909 1915 1918 rBV4 534 439 0.03% 0.003%
40 7.510 1918 1919 1924 rVB2 329 233 0.02% 0.002%
41  7.568 1924 1937 1965 rBV 139114 289536 22.93% 2.208%
42 7.693 1971 1976 1982 rBV4 977 1328 0.11% 0.010%
43 7.722 1982 1985 1989 rVB 553 352 0.03% 0.003%
44  7.793 1998 2007 2008 rBV3 2058 2401 0.19% ©0.018%
45  7.899 2026 2040 2056 rBV 496744 928562 73.53% 7.082%
46 8.185 2116 2129 2159 rBV4 113123 306468 24.27% 2.337%
47  8.356 2175 2182 2193 rVB8 1250 2408 0.19% ©0.018%
48  8.468 2208 2217 2218 rBV3 864 1035 ©0.08% 0.008%
49 8.552 2231 2243 2254 rBVS5 4667 7403 0.59% 0.056%
50 8.677 2260 2282 2310 rBV 375504 919639 72.82% 7.014%
51 8.803 2315 2321 2328 rVB7 2834 4677 ©0.37% 0.036%
52 8.925 2356 2359 2363 rBV3 616 459 0.04% 0.004%
53  8.983 2374 2377 2379 rBV4 539 366 0.03% 0.003%
54 9.063 2399 2402 2405 rvv2 401 320 0.03% 0.002%
55 9.134 2422 2424 2429 rBV4 430 324 0.03% 0.002%
56 9.156 2429 2431 2439 rVB2 391 358 0.03% 0.003%
57 9.423 2499 2514 2538 rBV 577594 1262906 100.00% 9.632%
58 9.574 2555 2561 2569 rvB7 2852 4242 0.34% 0.032%
59 9.700 2588 2600 2613 rBV2 5922 10783 0.85% 0.082%
60 9.790 2622 2628 2631 rBv2 228 294 0.02% 0.002%
61 10.108 2717 2727 2741 rVWV7 4639 9372 0.74% 0.071%
62 10.494 2840 2847 2852 rBV5 1009 1244 0.10% 0.009%
63 10.648 2891 2895 2897 rBV3 521 387 0.03% 0.003%
64 10.661 2897 2899 2904 rVB2 468 3106 0.02% 0.002%
65 10.771 2919 2933 2948 rBV 541594 890419 70.51% 6.791%
66 10.896 2964 2972 2983 rBV3 3837 6264 0.50% 0.048%
67 10.941 2983 2986 2992 rVB3 711 645 0.05% 0.005%
68 11.025 3006 3012 3014 rBV3 424 427 0.03% 0.003%
69 11.057 3014 3022 3030 rVvV3 24673 36437 2.89% 0.278%
70 11.115 3030 3040 3059 rVB 347279 508830 40.29%  3.881%
71 11.211 3066 3070 3074 rVB4 1203 967 0.08% 0.007%
72 11.282 3088 3092 3094 rVB2 363 258 0.02% 0.002%
73 11.317 3094 3103 3113 rBV7 2537 4671 0.37% 0.036%
74 11.378 3113 3122 3127 rBV7 2679 4230 0.33% 0.032%
75 11.481 3144 3154 3168 rVB7 4185 9925 0.79% 0.076%
76 11.571 3175 3182 3189 rBV6 2451 3978 0.31% 0.030%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50422\
Data File : VU@48413.D

Acqg On : 04 May 2022 14:44

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@42522WMA .M
Title : VOC Analysis
77 11.603 3190 3192 3198 rVVv3 965 724 0.06% ©0.006%
78 11.642 3198 3204 3213 rVB7 1644 2656 0.21% 0.020%
79 11.690 3214 3219 3222 rBV4 1208 1170 0.09% 0.009%
80 11.748 3228 3237 3242 rBV6 1558 2519 0.20% 0.019%
81 11.819 3245 3259 3271 rBV 762023 1223057 96.84% 9.328%
82 11.912 3282 3288 3299 rVB2 21347 30335 2.40% 0.231%
83 11.967 3299 3305 3309 rVV6 2415 3528 0.28% 0.027%
84 12.005 3310 3317 3328 rVB3 19472 27383 2.17% 0.209%
85 12.063 3332 3335 3336 rBV2 320 211 0.02% 0.002%
86 12.201 3365 3378 3397 rBV 619525 1014841 80.36% 7.740%
87 12.330 3407 3418 3428 rBV2 68880 99065 7.84% 0.756%
88 12.388 3433 3436 3438 rBV2 636 489 0.04% 0.004%
89 12.523 3475 3478 3481 rBV3 440 358 0.03% 0.003%
90 12.584 3495 3497 3503 rVB2 368 230 0.02% 0.002%
91 12.626 3507 3510 3513 rBV2 305 209 0.02% 0.002%
92 12.774 3547 3556 3566 rBV4 1276 2443 0.19% 0.019%
93 12.899 3590 3595 3600 rBV5 1117 1251 0.10% 0.010%
94 13.053 3641 3643 3647 rVB 482 272 0.02% 0.002%
95 13.221 3692 3695 3698 rBV3 690 528 0.04% 0.004%
96 13.394 3739 3749 3758 rBV3 33506 47682 3.78% 0.364%
97 13.532 3788 3792 3797 rBV4 565 531 ©0.04% 0.004%
98 13.651 3826 3829 3831 rBV 395 244  0.02% 0.002%
99 15.375 4357 4365 4374 rBV3 14069 18964 1.50% 0.145%
100 15.497 4401 4403 4406 rBV3 996 591 0.05% 0.005%
Sum of corrected areas: 13111590
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50422\
Data File : VU@48413.D

