LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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@33123WMA.M
Title : VOC Analysis

Signal : TIC: VU@53500.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.594 70 79 104 rVB 182939 263782 16.25% 1.477%
2 1.803 116 144 145 rBV7 16737 48637 3.00% 0.272%
3 1.870 159 165 179 rBV 59834 87079 5.36% 0.487%
4 2.157 246 254 264 rVB 25789 37284 2.30% 0.209%
5 2.542 361 374 395 rBV 381752 617537 38.03% 3.457%
6 3.057 512 534 549 rBV5 30793 74790 4.61% 0.419%
7 3.337 601 621 638 rVB2 29484 67276 4.14% 0.377%
8 3.674 711 726 746 rBv2 71282 158215 9.74% 0.886%
9 4.620 1006 1020 1066 rBV2 101903 309767 19.08% 1.734%
106 5.054 1138 1155 1180 rBV 290246 674280 41.53% 3.775%
11  5.353 1234 1248 1261 rBV2 54209 119759 7.38% 0.670%
12 5.446 1267 1277 1297 rVB5 21679 59954 3.69% 0.336%
13 5.578 1301 1318 1335 rBV3 109022 231032 14.23%  1.293%
14 5.713 1339 1360 1377 rBV2 619425 1623637 100.00% 9.090%
15 5.841 1389 1400 1413 rVB3 17853 38450 2.37% 0.215%
16 6.121 1473 1487 1499 rBV 141967 271700 16.73% 1.521%
17 6.240 1512 1524 1545 rBV 297708 589887 36.33% 3.302%
18 6.337 1545 1554 1564 rVB2 17851 31909 1.97% 0.179%
19 6.520 1599 1611 1630 rBV7 14673 39525 2.43% 0.221%
20 6.684 1648 1662 1677 rBV 357372 720552 44.38% 4.034%
21 6.857 1706 1716 1730 rVB2 20880 39605 2.44%  0.222%
22 6.970 1740 1751 1765 rBV7 8767 18574 1.14% 0.104%
23 7.192 1812 1820 1829 rBV6 8715 15416 0.95% 0.086%
24  7.256 1831 1840 1853 rVB4 15212 30225 1.86% 0.169%
25 7.330 1853 1863 1873 rVB5 8531 16415 1.01% 0.092%
26 7.420 1873 1891 1900 rBV5 25078 66832 4.12% 0.374%
27 7.491 1901 1913 1920 rBV3 65531 119388 7.35% 0.668%
28 7.558 1920 1934 1946 rVB2 197774 419013 25.81%  2.346%
29 7.652 1954 1963 1970 rBV 116300 189806 11.69% 1.063%
30 7.754 1988 1995 2012 rVB3 10227 18103 1.11% 0.101%
31 7.893 2012 2038 2053 rBV 822578 1455244 89.63% 8.147%
32 7.967 2053 2061 2069 rVvV 21312 36166 2.23% 0.202%
33 8.012 2069 2075 2082 rVB6 7484 11463 0.71% 0.064%
34 8.124 2095 2110 2118 rBV 162606 278982 17.18% 1.562%
35 8.176 2118 2126 2148 rVB 145083 289905 17.86% 1.623%
36 8.275 2149 2157 2170 rVB2 23610 38161 2.35% 0.214%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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@33123WMA.M
Title : VOC Analysis
37 8.356 2173 2182 2196 rBV7 4820 11011 0.68% 0.062%
38 8.446 2197 2210 2225 rVB7 8213 22050 1.36% 0.123%
39 8.533 2227 2237 2252 rVB4 18420 39634 2.44% 0.222%
40 8.642 2252 2271 2295 rBV 412802 811645 49.99% 4.544%
41  8.754 2295 2306 2312 rBv4 28438 53718 3.31% 0.301%
42 8.928 2347 2360 2369 rBV8 9520 23304 1.44% 0.130%
43 8.983 2369 2377 2384 rBV7 11291 20221 1.25% 0.113%
44  9.115 2411 2418 2425 rBV5 16952 26116 1.61% 0.146%
45  9.169 2426 2435 2440 rVV3 63484 112927 6.96% 0.632%
46 9.208 2440 2447 2459 rVB2 161166 265887 16.38% 1.489%
47  9.330 2474 2485 2497 rVB 164003 271408 16.72%  1.519%
48  9.417 2498 2512 2525 rBV = 422221 743416 45.79% 4.162%
49 9.478 2525 2531 2549 rVB7 13076 30673 1.89% 0.172%
50 9.571 2552 2560 2565 rBvV2 8656 13770 0.85% 0.077%
51 9.697 2590 2599 2603 rBV 13888 25380 1.56% 0.142%
52 9.738 2604 2612 2639 rVB 155337 285604 17.59% 1.599%
53 9.857 2639 2649 2658 rBV2 19608 36197 2.23% 0.203%
54 9.951 2669 2678 2684 rBV5 10101 17563 1.08% 0.098%
55 10.012 2689 2697 2706 rVB3 18573 26906 1.66% 0.151%
56 10.111 2718 2728 2734 rBV5 32715 58675 3.61% 0.328%
57 10.243 2761 2769 2782 rVB3 27930 54368 3.35% 0.304%
58 10.343 2794 2800 2810 rVV6 22728 42075 2.59% 0.236%
59 10.397 2810 2817 2825 rVv3 21889 32266 1.99% 0.181%
60 10.552 2854 2865 2873 rBV3 79609 149785 9.23% 0.839%
61 10.619 2875 2886 2891 rVV3 56600 97330 5.99% 0.545%
62 10.754 2910 2928 2943 rVB2 698552 1173392 72.27% 6.569%
63 10.841 2945 2955 2966 rBV5 15673 32044 1.97% 0.179%
64 11.063 3014 3024 3029 rBV3 23562 40982 2.52% ©0.229%
65 11.111 3030 3039 3055 rVB2 129862 220704 13.59%  1.236%
66 11.205 3058 3068 3075 rBV6 20807 35250 2.17% 0.197%
67 11.307 3091 3100 3108 rBv4 30281 50945 3.14% 0.285%
68 11.372 3114 3120 3126 rBv4 20947 26275 1.62% 0.147%
69 11.410 3127 3132 3141 rVB3 26575 36626 2.26% 0.205%
70 11.475 3144 3152 3154 rBv4 20102 26836 1.65% 0.150%
71 11.571 3176 3182 3187 rBv4 11895 18154 1.12% 0.102%
72 11.635 3198 3202 3212 rVBS5 10795 13128 0.81% 0.073%
73 11.738 3229 3234 3240 rVWV4 14570 17644 1.09% 0.099%
74 11.809 3240 3256 3269 rVV 581377 1025591 63.17% 5.742%
75 11.870 3269 3275 3281 rVW2 61757 89960 5.54% 0.504%
76 11.905 3282 3286 3295 rVB2 36834 48835 3.01% 0.273%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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@33123WMA.M
Title : VOC Analysis
77 11.963 3299 3304 3308 rVv4 19267 24812 1.53% 0.139%
78 11.999 3308 3315 3323 rVB 68335 96688 5.96% 0.541%
79 12.086 3334 3342 3348 rBV6 13440 23905 1.47% 0.134%
80 12.188 3362 3374 3390 rBV 988355 1615011 99.47% 9.041%
81 12.266 3391 3398 3406 rBV5 17670 32821 2.02% 0.184%
82 12.323 3407 3416 3427 rVV 95360 139122 8.57% 0.779%
83 12.401 3437 3440 3447 rVB6 10635 10920 0.67% 0.061%
84 12.532 3472 3481 3494 rBVS5 21148 45471 2.80% ©0.255%
85 12.661 3515 3521 3529 rVB5 23887 31432 1.94% 0.176%
86 12.902 3591 3596 3603 rBV5 16226 24831 1.53% 0.139%
87 12.954 3604 3612 3620 rVV4 43769 82021 5.05% ©.459%
88 12.999 3621 3626 3633 rVV 32289 44563  2.74%  0.249%
89 13.040 3634 3639 3647 rVB4 21973 28738 1.77% 0.161%
90 13.130 3660 3667 3676 rVB2 37830 58206 3.58% 0.326%
91 13.426 3752 3759 3767 rVB 57709 76771 4.73% 0.430%
92 14.085 3958 3964 3976 rVB 26748 36235 2.23% 0.203%
93 14.172 3984 3991 4003 rVB4 18349 28937 1.78% 0.162%
94 14.446 4069 4076 4088 rVB 41518 57547 3.54% 0.322%
95 15.220 4306 4317 4333 rBV2 23457 43475 2.68% 0.243%
96 15.397 4364 4372 4384 rBV4 29914 55230 3.40% 0.309%
97 16.262 4633 4641 4645 rBV3 13193 20535 1.26% 0.115%
98 16.407 4678 4686 4692 rBV4 12054 19483 1.20% ©0.109%
99 16.880 4826 4833 4840 rBVS5 9030 14166 0.87% 0.079%
100 17.124 4906 4909 4918 rVB5 11377 15180 0.93% 0.085%
Sum of corrected areas: 17862745
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report -

