LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 30 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@32422WMA .M
Title : VOC Analysis

Signal : TIC: VU@47969.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 104 rBV 56814 123697 2.20% 0.513%
2 1.851 119 159 160 rBV4 53716 189790 3.38% 0.787%
3 2.536 361 372 385 rBV 169721 291269 5.18% 1.208%
4 2.954 495 502 516 rvB3 5658 11092 0.20% 0.046%
5 3.851 526 532 542 rVB6 5895 11454 0.20% 0.048%
6 3.165 545 549 562 rVB5 2030 3727 0.07% 0.015%
7 3.211 574 582 595 rVB5 3355 6994 0.12% 0.029%
8 3.337 609 621 632 rVB4 4729 10027 0.18% 0.042%
9 3.427 637 649 662 rVB6 2878 6278 0.11% 0.026%
106 3.559 684 690 692 rBV2 1133 1016 ©0.02% 0.004%
11 3.674 710 726 745 rBvV2 19645 44783 0.80% 0.186%
12 3.806 762 767 770 rBV3 728 703 0.01% 0.003%
13 4.166 869 879 890 rBVS8 2996 6933 0.12% 0.029%
14  4.411 944 955 970 rVB7 3301 8339 0.15% ©0.035%
15 4.514 973 987 1008 rVB5 6406 16472 0.29% 0.068%
16 4.636 1008 1025 1075 rBV 105192 360673  6.42%  1.496%
17 5.063 1141 1158 1190 rBV 189314 453046 8.06% 1.880%
18 5.359 1235 1250 1267 rVV4 31786 78547 1.40%  0.326%
19 5.449 1267 1278 1295 rVB3 8665 20732 0.37% 0.086%
20 5.581 1305 1319 1339 rBV3 33521 72933 1.30% 0.303%
21 5.719 1341 1362 1371 rBV2 429487 1113739 19.82% 4.621%
22 6.125 1476 1488 1501 rBV3 42459 80421 1.43% 0.334%
23 6.247 1512 1526 1553 rBV 411500 829366 14.76% 3.441%
24  6.526 1604 1613 1627 rVB9 3242 7648 0.14% 0.032%
25 6.690 1649 1664 1680 rBV 246169 516519 9.19% 2.143%
26 6.854 1712 1715 1726 rVB5 1912 3173 0.06% 0.013%
27 6.967 1746 1750 1752 rBV3 930 665 ©0.01% ©0.003%
28 7.054 1770 1777 1779 rBV3 1137 1193 0.02% 0.005%
29 7.189 1808 1819 1839 rVV3 7958 20009 0.36% 0.083%
30 7.430 1885 1894 1899 rBV5 1471 2451 0.04% 0.010%
31 7.497 1903 1915 1926 rVvV2 45753 97753 1.74%  0.406%
32 7.568 1927 1937 1957 rVB 124066 245011 4.36% 1.016%
33 7.655 1957 1964 1969 rBv4 2970 4183 0.07% 0.017%
34 7.851 2012 2025 2026 rBV5 3016 3592 0.06% 0.015%
35 7.899 2027 2040 2054 rVW 467071 852890 15.18%  3.538%
36 7.977 2054 2064 2084 rVB2 70553 180932 3.22% 0.751%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 30 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@32422WMA .M