Acqg On : 04 May 2022 14:44

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

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

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

Abundance TIC: VU048413.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50422\
Data File : VU@48413.D

Acqg On : 04 May 2022 14:44

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 1 Dimethyl ether Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.482 18.10 ug/L 366347 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl ether 46 C2H60 000115-10-6 74
2 Dimethyl ether 46 C2H60 000115-10-6 74
3 Formic acid 46 CH202 000064-18-6 7

4 Ethanol 46 C2H60 000064-17-5 7
5 Ethanol 46 C2H60 000064-17-5 7

Abundance  Scan 44 (1.482 min): VU048413.D\data.ms (-36) (-) m/z 44.95 100.00%

45.0
5000 /K
T
140 160 1.80
T e o e M/Z 46,00 49.32%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #109: Dimethyl ether
45.0
5000 AL L B B B A
29.0 140 160 1.80
15.0 m/z 43.00 1.66%
H‘\H\‘\HHH\\‘HH‘HH“HH‘HH‘HH HH‘\H\‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #110: Dimethyl ether
45.0
15.0 140 160 1.80
5000 ITI/Z 47 .00 1.27%
Al 220 | 39
T T e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 M
Abundance #113: Formic acid e
29.0 140 160 1.80
46.0 m/z 42.00  ©.49%
5000
18.0 /\
H‘HH]"%"QM!WHW! T LA\ Ang [ e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 140 160 1.80

SFAMULMO42522WMA.M Fri May 06 14:49:22 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50422\
Data File : VU@48413.D

Acqg On : 04 May 2022 14:44

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 2 Methyl propionate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.205 7.47 ug/L 151059 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl propionate 88 C4H802 000554-12-1 86
2 Methyl propionate 88 C4H802 000554-12-1 86
3 Methyl propionate 88 C4H802 000554-12-1 83
4 Methyl propionate 88 C4H802 000554-12-1 80
5 Methyl propionate 88 C4H802 000554-12-1 9
Abundance Scan 1202 (5.205 min): VU048413.D\data.ms (-1191) (-) m/z 57.00 100.00%
57.0
5000
88.0
45.0 4.80 5.00 5.20 5.40 5.60
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H\“\\\\‘\\\\‘\\\‘\‘\\\\ m/z 88.09 34.64%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2285: Methyl propionate
57.0
29.0
5000 (L R B R
88.0 4.80 5.00 5.20 5.40 5.60

15.0 m/z 59.00 31.26%

s
T ‘ TITT ‘ T \ T ‘ T TT ‘ T \ T ‘ T \ f ‘ T 1T ‘ TTTT ‘ TTTT ‘ T 1T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2286: Methyl propionate
57.0

R A RRARNREEEE
29.0 4.80 5.00 5.20 5.40 5.60

m/z 55.00 5.97%

5000 88.0

T, s
| |

et

miz--> 10 20 30 40 50 60 70 80 90
Abundance #2283: Methyl propionate _M_m‘mwm,u
57. 4.80 5.00 5.20 5.40 5.60

m/z 58.00 4.24%

29.0
5000
88.0
15.0
Ll 450

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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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50422\

Data File : VU@48413.D

Library Search Compound Report

Acqg On : 04 May 2022 14:44

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample

Multiplier: 1

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

Quant Title

TIC Library

: VOC Analysis

: 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 isobutyrate

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6.398 6.08 ug/L 122996 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methyl isobutyrate
2 Methyl isobutyrate
3 Methyl isobutyrate

102 C5H1002
102 C5H1002
102 C5H1e02

4 Butanoic acid, methyl ester 102 C5H1002

5 Methyl isobutyrate

102 C5H1002

Abundance Scan 1573 (6.398 min): VU048413.D\data.ms (-1561) (-)
3.0

000547-63-7 91
000547-63-7 91
000547-63-7 91
000623-42-7 59
000547-63-7 58

m/z 43.00 100.00%

71.0
5000
59.0 87.0
e AREERREEEEEaE
| 10‘2-1 6.00 6.20 6.40 6.60 6.80
e e e e M/2 71,00 54.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4788: Methyl isobutyrate
43.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\/\‘/\\N\\
27.0 6.00 6.20 6.40 6.60 6.80
59.0 71.0 870 m/z 41.00 42.39%
1
[T | ! |
\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4790: Methyl isobutyrate
43.0
“H‘_‘H“H‘_‘H“
6.00 6.20 6.40 6.60 6.80
5000 m/z 87.00 36.12%
71.0
59.0
27.0 ‘ 102.0
‘ 1 | 1 1 | ‘
AR ARARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4787: Methyl isobutyrate A ‘ R ARRRRERARSa
43.0 6.00 6.20 6.40 6.60 6.80
m/z 59.00 34.16%
5000 71.0
59.0 87.0
15,0 27.0 ‘ ‘ 102.0
\w\ﬂﬂ‘u\hw\\“!“\‘uh\w\H‘{“\‘H\w\\u‘!u\w R R RRREE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 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@50422\
Data File : VU@48413.D