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\

: VU@53500.D
: 31 Mar 2023 18:34

JC/MD

: 02121-14ME
: 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
17

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAM
: VOC Analysis

: C:\Database\NIST20.L

Integrated Chromatogram

ULM@33123WMA.M

TIC Integration Parameters: LSCINT.P
Aburb%%b TIC: VU053500.D\data.ms
800000
5.713
600000
400000 2.542 6.684
5.054 6.240
1.594
200000 . 6.12
1.870 3.674 4.620
1.8 2.157 3.057 3.337 4\7 .33%.520
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ %\\‘\\\\‘\\\\‘\\\\T\\1!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\(\\T\‘\\\T\\\\‘\\\\‘\\\\‘\\\\’\\\—r
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
Abund :
uln0 annoc(g-:‘o TIC: VU053500.D\data.ms
12.1
7.893
800000
10.754
500000 11.809
8.642 9.417
400000
200000 7258
652 84146 9.2083 9.738 11.111
7.4 est 754 9.169 397 " % 3) A
5.855707. 19243 75 375584833 8- 108 29861 4759 6 9 &ﬁ @m 84 55BY
O e e T \EL\%ﬁgg A Dt
Time--> 7.00 7.50 8.00 8.50 9.00 950 10,00 1050 11,00 1150 12100
Aburb%%b TIC: VU053500.D\data.ms
800000
600000
400000
200000
2.323
13.426
14.446
Vg&d@l 6111' MﬁZ N%wmvlggﬂ@ 397 16.262407  16.88017.124
0 ‘ T T T T T ‘ T T T T ‘ T T T T T T T /R’T"\/\ T T ‘ T
Time--> 12'50 13.00 13,50 14.00 14'50 15.00 1550 16.00 16.50 17.00 17.50
SFAMULM@33123WMA.M Mon Apr ©3 17:27:22 2023 Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 22
R.T. EstConc Area Relative to ISTD R.T.
1.803 4.12 ug/L 48637 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosgene 98 CC120 000075-44-5 9
2 2-Chloro-3,3,4,4-tetrafluoro-1,2... 165 C2C1F4NO 1000305-82-6 9
3 2-Propanol, 1-chloro-3-fluoro- 112 C3H6C1FO 189937-18-6 9
4 Diethyl pyrocarbonate 162 C6H1005 001609-47-8 4
5 Silane, bis(fluoromethyl)dimethyl- 124 C4H10F2Si 065864-63-3 4

Abundance Scan 144 (1.803 min): VU053500.D\data.ms (-116) (-) m/z 63.20 100.00%

45]1
5000
 EEmE AR
12 104.1 1.60 1.80 2.00 2.20
o) M 11 e e“ﬁw] e e | M/z 47.10 80.94%
miz--> 20 40 60 80 100 120 140 160
Abundance #3833: Phosgene
63.0
5000 350 L L L L B L B B
1.60 1.80 2.00 2.20
m/z 45.10 58.00%
‘ 98.0
0\\\\‘\\\\‘\‘\‘\\‘i\u\‘\\\\u\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #40584: 2-Chloro-3,3,4,4-tetrafluoro-1,2-oxazetidine
30.0
A\\\\‘\\\\‘\\\\‘\\\\‘\\
1.60 1.80 2.00 2.20
5000 m/z 35.10 51.44%
0.0 100.0
Ol bbb o 2650
m/z--> 20 40 60 80 100 120 140 160
Abundance #7012: 2-Propanol, 1-chloro-3-fluoro- R
63.0 1.60 1.80 2.00 2.20
m/z 49.20 34.33%
5000
43.0 81.0
15.0
0\\\M‘HUM‘wJu\ww\\q\\\\‘;;%q\\\\‘\\H‘\\\\ R R
m/z--> 20 40 60 80 100 120 140 160 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
2.157 3.16 ug/L 37284 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 78
Abundance Scan 254 (2.157 min): VU053500.D\data.ms (-246) (-) m/z 43.05 100.00%
43.0
5000
N
57.1 \‘\\\\‘\\\\‘\\\\’\\\\‘\
sl 409 ‘ 72.2 1.80 2.00 2.20 2.40
O e Here g e m/z 42,100 61.39%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0

Jul

5000 \‘HH‘HH‘\”/\\‘H’HM‘\
1.80 2.00 2.20 2.40

270 57.0 m/z 41.05 49.42%

72.0
15.0 ‘ 50.0 M‘ 65.0
‘\\H‘\H\‘HH‘\H\‘HH‘HH‘HH‘H \‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #810: Pentane
43.0

1.80 2.00 2.20 2.40

o

5000 m/z 57.10 17.26%
27.0
57.0 72.0
15.0 ‘

0_‘H_HwHwawwwwi" Frrrrprrte e

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #808: Pentane ‘mm_ﬂ'w"uu,m‘"_

43.0 1.80 2.00 2.20 2.40

m/z 39.05 15.50%

5000
270 57.0 72.0
0 15.0 H |, 500 “‘ 65.0 \
e BT R T TR IR AT AT TR

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.057 6.34 ug/L 74790  1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
5 N-Vinylformamide 71 C3H5NO 013162-05-5 38
Abundance Scan 534 (3.057 min): VU053500.D\data.ms (-512) (-) m/z 43.10 100.00%
43.1
5000 7.2 J\
572 “‘,
‘ 86.1 2.80 3.00 3.20 3.40
Ol ettt Mz 42,100 53.91%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 \\\\‘\\\\‘\\\\‘\\\\’\\\

2.80 3.00 3.20 3.40

27.0 57.0 m/z 71.20 48.12%
86.0
O\\\‘\\\\‘]\-\5\(\)‘\\\‘\“\\\\“\}\\‘\\H‘\‘\\\\L\\\\‘\\l\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl-
43.0
A\\\\‘\\\\‘\\\\‘\\\\’\\\
2.80 3.00 3.20 3.40
5000 m/z 41.05 40.39%
27.0 71.0
15.0 57.0
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl- BT e
43.0 2.80 3.00 3.20 3.40

m/z 39.10 21.19%

5000 71.0 A
57.0
27.0
86.0
0 150 [ |

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
3.337 5.70 ug/L 67276 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 72
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 64
Abundance Scan 621 (3.337 min): VU053500.D\data.ms (-601) (-) m/z 57.10 100.00%
57.1
41.0
5000
AR RR RS N
‘ I 712 gg1 3.00 3.20 3.40 3.60