Title : VOC Analysis
37 8.128 2103 2111 2118 rBV2 16091 22330 0.40% 0.093%
38 8.182 2118 2128 2147 rVB2 77329 158286 2.82% 0.657%
39 8.369 2173 2186 2204 rBV2 13100 39963 0.71% 0.166%
40 8.578 2237 2251 2261 rBV3 21911 44988 0.80% 0.187%
41  8.655 2261 2275 2305 rVB 399936 836347 14.88% 3.470%
42 8.948 2353 2366 2376 rVB7 3996 7456 0.13% 0.031%
43 9.031 2381 2392 2407 rVB5 6222 15172 0.27% 0.063%
44  9.182 2428 2439 2453 rBV3 6900 13199 ©0.23% 0.055%
45  9.366 2479 2496 2503 rBV 93554 164335 2.92% 0.682%
46  9.452 2503 2523 2553 rVV2 2448011 5619046 100.00% 23.312%
47  9.581 2555 2563 2575 rVB5 21998 38573 0.69% 0.160%
48 9.697 2588 2599 2608 rBvV2 6286 12925 0.23% 0.054%
49 9.745 2609 2614 2622 rVB4 3449 4952 0.09% 0.021%
50 9.848 2638 2646 2656 rBV9 2981 6046 0.11% 0.025%
51 9.948 2672 2677 2683 rVB4 1473 1752 0.03% 0.007%
52 10.105 2718 2726 2735 rBv3 4955 8709 0.15% 0.036%
53 10.253 2769 2772 2776 rVB4 738 656 0.01% 0.003%
54 10.359 2796 2805 2807 rBV5 882 1029 0.02% 0.004%
55 10.481 2833 2843 2845 rBV6 1118 14106 0.03% 0.006%
56 10.536 2854 2860 2862 rBV3 770 722 0.01% ©.003%
57 10.597 2874 2879 2884 rBV5 1064 1336 0.02% 0.006%
58 10.655 2889 2897 2912 rVB7 10624 19273 0.34% 0.080%
59 10.764 2917 2931 2956 rBV 489517 858111 15.27% 3.560%
60 10.864 2958 2962 2965 rBV3 631 573 0.01% 0.002%
61 10.890 2965 2970 2971 rBV5S 1150 880 0.02% 0.004%
62 10.980 2989 2998 3010 rBV4 6417 12223 0.22% 0.051%
63 11.115 3027 3040 3049 rVB6 7322 12651 0.23% 0.052%
64 11.198 3059 3066 3069 rBV5 806 963 0.02% 0.004%
65 11.256 3075 3084 3092 rBV5 6368 10204 0.18% 0.042%
66 11.298 3092 3097 3104 rVB5 2251 3238 0.06% 0.013%
67 11.378 3116 3122 3127 rVV5 3413 4236 ©0.08% 0.018%
68 11.417 3129 3134 3142 rVB4 6671 8555 ©.15% ©0.035%
69 11.475 3144 3152 3158 rVvV3 4350 6590 0.12% 0.027%
70 11.591 3176 3188 3196 rBV6 5230 10107 0.18% 0.042%
71 11.7e0 3216 3222 3224 rBV5S 956 1077 ©0.02% 0.004%
72 11.751 3230 3238 3246 rVB6 8134 11480 0.20% 0.048%
73 11.816 3246 3258 3272 rBV 835276 1329692 23.66% 5.517%
74 11.957 3295 3302 3311 rVB9 8283 12138 0.22% 0.050%
75 12.102 3341 3347 3353 rW7 2129 3448 0.06% 0.014%