Acqg On : 04 May 2022 14:44

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 4 Butanoic acid, methyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.192  12.08 ug/L 244376  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 91
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 91
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 91
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 78
5 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 53

Abundance Scan 1820 (7.192 min): VU048413.D\data.ms (-1807) (-) m/z 74.00 100.00%

43.0 74.0
5000
59.0 87.0

H ‘ 102.0 6.80 7.00 7.20 7.40 7.60
\H‘H\\M\H‘\H{M}Mw\m\‘H\w\‘H‘H\\w\H‘\h\M m z 43.00 85.09%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4842: Butanoic acid, methyl ester
43.0
74.0

5000 AR R
270 6.80 7.00 7.20 7.40 7.60
' 59.0 9
15.0 87.0 m/z 71.e0 73.11%
f!f!f{lozo
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4850: Butanoic acid, methyl ester
43.0
74.0 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
6.80 7.00 7.20 7.40 7.60
5000 m/z 41.00 33.58%
27.0
15.0 59.0 870
1020
m/z--> 10 20 30 40 50 60 70 80 90 100 110 m
Abundance #4849: Butanoic acid, methyl ester R S AAREERARTE S

43.0 6.80 7.00 7.20 7.40 7.60
m/z 59.00 29.44%

74.0
5000 27.0
15.0
59.0 87.0 /k
ULy ‘\ \‘ 102.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50422\
Data File : VU@48413.D

Acqg On : 04 May 2022 14:44

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.115 20.80 ug/L 508830 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 87
2 Decane 142 C10H22 000124-18-5 87
3 Octane, 4-ethyl- 142 C1eH22 015869-86-0 72
4 Octane 114 C8H18 000111-65-9 64
5 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 64

Abundance Scan 3040 (11.115 min): VU048413.D\data.ms (-3030) (- m/z 57.10 100.00%

57.1
5000 41)0
85.1
11 00 ll 50
113.1 142.1
e “JJ\‘N H‘dw“‘ “W““““““‘ ‘ m/z 42.95 84.97%
m/z--> 20 40 60 80 100 120 140
Abundance #22066: Decane
57.0
4110
5000
85.0 11 00 11 50
' m/z 40.95 43.79%
\1\4.'\0‘ \‘\‘\ \"‘} T \h‘ “ T \“i T ‘ ! T \H[ \1\1-{‘3\.0‘ T \\14“2\(\)\
m/z--> 20 40 60 80 100 120 140
Abundance #22068: Decane
43.0
— —
11.00 11.50
5000 ITI/Z 71.10 41.82%
71.0
2710
L T R
e I L e
m/z--> 20 40 60 80 100 120 140
Abundance #22071: Octane, 4-ethyl- = =
57.0 11.00 11.50
m/z 85.10 30.61%
5000 41)0
85.0 112.0
m/z--> 20 40 60 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50422\
Data File : VU@48413.D

Acqg On : 04 May 2022 14:44

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.330 4.05 ug/L 99065 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Undecane 156 C11H24 001120-21-4 83
3 Undecane 156 C1l1H24 001120-21-4 81
4 Undecane 156 C1l1H24 001120-21-4 76
5 Undecane 156 C11H24 001120-21-4 70
Abundance Scan 3418 (12.330 min): VU048413.D\data.ms (-3407) (- m/z 57.10 100.00%
57.1
5000
85.1 \/M
e
112.1 156.1 : '
ww‘i‘wu ‘:H"Nlm"H‘_HWHW‘W?‘QW m/z 43.00 74.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
5000 VM : ——
85.0 12.00 12.50
20.0 m/z 71.10 50.90%
L o 1580
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane
r ——
12.00 12.50
5000 m/z 41.00 42.79%
85.0
29.0 ‘ ‘
B L
miz--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #33078: Undecane o s
43.0 12.00 12.50
m/z 85.10 33.09%
5000 71.0
| | 590 12r0 1580 J
“w“‘w"H"‘H“H“‘H“‘H“H“‘H“_“‘_“‘ P P
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50422\
Data File : VU@48413.D

Acqg On : 04 May 2022 14:44

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 11 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Dimethyl ether 1 1 ug/L 366347 1 6.247 1011780 50.
Methyl propionate 5 5 wug/L 151059 1 6.247 1011780 50.
Methyl isobutyrate 6 .1 ug/L 122996 1 6.247 1011780 50.
Butanoic acid, ... 7.192 12.1 ug/L 244376 1 6.247 1011780 50.
(DEL) Alkane: S... 1 8 ug/L 508830 3 11.819 1223060 50.
(DEL) Alkane: S... 2 0 ug/L 99065 3 11.819 1223060 50.
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