0L ettt e m/z 56.10  84.03%

miz--> 0O 10 20 30 40 50 60 70 80 90 100

Abundance #2049: Pentane, 3-methyl-

57.0
200 41.0
5000 LA L B R I R |
3.00 3.20 3.40 3.60
m/z 41.05 54.14%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl-
57.0 J\A
e ARRAREEEEE SR
29.0 41.0 3.00 3.20 3.40 3.60
5000 m/z 43.20 21.72%
ol20, 120 Ul Ll 8
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl- “““W““‘H““H‘,
57.0 3.00 3.20 3.40 3.60
m/z 39.10 18.24%
41.0
5000 290
L e | 70 w0
e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.674 13.41 ug/L 158215 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 86
2 n-Hexane 86 C6H14 000110-54-3 72
3 2-Ethyl-oxetane 86 C5H100 1010386-40-2 56
4 n-Hexane 86 C6H14 000110-54-3 50
5 n-Hexane 86 C6H14 000110-54-3 45
Abundance Scan 726 (3.674 min): VU053500.D\data.ms (-711) (-) m/z 57.20 100.00%
57.2
41.1
5000
86.2 R R R
‘ 711 3.40 3.60 3.80 4.00
Ol e et e e e | m/z 41,10 63.52%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
43.0
29.0 A
5000 L L L B LR
3.40 3.60 3.80 4.00
m/z 43.10 50.11%
86.0
15.0 ‘ ‘ 71.0
0\\\‘\.\\\‘\\‘\\‘\\1\‘\\\\}\}\\‘\‘\‘\}‘\\\\“\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane
57.0
43.0
R RARaEE
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.10 49,95%
86.0
15.0 71.0
o"‘_n"‘HM"H:1"H‘;‘m"‘M_wmwwu

m/z--> 0O 10 20 30 40 50 60 70 80 90

Abundance #1948: 2-Ethyl-oxetane RAREEE SRR

57.0 3.40 3.60 3.80 4.00
m/z 42.10 28.85%

41.0
5000
29.0 86.0
71.0
I AN WA SR
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
5.353 10.15 ug/L 119759 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2-methyl- 100 C7H16 000591-76-4 91
2 Hexane, 2-methyl- 100 C7H16 000591-76-4 91
3 Hexane, 2-methyl- 100 C7H16 000591-76-4 91
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 59
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59
Abundance Scan 1248 (5.353 min): VU053500.D\data.ms (-1234) (-) m/z 43.10 100.00%
85.2
5000 57.2
AR RamanEREE
‘ 711 100.1 5.00 5.20 5.40 5.60
Ol el 5 miz 85.20 75.36%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4469: Hexane, 2-methyl-
43.0
5000 L SR BN N I BN B
5.00 5.20 5.40 5.60
57.0 85.0
29.0 : m/z 41.05 48.22%
H\‘\\H‘\H\‘\H\‘H\\‘HH‘HH‘HH‘\H\‘\H\‘\H\‘HH‘H
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4470: Hexane, 2-methyl-
43.0
R N  RARARREEE:
5.00 5.20 5.40 5.60
5000 m/z 57.20 38.34%
27.0 57.0 85.0
Wt || mo | o
MR AR e RARARARSE EEE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4467: Hexane, 2-methyl- ““‘W““,H““/N“
43.0 5.00 5.20 5.40 5.60
m/z 42.10 37.62%
5000
85.0
57.0
29.0
0 15.0 H LI \‘ 71.0 | 109'0
R e R RaLaaRa RSN A RARRRERMZE R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60

SFAMULM@33123WMA.M Mon Apr 03 17:27:28 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 18
R.T. EstConc Area Relative to ISTD R.T.
5.446 5.08 ug/L 59954 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 74
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 64
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 52
Abundance Scan 1277 (5.446 min): VU053500.D\data.ms (-1267) (-) m/z 56.10 100.00%
56.1
43.0
5000 71.2
e
‘ 85.1 5.20 5.40 5.60 5.80
0brerererprrprete gl ey mz 43.05 69.11%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
29.0 71.0 5.20 5.40 5.60 5.80
m/z 57.10 67.49%
ol 0 o
O\\\’\\\\’\\\\’\\\\’\\\\’\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 560
““
5.20 5.40 5.60 5.80
5000 m/z 71.20 44.27%
29.0 71.0
REC I N L0
R LR L L R R | R SRR NR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl- R RGEEEEE ‘ ~r
43.0 56.0 5.20 5.40 5.60 5.80
m/z 41.10 41.22%
5000
290 71.0
NN O O O S U LY | D
m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80

SFAMULM@33123WMA.M Mon Apr 03 17:27:30 2023 Page: 11



Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
: VU@53500.D
: 31 Mar 2023 18:34
JC/MD
¢ 02121-14ME
: 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 17  Sample Multiplier: 1

Quant Title : VOC Analysis

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

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.M

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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.578 19.58 ug/L 231032  1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 90
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 72

5 Propanoic acid, 2-methyl-, 2-met... 158 C9H1802

002445-69-4 64

m/z 43.10 100.00%

,

5.20 5.40 5.60 5.80 6.00

m/z 71.10 88.01%

.,

5.20 5.40 5.60 5.80 6.00

m/z 70.20 77.42%

L.

5.20 5.40 5.60 5.80 6.00

m/z 57.20 68.96%

o

5.20 5.40 5.60 5.80 6.00

m/z 41.10 60.02%

"

Abundance Scan 1318 (5.578 min): VU053500.D\data.ms (-1301) (-)
43.1 71.1
57.2
5000
‘ 85.1 100.1
obrrrrrrrrrrrrrpreer et el e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0
29.0
so ||
0 \\\‘\\H‘\\\\’\\}\‘\H\‘\\\\‘\\\\’\\\\‘\H\‘\\\\‘\\\\’H\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0
5000 29.0 57.0 71.0
0 1.0 150 | ‘M ‘ 850 1000
R B AR L e e AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000
29.0
‘ ‘ ‘ 85.0 100.0
0 ‘H“H“H‘w“u"H‘_1‘w“u,u“_“w“u‘u“w“w
m/z--> 0 10 20 30 40 50 60 70 80 90 100

5.20 5.40 5.60 5.80 6.00

SFAMULM@33123WMA.M Mon Apr 03 17:27:31 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 Pyrrolidine Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
5.841 3.26 ug/L 38450 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrrolidine 71 C4HON 000123-75-1 86
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 72
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 72
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 72
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
Abundance Scan 1400 (5.841 min): VU053500.D\data.ms (-1389) (-) m/z 70.15 100.00%
43.1 70.2
5000 /\
55.1
‘H‘_‘H4K¢ﬁﬂu‘/¥{
‘ | 832 1000 5.60 5.80 6.00 6.20
Ot e e e e m/z 430180 95.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #692: Pyrrolidine
43.0 /\
70.0 (L\
5000 \\\\‘\\\\‘J\\\\\‘\\\\‘\\\
5.60 5.80 6.00 6.20
28.0 m/z 71.15 83.54%
O 15\‘0 “\‘ w‘\H\ 56'0 ‘\ n
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4473: Pentane, 3-ethyl-
43.0
NS WUV 1 W
5.60 5.80 6.00 6.20
5000 71.0 m/z 55.15 34.04%
29.0 55.0
0 e o 840 1000
miz--> 10 20 30 40 50 60 70 80 90 100 M M
Abundance #4466: Pentane, 3-ethyl- “m““‘_‘ﬁff\u‘r“
43.0 5.60 5.80 6.00 6.20
m/z 41.10 31.94%
5000 71.0
29.0 55.0
o150 | | | 850 1000
R Bt A R ARAAREREEEEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20