76 12.198 3363 3377 3397 rBV3 691559 1380964 24.58% 5.729%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 30 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@32422WMA .M
Title : VOC Analysis

77 12.327 3413 3417 3429 rVB2 28051 36684 0.65% 0.152%
78 12.475 3454 3463 3475 rBV3 24863 41640 0.74% 0.173%
79 12.709 3528 3536 3550 rVB3 21847 35235 0.63% 0.146%
80 12.873 3582 3587 3589 rBV6 5023 4975 0.09% 0.021%
81 12.912 3591 3599 3606 rVV3 31205 51196 ©0.91% 0.212%
82 12.970 3606 3617 3635 rVB 320133 527819 9.39% 2.190%
83 13.163 3670 3677 3695 rVB2 34080 58049 1.03% 0.241%
84 13.275 3701 3712 3718 rBV1e 9451 17353 0.31% 0.072%

85 13.330 3718 3729 3735 rVV 217765 342072 6.09% 1.419%

86 13.375 3735 3743 3754 rVB 627013 942553 16.77% 3.910%
87 13.430 3754 3760 3768 rBV3 32128 46097 0.82% 0.191%
88 13.587 3803 3809 3817 rVB2 17984 22596 0.40% 0.094%
89 13.783 3861 3870 3873 rBV7 12856 20750 0.37% 0.086%
990 14.044 3943 3951 3961 rVB3 23378 37115 0.66% 0.154%
91 14.359 4042 4049 4060 rBvV2 22396 38371 0.68% 0.159%
92 14.430 4061 4071 4081 rVV3 113696 211230 3.76% 0.876%
93 14.494 4081 4091 4108 rVB 527607 853826 15.20% 3.542%
94 14.886 4206 4213 4224 rVB2 31809 49420 0.88% 0.205%
95 15.282 4328 4336 4341 rBV3 35620 55303 0.98% 0.229%
96 15.542 4406 4417 4435 rBV 792714 1232248 21.93% 5.112%
97 15.889 4509 4525 4539 rBV 1073173 2729128 48.57% 11.322%
98 16.089 4581 4587 4605 rVB2 22956 38828 0.69% 0.161%
99 16.349 4659 4668 4672 rBV3 60281 94986 1.69% 0.394%
100 16.388 4674 4680 4691 rVB 164697 252739 4.50% 1.049%
Sum of corrected areas: 24103898

SFAMULMO32422WMA.M Mon Apr 18 02:30:28 2022 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41222\

: VU@47969.D

: 12 Apr 2022 20:23

: SY/MD

: N2293-09ME

: 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 30

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU047969.D\data.ms
2000000
1500000
1000000
500000 5.719 6.247
2.536 4636 5.063 6.69(
ol\ 1297 185 2 ERARRBITABEESHI06  4.166 44514 /| 5.3594058 6.12
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\’\\\\
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
Abundance TIC: VU047969.D\data.ms
9.452
2000000
1500000
1000000
11.816
121
500000 7.899 8.655
75268 9.366
o}.86476054189 7.Z§@%§6557. 274%28% 3608.5 _s.9m@187 037 59 TI61L. 967102
A : : =
Time--> 7.00 7.50 8.00 8.50 9.00 '9.50 10.00 10.50 11.00 11'50 12.00
Abundance TIC: VU047969.D\data.ms
2000000
1500000
15.889
1000000
15.542
13.375
14.494
500000
12.970
13.330 14480 16.388
l@.mm47512.7@9289 13.163%8,480.5873.78314.044 14 3 14.886  15.282 16.08916-349
0 T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
SFAMULM@32422WMA.M Mon Apr 18 ©2:30:29 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA .M
: VOC Analysis

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

sk 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 (DEL) Alkane: Straight-Chai... Concentration Rank 15

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

3.674 2.70 ug/L 44783  1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 80
2 n-Hexane 86 C6H14 000110-54-3 80
3 2-Ethyl-oxetane 86 C5H100 1010386-40-2 78
4 n-Hexane 86 C6H14 000110-54-3 78
5 n-Hexane 86 C6H14 000110-54-3 72

Abundance Scan 726 (3.674 min): VU047969.D\data.ms (-710) (-)
57.0

m/z 57.00 100.00%

5000 /\
860 3036038000/
‘ \ \ 206.9 40 3.60 3.80 4. .
O vl m/z 41.00 69.21%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2039: n-Hexane
57.0
29.0
5000
3.40 3.60 3.80 4.00
86.0 m/z 43.00 63.25%
OLW
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2040: n-Hexane
57.0
L TR
29.0 3.40 3.60 3.80 4.00
5000 ITI/Z 56.00 55.44%
86.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1948: 2-Ethyl-oxetane e
57.0 3.40 3.60 3.80 4.00
m/z 42.00 39.09%
5000
29.0 86.0
0 1 AR, S
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.359 4.74 ug/L 78547  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2-methyl- 100 C7H16 000591-76-4 50
2 Hexane, 2-methyl- 100 C7H16 000591-76-4 50
3 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 49
4 Hexane, 2-methyl- 100 C7H16 000591-76-4 49
5 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 47
Abundance Scan 1250 (5.359 min): VU047969.D\data.ms (-1235) (-) m/z 43.00 100.00%
43.0
85.1
5000 56.0
‘ | 00 100.0 5.00 5.20 5.40 5.60
0l bl L m/z 41.00 60.65%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4467 Hexane, 2-methyl-
43.0
5000 \‘m‘uu‘\u‘w\m‘\
570 85.0 5.00 5.20 5.40 5.60
29.0 m/z 85.10 58.89%
0 o || 4l “ 710 | 100.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4469: Hexane, 2-methyl-
43.0 /\
R RARREEE SRS
5.00 5.20 5.40 5.60
5000 m/z 56.00 49,96%
0 1.0 15'0 H LIl \H 710 | 109'0
R m e e A A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1664: 1-Pentene, 4-methyl- “‘H““‘W“‘/ﬁ““
43.0 5.00 5.20 5.40 5.60
m/z 42.00 40.46%
5000 56.0
27.0
‘ ‘ 69.0 84.0
0 14,0 A i\