SFAMULM@33123WMA.M Mon Apr 03 17:27:32 2023 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.121  23.03 ug/L 271700 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 91
3 Heptane 100 C7H16 000142-82-5 91
4 Heptane 100 C7H16 000142-82-5 80
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
Abundance Scan 1487 (6.121 min): VU053500.D\data.ms (-1473) (-) m/z 43.10 100.00%
43.1
71.1
57.2
5000
100.2 \\‘\\\\‘\\\\‘\\\\‘\\\\’
‘ ‘ ‘ g5.2 ‘ 5.80 6.00 6.20 6.40
0 e e e e e m/z 71.10 82.39%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane
43.0
5000 29.0 57.0 71.0 u‘uu‘uu‘uu‘uu,
5.80 6.00 6.20 6.40
100.0 m/z 41.10 62.96%
\\\‘\H\‘\\H‘\\\\‘\\\\‘\\\\’H\\‘\H\‘\H\‘\\H‘\\\\‘\\\\’
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4462: Heptane
43.0
S A
5.80 6.00 6.20 6.40
5000 29.0 57.0 710 m/z 57.20 62.37%
100.0
"w“u“u‘_"w"H‘H“W“W‘H“H“_‘H“H“H‘w
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane PR e e
43.0 5.80 6.00 6.20 6.40
m/z 56.10  38.82%
5000 57.0 71.0
29.0
100.0
0 15.0 ‘ WLl 850 |
"w“u“u‘_"w"H‘H“W“W‘H“H“_‘H“H“H‘w
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40

SFAMULM@33123WMA.M Mon Apr 03 17:27:33 2023 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
6.337 2.70 ug/L 31909 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptene, (E)- 98 C7H14 014686-13-6 91
2 2-Heptene 98 C7H14 000592-77-8 91
3 2-Heptene, (E)- 98 C7H14 014686-13-6 91

4 2-Heptene 98 C7H14 000592-77-8 91
5 (Z)-3-Heptene 98 C7H14 007642-10-6 87

Abundance Scan 1554 (6.337 min): VU053500.D\data.ms (-1545) (-) m/z 55.10 100.00%

55.1
41.1 98.2
5000 /L
69.1 \
“m“/\“‘”,
‘ H Il ‘ 829 6.00 6.20 6.40 6.60
i S [ m/z 56.18  89.71%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3723: 2-Heptene, (E)-
55,0
41.0
27.0
5000 69.0 98.0 /\\‘/\\T\\H\‘\\\\‘\\\/\\J‘\\"H\’
' 6.00 6.20 6.40 6.60
m/z 41.10 56.17%
15.0 H
Al 0 I | |
0\\\‘\\‘\\‘\\1!‘\\\\‘\\\\‘\‘!‘\‘\\\\1\\\\?\3\.(\)\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3704: 2-Heptene
41.0 550
P e T
6.00 6.20 6.40 6.60
5000 27.0 69.0 m/z 98.15 55.18%
98.0
N -
o) SRS | S 1 SO O s R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3720: 2-Heptene, (E)- ! /me”_f\wm,
55.0 6.00 6.20 6.40 6.60
41.0 m/z 69.10 33,58%
5000 69.0 98.0
27.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60

SFAMULM@33123WMA.M Mon Apr 03 17:27:34 2023 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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-02 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
6.520 3.35 ug/L 39525 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4-Chloro-3-fluoropyridine 131 CS5H3CIFN 002546-56-7 38

2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35

3 2-Chloro-4-fluoropyridine 131 C5H3C1FN 1000484-44-8 32

4 Ethane, 1,1,1,2-tetrachloro- 166 C2H2Cl4 000630-20-6 25

5 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 25

Abundance Scan 1611 (6.520 min): VU053500.D\data.ms (-1599) (-) m/z 131.00 100.00%

96.0 131.0
5000 61.1
e EmaammEEs SR
43.0 6.20 6.40 6.60 6.80
o"H_HJMMM‘M SN 1| ] m/z 132.90  94.08%
miz-> 20 40 60 80 100 120 140
Abundance #15852: 4-Chloro-3-fluoropyridine
131.0
96.0
5000 T T
69.0 6.20 6.40 6.60 6.80
m/z 96.00 87.69%
50.0
O T \3\]‘_\‘0\“‘ f \“H - \“\ ‘\‘ T \‘\”“‘!1\1\2.\0‘ T 1‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #3039: Ethylene, 1,2-dichloro-, (Z)-
61.0 96.0
AT S O Y
6.20 6.40 6.60 6.80
5000 m/z 98.00 59.53%
26.0 ‘ ‘
0 SESESE NEE NSD | 1) S
m/iz--> 20 40 60 80 100 120 140
Abundance #15851: 2-Chloro-4-fluoropyridine L Ranad ‘f\“ R RE RS (\‘
96.0 131.0 6.20 6.40 6.60 6.80
m/z 61.10 46.79%
5000
76.0
51.0
ol bl 1120
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80

SFAMULM@33123WMA.M Mon Apr @3 17:27:35 2023 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
6.857 3.36 ug/L 39605 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 90
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 87
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 87
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 68
5 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 59
Abundance Scan 1716 (6.857 min): VU053500[NdMarns(1706)() m/z 57.15 100.00%
43.0 57.1 5.2
5000
.2 *“‘H(ﬁ‘u“HTW‘M‘AK\A
‘M “\ \“ L “ 11\4.1 6.60 6.80 7.00 7.20 0
0L et e e e e M/ 85.200 96.13%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8645: Hexane, 2,4-dimethyl-
43.0
57.0
5000 85.0 R R ERREE U
29.0 6.60 6.80 7.00 7.20
71.0 m/z 43.05 94.95%
\H’HH’HH’\H\‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8646: Hexane, 2,4-dimethyl-
43.0 57.0
85.0 6.60 6.80 7.00 7.20
5000 m/z 41.10 50.66%
29.0 71.0
0 15.0 \‘ L1l ‘\‘ || 99.0 114.0
‘H,H‘W‘H‘V‘H‘HH‘H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘w‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 k%AM\W pkﬂ
Abundance #8644: Hexane, 2,4-dimethyl- e
43.0 6.60 6.80 7.00 7.20
57.0 m/z 56.10 41.01%
5000
85.0
29.0
71.0
0 \ Ll 99.0 114.0
HWH‘WH‘WH‘WHH‘HH‘HH‘HH‘HH‘HHM‘HM‘HM‘HM‘ “H“H“H‘w“u,‘u
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Cyclic7.256 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
7.256 2.56 ug/L 30225 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 80
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 64
3 Cyclopentane, 1,1,3,3-tetramethyl- 126 C9H18 050876-33-0 64
4 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 64
5 2,3-Dimethyl-1-hexene 112 C8H16 016746-86-4 64
Abundance Scan 1840 (7.256 min): VU053500.D\data.ms (-1831) (-) m/z 70.20 100.00%
70.2
55.1
41.0
5000
R A
M ol ‘ 1123 7.00 7.20 7.40 7.60
0 b e e e m/z 55,15 72.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7706: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0
55.0 U
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
41.0 7.00 7.20 7.40 7.60
270 84.0 m/z 41.85 58.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0 W\
e e
7.00 7.20 7.40 7.60
5000 m/z 69.05 49.67%
27.0
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 \
Abundance #13279: Cyclopentane, 1,1,3,3-tetramethyl- R
55.0 70.0 7.00 7.20 7.40 7.60
41.0 m/z 56.20  35.49%
111.0
5000
27.0
97.0
SIS O R "1 10 N AU PO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.420 5.66 ug/L 66832 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 87
2 Octane, 4,5-dimethyl- 142 C10H22 015869-96-2 83
3 Heptane, 3-ethyl-4-methyl- 142 C1OH22 052896-91-0 74