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.581 4.40 ug/L 72933  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
4 Propanoic acid, 2-methyl-, 2-eth... 200 C12H2402 035061-61-1 64
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
Abundance Scan 1319 (5.581 min): VU047969.D\data.ms (-1305) (-) m/z 43.00 100.00%
43.0
71.0
5000
S RYAWEWVINS
M ‘ 100.0 207.1 5.20 5.40 5.60 5.80 6.00
0l el e M/z 71,00 79.84%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0 /\\‘\HT,HH‘HH‘/\\HQ\
5.20 5.40 5.60 5.80 6.00
m/z 70.00 71.00%
0 15.0 M\ m‘ | | 10\0'0
\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4465: Hexane, 3-methyl-
43.0
\mm’ﬂ,mwmw‘AN\_
71.0 5.20 5.40 5.60 5.80 6.00
5000 m/z 41.00 69.42%
oL, 150 \‘ I ) 1000
et
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4471: Hexane, 3-methyl- ‘_“‘,‘Hu“/>w4¥7fﬁ
43.0 5.20 5.40 5.60 5.80 6.00
m/z 57.00 61.13%
5000 71.0
0 15\'0 ‘\ “ ‘ | 100.0 ~ /\ /\
e et e A A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80 6.00

SFAMULM@32422WMA.M Mon Apr 18 02:30:32 2022 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.125 4.85 ug/L 80421 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 86
2 Heptane 100 C7H16 000142-82-5 64
3 Heptane 100 C7H16 000142-82-5 59
4 Heptane 100 C7H16 000142-82-5 59
5 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 49
Abundance Scan 1488 (6.125 min): VU047969.D\data.ms (-1476) (-) m/z 43.00 100.00%
43.0
71.1
57.1
5000
loo.l \\‘\\\\‘\\\\‘\\\\‘\\\\‘

‘ ‘ g5 1 ‘ 5.80 6.00 6.20 6.40
0+—rrrrr—rprer e e e e m/z 71.10  76.39%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100

Abundance #4464: Heptane

43.0
57.0
5000 710 \\‘/\\\\\‘\\\\‘\\\\‘\\\\‘
5.80 6.00 6.20 6.40
29.0 100.0 m/z 41.00 72.20%
Lo ] o
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
‘\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘
5.80 6.00 6.20 6.40
5000 57.0 71.0 m/z 57.10 62.17%
29.0
100.0
0 15.0 ‘\ “\ “ ‘\ 850 ‘
A E e e e e e EAAASRRRES
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane A RAENE L L
43.0 5.80 6.00 6.20 6.40
m/z 56.00 46.76%
5000 290 570 71.0
100.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 5 2H-Pyran, tetrahydro-2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.497 5.89 ug/L 97753  1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 90
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 83
3 Furan, tetrahydro-2,4-dimethyl-,... 100 C6H120 039168-01-9 74
4 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 72
5 1-Methoxy-3-methyl-2-butene 100 C6H120 022093-99-8 62

Abundance Scan 1915 (7.497 min): VU047969.D\data.ms (-1903) (-) m/z 84.95 100.00%
85.0

43.0
5000
56.0
100.0 R R R e S
H‘ H 67.0 7.20 7.40 7.60 7.80
O et el el iz 42,95 57.59%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4428: 2H-Pyran, tetrahydro-2-methyl-
85.0
41.0
5000 \u‘uu‘uu‘umﬁ/\\u
56.0 7.20 7.40 7.60 7.80
' 67.0 100.0 m/z 40.95 52.08%

o

27.0 ‘
\\‘:I\-\S\(\)‘\\\‘\“\\\\“’!1‘\\‘\\\‘\‘\\\‘\‘\\\\‘\\\\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4434: 2H-Pyran, tetrahydro-2-methyl-
85.0
41.0