4 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 64

Abundance Scan 1891 (7.420 min): VU053500.D\data.ms (-1873) (-) m/z 70.10 100.00%

43.1 70.1
- N[\_N\
RERREEEESE SRS SRR
‘ ‘ ‘ ‘ g5.2 1142 7.00 7.20 7.40 7.60 7.80
0l S m/z 43.10 92.52%
miz--> 20 40 60 80 100 120 140
Abundance #8656: Hexane, 2,3-dimethyl-
43.0 70.0
5000 L L R
7.00 7.20 7.40 7.60 7.80
27.0 m/z 71.10 78.25%
0 “ ‘ ‘\ | \‘ i 85\'0 11\4'0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22096: Octane, 4,5-dimethyl-
43.0 70.0
R R R ERR T
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.10 42.67%
99.0
270
142.0
oLl e e L 12701420
m/iz--> 20 40 60 80 100 120 140
Abundance #22129: Heptane, 3-ethyl-4-methyl- REaRaEEEE SR
43.0 70.0 7.00 7.20 7.40 7.60 7.80
m/z 55.05 36.23%
5000
27.0 113.0
o L o [ o p UYL
m/z--> 20 40 60 80 100 120 140 7.00 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@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

7.491 10.12 ug/L 119388 1,4-Difluorobenzene 6.240
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 87
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 62
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 58
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 53
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 52

Abundance Scan 1913 (7.491 min): VU053500.D\data.ms (-1901) (-) m/z 57.10 100.00%

431 o191
5000
70.1 99.2 e ARaRRmEnE R R
‘ ‘ “ 831 ‘ 114.2 7.20 7.40 7.60 7.80
om_mwwH‘HH‘HMHm‘”H‘um‘ml_www m/z 43.10  85.00%
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #8636 Hemane 2-methyl-
43.0 57.0
5000 LI L L L L LI LI B B
29.0 0.0 7.20 7.40 7.60 7.80
' 99.0 m/z 41.10  43.23%
om0 | 140
OH\‘\H\‘\H\[HH[HH‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\\\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8628: Heptane, 2-methyl-
43.0 570

7.20 7.40 7.60 7.80
5000 m/z 42.10  36.85%

29.0 70.0 99.0
0 15.0 ‘ ‘ LIl M | 85.0 | 11\4'0
R e Lo e R RARE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8632: Heptane, 2-methyl- aE e RABERAR RS
43.0 7.20 7.40 7.60 7.80
57.0 m/z 70.10 21.66%
5000
29.0
70.0 9.0
‘HM‘H‘H‘w‘uw‘u‘_‘HM‘H‘H‘WH‘W‘H‘_H‘_‘H‘H L ERAREEE R eSS
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 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@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.652 16.09 ug/L 189806 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 80
3 Butanoic acid, 2-methyl-, 2-meth... 186 C11H2202 083783-88-4 72

4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 72

Abundance Scan 1963 (7 652 min): VU053500.D\data.ms (-1954) (-) m/z 43.10 100.00%

43.1 85.2
5000
7.40 7.60 7.80 8.00
‘\ “ 678 118.2 3
0l 25 e m/z 85.20 93.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8629: Heptane, 3-methyl-
43.0
85.0
5000 LA B B B IR L
7.40 7.60 7.80 8.00
m/z 57.10 92.71%
0 26\% L lerp | 1140
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #8646: Hexane, 2,4-dimethyl-
43.0
R A RN A
85.0 7.40 7.60 7.80 8.00
5000 m/z 84.20 58.94%
0150 | I, Le7p | 1140
e ‘H‘“HH‘HH‘HH‘HH‘H
m/iz--> 20 40 80 100 120 140 160
Abundance #60857: Butanoic aC|d, 2-methyl-, 2-methylpentyl ester R ARARNEEEREY b
85.0 7.40 7.60 7.80 8.00
57.0 m/z 41.10  54.32%
5000
103.0
29.0
Lol b Ly ‘ 129.0  158.0
om_m_m‘HH‘MH_m‘””_”uw G e
m/z--> 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.124 18.76 ug/L 278982  Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 91
2 Octane 114 C8H18 000111-65-9 91
3 Octane 114 C8H18 000111-65-9 87
4 Octane 114 C8H18 000111-65-9 72
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
Abundance Scan 2110 (8.124 min): VU053500.D\data.ms (-2095) (-) m/z 43.05 100.00%
3.0
85.2
57.2

| ‘ M ‘ 114.2 7.80 8.00 8.20 8.40
bl il el m/z 85.20  71.69%

m/z--> 20 30 40 50 60 70 80 90 100 110 120

Abundance #8621: Octane

43.0
5000 LU L B R IR B
29.0 57.0 85.0 7.80 8.00 8.20 8.40
71.0 m/z 41.10 49.68%
Lo e
O\\‘\\\\‘\\\\‘\}\\‘\‘\\i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8624: Octane
43.0
VT T e ey
7.80 8.00 8.20 8.40
m/z 57.20 49.15%
5000 57.0 85.0
29-0 71.0
‘ 114.0
0“‘H‘i‘u‘ﬂ‘h“‘uw“H“L‘“_1:‘_“‘_“‘W“‘_‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8623: Octane L N ARREAN
43.0 7.80 8.00 8.20 8.40
m/z 71.20 40.47%
5000
57.0
200 71.0 85.0
N S T RSO A B WO | O L Y
m/z--> 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
: VU@53500.D
: 31 Mar 2023 18:34
JC/MD
¢ 02121-14ME
: 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 17  Sample Multiplier: 1

Quant Title : VOC Analysis

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

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.M

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 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
8.275 2.57 ug/L 38161 Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene 112 C8H16 000111-67-1 93
2 2-Octene 112 C8H16 000111-67-1 90
3 2-Octene, (E)- 112 C8H16 013389-42-9 90
4 2-Octene, (Z)- 112 C8H16 007642-04-8 90
5 2-Octene, (Z)- 112 C8H16 007642-04-8 90
Abundance Scan 2157 (8.275 min): VU053500.D\data.ms (-2149) (-) m/z 55.10 100.00%
55.1
41.1 70.1
5000 112.2
83.2 A"kt A

‘ M ‘ | ‘ 8.00 8.20 8.40 8.60
o‘Wm‘H‘w‘H‘J"H‘MHWHJ“Hm"luwwwnw m/z 70.18  59.26%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7490: 2-Octene

41.0 55.0
5000 L L R B A A R
210 70.0 8.00 8.20 8.40 8.60
112.0 9
83.0 ‘ m/z 41.10 58.69%
O\\‘\\\\‘\\11‘\\\\l\‘\\\iu”\‘\‘\\\\“\\\\‘\\\\‘\9\\7\(‘)\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7495: 2-Octene
55.0
41.0 A T
8.00 8.20 8.40 8.60
5000 m/z 56.10 58.03%
112.0
27.0 83.0
Ot Ml el 970
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7503: 2-Octene, (E)- “w“‘w“‘w“‘w“‘
55.0 8.00 8.20 8.40 8.60
m/z 112.15 41.65%
41.0
5000
112.0
27.0 830 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.754 3.61 ug/L 53718 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 87
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 83
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 80

4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 72
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 59

Abundance Scan 2306 (8.754 min): VU053500.D\data.ms (-2295) (-) m/z 57.15 100.00%