LR B R e S

7.20 7.40 7.60 7.80

m/z 56.00 29.73%
5000 56.0
27.0 ‘ 71.0 100.0
A O Y
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4455 Furan, tetrahydro-2,4-dimethyl-, cis- e Mﬁ/\‘ el
410 85.0 7.20 7.40 7.60 7.80
' 55.0 m/z 55.05 27.13%
5000
290 700 100.0
oH‘HH_‘\‘!_m,mwml‘HH_m_m‘mwm‘
m/z--> 10 20 30 40 50 60 70 80 90 100 7.20 7.40 7.60 7.80

SFAMULM@32422WMA.M Mon Apr 18 02:30:34 2022

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 7 Benzene, 1-bromo-2-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.970  19.85 ug/L 527819 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
2 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
3 Benzene, 1l-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
5 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98

Abundance Scan 3617 (12.970 min): VU047969.D\data.ms (-3606) (-  m/z 191.90 100.00%

191.9
111.0
75.0
5000
50.0
‘ ‘ ‘ 154 13.00
Ol byl bl 3398 2529 m/z 189.90  77.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 75.0 N
13.00
50.0 m/z 110.95 70.89%
0 27.0 1 ‘\ L “ 1l \‘ 131.0 155.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65030: Benzene, 1-bromo-3-chloro-
111.0 192.0
e
13.00
5000 75.0 m/z 74.95 52.74%
50.0
01260 ‘M \“ bl 131.0 155.0
R R L T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #65026: Benzene, 1-bromo-3-chloro- o
192.0 13.00
m/z 74.00 27.24%
75.0 111.0
5000
50.0
0 26.0 H I, “‘n 1l \‘ 131.0 155.0
et e e S M
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 8 Benzene, 1-bromo-3-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.330 12.86 ug/L 342072 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 99
2 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
3 Benzene, 1l-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
5 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98

Abundance Scan 3729 (13.330 min): VU047969.D\data.ms (-3718) (-  m/z 191.90 100.00%

191.9
111.0
5000 75.0
50.0 - e
‘ ‘ ‘ e 13.00 13.50
Ol ety bbbl 2398 252D m/z 189.85  77.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 75.0 - e
13.00 13.50
50.0 m/z 110.95 62.37%
0 27.0 1 ‘\ L “ 1l \‘ 131.0 155.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65026: Benzene, 1-bromo-3-chloro-
192.0
=
5000 m/z 74.95  47.61%
50.0
o200 I .y | amoss0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #65034: Benzene, 1-bromo-2-chloro-
192.0 13. 00 13 50
m/z 193.90 25.17%
111.0
5000 75.0
50.0
0 27.0 il ‘\ I M 1| \‘ 131.0 155.0
et e A e S e
m/z--> 20 40 60 80 100 120 140 160 180 13. 00 13 50

SFAMULM@32422WMA.M Mon Apr 18 02:30:36 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 9 Hexane, 1,6-dichloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.375 35.44 ug/L 942553  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 80
2 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 80
3 Hexenyl angelate, 4z- 182 C11H1802 1000383-63-7 43
4 Cyclohexane, chloro- 118 C6H11C1 000542-18-7 43
5 1-Hexanol, 6-chloro- 136 C6H13C1O0 002009-83-8 38

Abundance Scan 3743 (13.375 min): VU047969.D\data.ms (-3735) (- m/z 55.00 100.00%

55.0
82.0
5000
1300 1350
118.0
om_mMp‘\‘\ulm‘““HM‘_Hw,‘““1“5‘1:?””_”?‘9‘7:9 m/z 41.0  79.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31626: Hexane, 1,6-dichloro-
55.0
82.0
5000
270 13.00 13.50
’ m/z 69.00 71.05%
| || o
O\\\‘\‘}\\‘\\‘\““‘\H\‘\‘l“\\“\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31627: Hexane, 1,6-dichloro-
55.0
1300 1350
27.0
NI N S T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56597: Hexenyl angelate, 4z-
67.0 1300 1350
m/z 67.00 54.27%
5000
41.0
‘ M 100.0
Ot et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 1300 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vvue41222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA .M
: VOC Analysis

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

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

Peak Number 10 unknown-01 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.430 7.94 ug/L 211230 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 5-chloro-4-(chloromet... 152 C6H10C12 027990-74-5 46
2 1-Propene, 1,3-dichloro- 110 C3H4C12 000542-75-6 27
3 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 25
4 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 25
5 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 25