57.1
5000
41.
TR
M ﬁl o5 1 99"2 1131282 8.40 8.60 8.80 9.00
0 wWH_m‘w_HwH\wfu,”u!_ww,ww m/z 41.85 30.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
5000 L L L R B LA LR B
8.40 8.60 8.80 9.00
m/z 56.10 23.07%
27.0 71.0 99.0
0 I M 880 | 11301280
H‘HH‘\H\‘\H\‘\H\‘HH‘HH‘H\\‘\\H’HH‘\H\‘\\H’HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl-
57.0
@ﬁ\/‘\_uwuu,uu_
8.40 8.60 8.80 9.00
5000 m/z 43.10 22.19%
43.0
29.0 71.0 99.0
0,150 | “‘ J,y 850 | 113.0128.0
R AAAN R AREa R o e paaaT R Saa S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14560: Heptane, 2,5-dimethyl- 5 A (Y e R
57.0 8.40 8.60 8.80 9.00
m/z 55.05 15.92%
5000 43.0
29.0
71.0 99.0
0 . | 850 | 11301280
e e e e e e e e R SRR AT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.169 7.60 ug/L 112927  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 52
2 Heptane, 4-ethyl- 128 C9H20 002216-32-2 50
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 49
4 Heptane, 4-ethyl- 128 C9H20 002216-32-2 47
5 Pentane, 3-ethyl-2,3-dimethyl- 128 C9H20 016747-33-4 43

Abundance Scan 2435 (9.169 min): VU053500.D\data.ms (-2426) (-) m/z 57.10 100.00%

57.1
5000 411 85.1

| ‘ ‘ [A 1281 8.80 9.00 9.20 9.40
Ol il 1902 2R 43.e5  89.56%

miz--> 20 40 60 80 100 120 140
Abundance #22121: Heptane, 3,4,5-trimethyl-
43.0
85.0

5000 RN RN
8.80 9.00 9.20 9.40
m/z 85.10 42.71%
69.0
ol 210 I M ATV PoY:
\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #14535: Heptane, 4-ethyl-
43.0
e
8.80 9.00 9.20 9.40
5000 m/z 70.10 40.60%
85.0
27.0 ‘ 69.0 ‘ (5
0H“‘H‘““M‘M“‘“‘H“uul“o‘o‘“‘1‘2‘8‘0“”‘
miz--> 20 40 60 100 120 140
Abundance #8646:Hexane,2,4—d|methy|— wmwm‘mwm_
43.0 8.80 9.00 9.20 9.40

m/z 41.10  39.95%

85.0
5000
I \ 0
114.
0 Ll ‘\

m/z--> 20 40 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.208 17.88 ug/L 265887  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 68
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
3 Octane, 2-methyl- 128 C9H20 003221-61-2 64
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 59
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59

Abundance Scan 2447 (9.208 min): VU053500.D\data.ms (-2440) (-) m/z 43.10 100.00%

43.1
711
5000

L ‘ b, 1132128, 880900920940 960
ol e m/z 71.10  59.47%

m/z--> 0 20 40 60 80 100 120
Abundance #14526: Octane, 4-methyl-
43.0

5000 e e
8.80 9.00 9.20 9.40 9.60
o 850

m/z 85.15 48.39%

27.0
[
O\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 20 40 100 120
Abundance #8648: Hexane, 3,3—d|methyl—
43.0

8.80 9.00 9.20 9.40 9.60

5000 71.0 m/z 57.20 40.80%
270
ol20 I %940
“‘“‘,““““““““““““““‘
m/z--> 0 20 60 80 100 120
Abundance #14534: Octane, 2-methyl-
430 | 710 8.80 9.00 9.20 9.40 9.60

m/z 41.10 37.93%

5000
113.0
2710 ‘ 86.0 128.0
0 | ] 1l | | | |

m/z--> 0 20 40 60 80 100 120 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.330  18.25 ug/L 271408 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 87
2 Octane, 3-methyl- 128 C9H20 002216-33-3 72
3 Octane, 3-methyl- 128 C9H20 002216-33-3 72
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
5 Heptane, 4-propyl- 142 C1eH22 003178-29-8 59
Abundance Scan 2485 (9.330 min): VU053500.D\data.ms (-2474) (-) m/z 57.20 100.00%
57.2
5000
41.1 08.2
“ 71.2 128.1 9.00 9.20 9.40 9.60
Oberrrerrrrrerrere el 1122128 o 10 26.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
5000 L L R IR B
9.00 9.20 9.40 9.60
m/z 43.10 26.30%
27.0 71.0 99.0
0 I M 880 | 11301280
H‘HH‘HH‘HH‘HH‘\H\’HH‘HH‘HH‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
9.00 9.20 9.40 9.60
m/z 56.15 23.19%
5000 43.0
29.0
98.0
0 ‘ ‘ \‘ ﬁo | 113.0128.0
H_‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H‘“‘H_‘H_‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl- e ARBEARRNSaENS e
57.0 9.00 9.20 9.40 9.60
m/z 98.20 20.82%
5000
43.0
29 0 98.0
0 ‘ o 113.0 128.0
‘W‘Hw‘H‘_H‘_H‘_‘HM‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘H‘ R ERARREEEEE TR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.243 3.66 ug/L 54368 Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 83
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 78
3 Nonane, 3-methyl- 142 C1OH22 005911-04-6 78
4 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 72
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
Abundance Scan 2769 (10.243 min): VU053500.D\data.ms (-2761) (- | m/z 57.10 100.00%
57.1
5000 411
113.2 IANES -
‘ 85.2 10.00 10.50
bl bl wz 7110 66.53%
miz--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
5000 DU
10.00 10.50
113.0 m/z 41.10 42.49%
‘ ‘ ‘ 85.0
O\\]-\S\.O‘\‘\\\“{\\““\\“}\‘1‘\\\“\\!\‘\\\]\.4“2\'0\\
miz-> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl-
57.0
o ——
10.00 10.50
5000 m/z 43.10 41.91%
410 113.0
| ‘ ‘ 85.0 142.0
) S| S A | R VR S sl
m/iz--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl- = ks
57.0 10.00 10.50
m/z 56.10 32.43%
5000 410
113.0
ob2eo L W L %0 ] w20 | UAJUTUY
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
10.343 2.83 ug/L 42075 Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 76
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 64
3 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 64
4 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 59
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 53
Abundance Scan 2800 (10.343 min): VU053500.D\data.ms (-2794) (- | m/z 57.10 100.00%
57.1
5000
41.1
1131 e s
| ‘ 84.0 1403 10.00 10.50
Ol il A, e m/z 71.10  77.22%
miz--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5000 WM :
10.00 10.50
41,0 113.0 m/z 56.10  41.28%
| ‘ ‘ 85.0 142.0
O\\\\‘\‘\\\“‘\\\‘\“\\M\“H\\\‘\\1‘\‘\\\\“\.\\
miz-> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0
— —
10.00 10.50
5000 41,0 m/z 41.10 31.92%
113.0
ol 2ol M b SR a0
m/iz--> 20 40 60 80 100 120 140
Abundance #22104: Octane, 2,6-dimethyl- — —
57.0 10.00 10.50
m/z 43.10 31.90%
5000
41,0
85.0 113.0
b 20 gl YT | 1820 o At
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.552 10.07 ug/L 149785  Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 93
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
3 Nonane, 2-methyl- 142 C1OH22 000871-83-0 58
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 53
5 Decane 142 C1eH22 000124-18-5 52
Abundance Scan 2865 (10.552 min): VU053500.D\data.ms (-2854) (- 57.15 100.00%
57.1
98.2
39 L ;u ‘ 10.50
142.3
O el _“‘7‘9_m\H““_m_m_”wm 43.10  60.72%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22071: Octane, 4-ethyl-
57.0

5000
10 50
29.0 gs0 1120 41.05  39.67%
I =
0\‘\\\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 60 100 120 140 160 180
Abundance #74011. Tridecane, 6-methyl-
57.0
10 50
5000 m/z 71.10 37.18%
290 85.0 o
A O -
m/z--> 20 40 60 80 100 120 140 160 180 M /\M\
Abundance #22074: Nonane, 2-methyl- e ‘
43.0 10.50
m/z 98.15 23.49%

5000
71.0
98.0
0 | H 1 ‘ M 12\7 0 A_ﬂvJ\._/\/\\

m/z--> 20 40 60 80 100 120 140 160 180 10. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.619 4.75 ug/L 97330 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 64
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 64
3 Nonane, 4-methyl- 142 C10H22 017301-94-9 56
4 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 50
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 45
Abundance Scan 2886 (10.619 min): VU053500.D\data.ms (-2875) (- | m/z 57.15 100.00%
57.1
5000
4111 98.2
= —
‘ 1272 10.50 11.00
ol e o 12r2 s 7110 a4.45%
m/z--> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0 J
5000 %
1050 1100
41)0 m/z 70.15 40.60%
98.0
O\\\‘\‘Tb\\“‘\\\H“\?\\(\)‘!‘\\\“[\%1\3\9\\\]\-4‘.2\(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
— —
10.50 11.00
5000 m/z 43.10 39.99%
41.0
99.0
ol 280l 789
m/iz--> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl- 7 =7
57.0 10.50 11.00
m/z 98.15 30.55%
5000
410 98.0
ol 260 \m %0 ‘\ 1130 1420 NN
“““““‘ ettt e ——
m/z--> 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.111 10.76 ug/L 220704 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 93
2 Decane 142 C10H22 000124-18-5 93
3 Decane 142 C1eH22 000124-18-5 87
4 Decane 142 C1eH22 000124-18-5 87
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 3039 (11.111 min): VU053500.D\data.ms (-3030) (- | m/z 57.15 100.00%
57.1

5000 411
85.2
— —
| ‘ “ |, msa 1422 11.00 11.500
Ot ‘\\H\‘\\\\‘\\\ m/z 43.10 83.65%
miz-> 20 40 60 80 100 120 140
Abundance #22066: Decane
57.0
410
5000 j ‘Od T 6
85.0 11. 11.5
m/z 71.10 48.62%
miz--> 20 40 60 100 120 140
Abundance #22067.Decane
43.0
= —
11.00 11.50
5000 ITI/Z 41.10 47 .07%

27

0 71.0
. 90 12601420
““‘““““““““““““““““
m/z--> 20 40 60 100 120 140
Abundance

#22068: Decane T —
43.0 11.00 11.50

m/z 85.15 35.93%

5000
71.0
7 Y
‘\ | ‘\ H\ \‘ \‘ i I 14\2'0 LB R

m/z--> 20 40 60 80 100 120 140 11.00 11.50

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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@ (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.870 4.39 ug/L 89960 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 90
2 Decane, 4-methyl- 156 C11H24 002847-72-5 83
3 Decane, 4-methyl- 156 C11H24 002847-72-5 74
4 Octane, 3-ethyl- 142 C1eH22 005881-17-4 59
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 59
Abundance Scan 3275 (11.870 min): VU053500.D\data.ms (-3269) (- | m/z 71.15 100.00%
71.2
43.1
5000
112.2 < LSS
H s ‘ sep | 1LSO 12.00
o‘H_H“Hmm_w“JRM‘MM‘m“me;‘ m/z 57.15  72.97%
miz--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
43.0 71.0
5000 — L
11.50 12.00
m/z 43.10 71.96%
112.0
O\]-\S\.(‘)\M\\ }\\‘M“\\ \“H\\\‘\\\‘\‘\\\\‘\\1\5\6.‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl-
43.0
71.0
— —
11.50 12.00
5000 m/z 70.10 45, 80%
112.0
o0 Lm0 | o
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl- — —
43.0 11.50 12.00
71.0 m/z 41.10 35.82%
5000
b ‘ 112.0
ol 280 Wb o 1560 — —
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 31 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.999 4.71 ug/L 96688 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 91
2 Decane, 3-methyl- 156 C11H24 013151-34-3 91
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64
5 Hexadecane 226 C16H34 000544-76-3 53
Abundance Scan 3315 (11.999 min): VU053500.D\data.ms (-3308) (- | m/z 57.10 100.00%
57.1
126.2 R ]
‘ “ . 12.00
obe el % m/z 71.20 66.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33085: Decane, 3-methyl-
57.0
5000 — :
20.0 85.0 12.00
m/z 43.10 48.34%
126.0
L | 1560
O\\\‘\i\\‘}\\‘ ‘\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33092: Decane, 3-methyl-
57.0
R \
12.00
5000 m/z 85.20 47 .79%
29.0 85.0
127.0
om_‘m_” ol e 1960
m/z--> 60 80 100 120 140 160 180
Abundance #59047: Dodecane, 3-methyl- —
57.0 12.00
m/z 56.10 40.24%
5000
85.0
29.0
0 ] “‘ A 130 PO g0
““H““H A e e e e
m/z--> 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.323 6.78 ug/L 139122 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Undecane 156 C11H24 001120-21-4 93
3 Undecane 156 C1l1H24 001120-21-4 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 83
Abundance Scan 3416 (12.323 min): VU053500.D\data.ms (-3407) (- | m/z 57.15 100.00%
57.1
[ L —
39/1
I H |, 132 156.2 12.00 12.50
O L T L m/z 43.10 70.79%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
57.0
5000 = ——
85.0 12.00 12.50
29.0 ’ m/z 71.15 55.53%
| “ I | ‘ 113.0 156.0
O\\\‘\‘\\\“}\\\“\\‘}\‘1\\\H‘\\i\‘\‘\\\‘\\\}‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
- ——
12.00 12.50
5000 m/z 41.10 41.75%
85.0
29.0
L O T
0 ““‘L‘“1‘NH“J1"ww“m“ﬂ“‘u“““l“
m/z--> 20 40 60 80 100 120 140 160
Abundance #33081: Undecane “ ——
57.0 12.00 12.50
m/z 85.15 38.69%
5000
290 85.0
\ H ‘ 113.0 156.0
Il Il | 4l L
ol et SR P e S
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.954 4.00 ug/L 82021 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 72
2 Dodecane, 5-methyl- 184 C13H28 017453-93-9 59
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
4 Octane, 4-methyl- 128 C9H20 002216-34-4 50
5 tert-Butyldimethylsilyl nitrile 141 C7H15NSi 056522-24-8 47
Abundance Scan 3612 (12.954 min): VU053500.D\data.ms (-3604) (- | m/z 71.10 100.00%
43.1 71.1
5000
112.1
——
13.00
141.2 1691
o“\w m/z 57.18  94.27%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #45488: Undecane, 5-methyl-
43.0
5000 71.0 RN
13.00
m/z 43.10 94.21%
\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0O 20 40 60 80 100 120 140 160
Abundance #59039: Dodecane, 5-methyl-
43.0
——
13.00
5000 85.0 m/z 85.20 83.32%
126.0
SR 0 N N - Y:
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8648: Hexane, 3,3-dimethyl- T
43.0 13.00
m/z 84.10 51.56%
B 1 MWJ\
w‘“‘_‘“‘H"“m““u““w““_““u“ P
m/z--> 0 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.