Abundance Scan 4071 (14.430 min): VU047969.D\data.ms (-4061) (- 80.95 100.00%

81.0
41.0
5000
14 50
152.0
0 30 70. 44%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #29713: 1-Pentene, 5-chloro-4-(chloromethyl)-
41.0
81.0
5000 103.0
14 50
m/z 103.0 59.67%
15.0 63
0 \‘\\\“\‘\‘\“\ \‘ \‘H‘\“ L \N\\‘ ‘ MHT‘Z\4\O\\‘\]-\5\2\O‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #6375: 1-Propene, 1,3-dichloro-
75.0
390 14 50
5000 ITI/Z 74.9 58.58%
110.0
ol 240l B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #6762: 1-Ethyl-5-methylcyclopentene
81.0 1450
m/z 39.0 56.25%
5000
39.0 110.0
14.0
Iy ‘\ H ‘\H Y “‘ L1y ‘ _J\T

m/z-->

o

0 80 100 120 140 160
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 11 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.494  32.11 ug/L 853826 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-(1-propynyl)- 150 C9H7C1l 002809-65-6 38
2 Glutaric acid, heptyl 4-methoxy-... 330 C18H3405 1000359-41-6 27
3 Glutaric acid, decyl 4-methoxy-2... 372 C21H4005 1000359-41-9 27
4 2-Pyrrolidinethione, 1-methyl- 115 C5HONS 010441-57-3 11
5 1,3,4-Thiadiazolidine-2,5-dithione 150 C2H2N2S3 001072-71-5 11

Abundance Scan 4091 (14.494 min): VU047969.D\data.ms (-4081) (- m/z 115.00 100.00%

115.0150.0
67.0
5000
L
‘ ‘ 14.50
0 i L2070 2811 ./, 1p1.00  93.38%
miz--> 50 100 150 200 250 300
Abundance #28523: Benzene, 1-chloro-4-(1-propynyl)-
115.0
150.0
5000 AL
14.50
m/z 150.00 86.62%
63.0 h‘
O T T T ‘h \“ \‘ T ‘M\ ‘ \“‘\ T T “ T L T ‘ T T T T ‘ T T L ‘ L T
miz--> 50 100 150 200 250 300
Abundance #236723: Glutaric acid, heptyl 4-methoxy-2-methylbutyl e
101.0
L
14.50
5000 45.0 ITI/Z 67.00 61.73%
e T
ol b dy s gm0 T 2850
miz--> 50 100 150 200 250 300
Abundance #281274: Glutaric acid, decyl 4-methoxy-2-methylbutyl es o
101.0 14.50
m/z 113.95 54.41%
5000
45.0
255.0
ol Ly h2g00 1850 TN, ser. e
m/z--> 50 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 12 unknown-@3 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.542  46.34 ug/L 1232250 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 38
2 Acrolein, 2-chloro- 90 C3H3Clo 000683-51-2 37
3 1,3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130 1000140-03-8 25
4 Propane, 2-(methylthio)- 90 C4H1esS 001551-21-9 25
5 2,2-Bis(chloromethyl)-1-propanol 156 C5H1eC120 005355-54-4 23
Abundance Scan 4417 (15.542 min): VU047969.D\data.ms (-4406) (- m/z 89.95 100.00%
90.0
41.0
5000
Lﬂ 1550 |
0 152.0 . :
Obrrperes “wWHmu_‘le?uH,ww,‘??}c; m/z 66.95 87.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2663: Bicyclo[4.1.0]hepta-1,3,5-triene
90.0
5000 — :
15.50
m/z 41.00 84.17%
39.0 ‘
OH\‘\\H““‘HH\\“‘HH‘H‘H‘HH’HH‘HH‘\\\\‘\\H‘HH’HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2526: Acrolein, 2-chloro-
90.0
1T T
15.50
5000 m/z 103.00 81.79%
61.0
om"‘H‘HJM‘U‘H"mw","Hw‘_"Wm_m,w_m,uw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #78186: 1,3,5-Trichloro-4-methyl-2-pentanone — ‘
90.0 15.50
m/z 75.00 62.31%
5000
125.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vvue41222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA .M
: VOC Analysis