13.131 2.84 ug/L 58206 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 83
2 1,3-Propanediol, decyl ethyl ether 244 C15H3202 1000406-35-0 53
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 50
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 50
5 Pentacosane 352 C25H52 000629-99-2 47

Abundance Scan 3667 (13.130 min): VU053500.D\data.ms (-3660) (-~ | m/z 57.10 100.00%

57.1
5000

99.2 1411 oo e
- H L2 : '

oL ‘HM ol d\‘ b o m/z 85.10  60.41%

m/z--> 50 100 150 200 250
Abundance #45490: Undecane, 3-methyl-
57.0

5000 —r e
13.00 13.50

m/z 71.10 54.69%

27‘.0 99.0 1410
O ‘\ U‘ T ‘\ ‘1‘ i “‘ I U L B B B By B B B
miz--> 50 100 150 200 250
Abundance #128527: 1,3-Propanediol, decyl ethyl ether

57.0

7 —
13.00 13.50

5000 m/z 41.10 38.78%
185.0
99.0 1410
7 ]

0 S | A N S

miz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —— ——
57.0 13.00 13.50

m/z 43.10 36.03%

h AWVJ\AAAQM\AwN“J\NJM
113.0
210 | |1 15401830 assooen

ob——L ‘ oo

7 —
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 35 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.426 3.74 ug/L 76771  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Undecane 156 C11H24 001120-21-4 83
3 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 83
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 83
5 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 78

Abundance Scan 3759 (13.426 min): VU053500.D\data.ms (-3752) (- | m/z 57.15 100.00%

57.1
5000 85.2

1132 1402 1703 206.9
‘H‘H‘ﬂﬂ‘ﬂh‘W“L‘M“H“H‘_“W‘H“H“_‘H, m/z 43.10 76.65%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0

5000 T
85.0 13.50

m/z 71.10 62.82%

290
L4 Ly 120 1410 1700
\\\‘\\\\‘\\\\‘\\\\“\\\\’\\\\‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane
57.0

o

o

P
13.50
5000 m/z 41.10 38.98%
85.0
29.0
C ]| 180 1560
O I T T R RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #143304: Carbonic acid, dodecyl vinyl ester —
57.0 13.50

m/z 85.15 38.41%

5000
85.0
290\ h ‘ h\%ll%o 140.0 168.0 213.0
I I

T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 36 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.445 2.81 ug/L 57547 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tridecane 184 C13H28 000629-50-5 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Hexadecane 226 C1l6H34 000544-76-3 86
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 83
Abundance Scan 4076 (14.446 min): VU053500.D\data.ms (-4069) (- | m/z 57.10 100.00%
57.1
‘ 14.50
1131 1411 184.2 :
om_m‘;‘m!m e ST R 1832 T sz 43,10 66.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59029: Tridecane
57.0
5000 T
85.0 14.50
29.0 m/z 71.15 56.55%
0 \‘ \“\ \‘ e 1 11’\3’ 0 | 141.0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59025: Tridecane
57.0
—
14.50
5000 m/z 85.10 39.58%
29.0 85.0
0 \‘ L L “ 1130 1410 184.0
“‘_‘“‘H‘“‘H‘“‘H““w““_““u““u
m/z--> 40 60 80 100 120 140 160 180
Abundance #59026: Tridecane T
57.0 14.50
m/z 41.10 37.73%
5000
20.0 85.0
‘ 112.0 141.0 184.0
0““H“‘H“‘HH‘J“WM‘U‘_M“_“‘_“‘M“ —
m/z--> 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 37 Decane, 3-bromo- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
15.397 2.69 ug/L 55230 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-bromo- 220 C10H21Br 030571-71-2 52
2 Tetradecane 198 C14H30 000629-59-4 46
3 Nonadecane 268 C19H40 000629-92-5 43
4 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 41
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 41
Abundance Scan 4372 (15.397 min): VU053500.D\data.ms (-4364) (- | m/z 57.10 100.00%
57.1
85.2 142.1
5000
15‘06 ‘15‘50‘
onF2090 m/.z 43.19- 65.64%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #98236: Decane, 3-bromo-
57.0
85.0
5000 141.0 T ]
15.00 15.50
m/z 71.15 58.41%
O \H‘HH“\H!‘H‘M\“\‘\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane
57.0
— ——
15.00 15.50
5000 85.0 m/z 142.05 53.92%
29.0
Ll 1130141016001980
e et e A A e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane “ T
57.0 15.00 15.50
m/z 85.15 53.32%
5000 85.0
29.0
0 \‘ h H\ Il ulld3 0\141 0169.0197.0 268.( N
‘H_Hw‘HWHH‘HHMH‘_HWH‘WHHM‘HMHWH‘WHHM‘H — —— ‘
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53500.D

Acqg On : 31 Mar 2023 18:34

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 1.803 4.1 ug/L 48637 1 6.240 589887 50.0
(DEL) Alkane: S.. 2.157 3.2 ug/L 37284 1 6.240 589887 50.0
(DEL) Alkane: S.. 3.057 6.3 ug/L 74790 1 6.240 589887 50.0
(DEL) Alkane: S.. 3.337 5.7 ug/L 67276 1 6.240 589887 150.0
(DEL) Alkane: S.. 3.674 13.4 ug/L 158215 1 6.240 589887 150.0
(DEL) Alkane: S.. 5.353 10.2 ug/L 119759 1 6.240 589887 50.0
(DEL) Alkane: S.. 5.446 5.1 ug/L 59954 1 6.240 589887 50.0
(DEL) Alkane: S.. 5.578 19.6 ug/L 231032 1 6.240 589887 150.0
Pyrrolidine 5.841 3.3 ug/L 38450 1 6.240 589887 150.0
(DEL) Alkane: S.. 6.121 23.0 ug/L 271700 1 6.240 589887 50.0
(DEL) Alkane: S.. 6.337 2.7 ug/L 31909 1 6.240 589887 50.0
unknown-02 6.520 3.4 ug/L 39525 1 6.240 589887 150.0
(DEL) Alkane: S.. 6.857 3.4 ug/L 39605 1 6.240 589887 50.0
(DEL) Alkane: C.. 7.256 2.6 ug/L 30225 1 6.240 589887 50.0
(DEL) Alkane: S.. 7.420 5.7 ug/L 66832 1 6.240 589887 50.0
(DEL) Alkane: S.. 7.491 10.1 ug/L 119388 1 6.240 589887 50.0
(DEL) Alkane: S.. 7.652 16.1 ug/L 189806 1 6.240 589887 50.0
(DEL) Alkane: S.. 8.124 18.8 ug/L 278982 2 9.417 743416 50.0
(DEL) Alkane: S.. 8.275 2.6 ug/L 38161 2 9.417 743416 50.0
(DEL) Alkane: S.. 8.754 3.6 ug/L 53718 2 9.417 743416 50.0
(DEL) Alkane: S.. 9.169 7.6 ug/L 112927 2 9.417 743416 50.0
(DEL) Alkane: S.. 9.208 17.9 ug/L 265887 2 9.417 743416 50.0
(DEL) Alkane: S.. 9.330 18.3 ug/L 271408 2 9.417 743416 50.0
(DEL) Alkane: S.. 10.243 3.7 ug/L 54368 2 9.417 743416 50.0
(DEL) Alkane: S.. 10.343 2.8 ug/L 42075 2 9.417 743416 50.0
(DEL) Alkane: S.. 10.552 10.1 ug/L 149785 2 9.417 743416 50.0
(DEL) Alkane: S.. 10.619 4.8 ug/L 97330 3 11.809 1025590 50.0
(DEL) Alkane: S.. 11.111 10.8 ug/L 220704 3 11.809 1025590 50.0
(DEL) Alkane: S.. 11.870 4.4 ug/L 89960 3 11.809 1025590 50.0
(DEL) Alkane: S.. 11.999 4.7 ug/L 96688 3 11.809 1025590 50.0
(DEL) Alkane: S.. 12.323 6.8 ug/L 139122 3 11.809 1025590 50.0
(DEL) Alkane: S.. 12.954 4.0 ug/L 82021 3 11.809 1025590 50.0
(DEL) Alkane: S.. 13.131 2.8 ug/L 58206 3 11.809 1025590 50.0
(DEL) Alkane: S... 13.426 3.7 ug/L 76771 3 11.809 1025590 50.0
(DEL) Alkane: S... 14.445 2.8 ug/L 57547 3 11.809 1025590 50.0
Decane, 3-bromo- 15.397 2.7 ug/L 55230 3 11.809 1025590 50.0
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