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

sk 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 Benzene, 1,3-dibromo-5-chloro- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.889 102.62 ug/L 2729130  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dibromo-5-chloro- 268 C6H3Br2Cl 014862-52-3 94
2 2,6-Dibromo-4-fluorophenol 268 C6H3Br2FO0 000344-20-7 47
3 4,6-Dibromo-5-hydroxypyridazine ... 268 C4H2Br2N202 019971-61-0 43
4 Pyrimidine, 4,6-dichloro-2-(meth... 270 C11H8C12N2S 064415-11-8 23
5 4-Bromo-7-methylbenzo(b)thiophen... 270 C1@H7Br02s 001467-90-9 23

Abundance Scan 4525 (15.889 min): VU047969.D\data.ms (-4509) (-
269.9

m/z 269.90 100.00%

5000
740 190.9 /\
110.0 — e
15.50 16.00
37.0 152.9
o b 2P 2849 m/z 271.85  68.59%
miz--> 50 100 150 200 250
Abundance #158687: Benzene, 1,3-dibromo-5-chloro-
270.0
74.0
5000 — LW
191.0 15.50 16.00
37.0 110.0 m/z 267.85 43.91%
ol “\\‘ ‘\l " “\W‘ \L_ AP0 ) 2260 ]
miz--> 50 100 150 200 250
Abundance #158688: 2,6-Dibromo-4-fluorophenol
270.0
— T
15.50 16.00
5000 m/z 74.00 42.60%
81.0
160.0190.0
ol B0 324 b | 290 |
m/z--> 50 100 150 200 250
Abundance  #158672: 4,6-Dibromo-5-hydroxypyridazine 1-oxide — r—
270.0 15.50 16.00
m/z 190.90 36.84%
5000
80.0
28.0 147.0
[o ““} m“\ ‘h‘\ . h‘ U 1L ‘aﬁ}ﬂ\'%ﬂd“m“‘ 1. ‘1‘83;0‘21‘?‘0‘ } ‘H‘ 1 P P
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vvue41222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA .M
: VOC Analysis

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 2,6-Dibromo-4-fluorophenol Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.349 3.57 ug/L 94986  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dibromo-5-chloro- 268 C6H3Br2Cl 014862-52-3 93
2 2,6-Dibromo-4-fluorophenol 268 C6H3Br2FO0 000344-20-7 50
3 4,6-Dibromo-5-hydroxypyridazine ... 268 C4H2Br2N202 019971-61-0 43
4 Pyrimidine, 4,6-dichloro-2-(meth... 270 C11H8C12N2S 064415-11-8 37
5 5,7-Dichloro-8-[(trimethylsilyl)... 285 C12H13C12NOSi 1000408-12-3 23

Abundance Scan 4668 (16.349 min): VU047969.D\data.ms (-4659) (-  m/z 269.90 100.00%
269.9
5000
74.0 190.9
110.0 — ——
36.9 ‘ 20 ‘ 16.00 16.50
L w‘w o h N — m/z 271.85  65.02%
miz--> 50 100 150 200 250
Abundance #158687: Benzene, 1,3-dibromo-5-chloro-
270.0
74.0
5000 — ——
1910 16.00 16.50
37.0 110.0 m/z 267.85 43.33%
oL \\ \M | \\M‘ AP0 ) 2280
m/z--> 50 100 150 200 250
Abundance #158688: 2,6-Dibromo-4-fluorophenol
270.0
— e
16.00 16.50
5000 m/z 73.95 35.31%
81.0
160. 01900
T S O -2 W -
miz--> 50 100 150 200 250
Abundance  #158672: 4,6-Dibromo-5-hydroxypyridazine 1-oxide — ‘ ‘
270.0 16.00 16.50
m/z 190.90 32.88%
5000
80.0
28.0 147.0
0! [l \H“ I 8‘3‘021‘3“0‘ ; ‘H‘ N
m/z--> 50 100 150 200 250 16,00 16,50

SFAMULM@32422WMA.M Mon Apr 18 02:30:42 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 15 unknown-04 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.388 9.50 ug/L 252739 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl nitrile 117 C8H7N 000140-29-4 25
2 Indole 117 C8H7N 000120-72-9 25
3 Benzyl nitrile 117 C8H7N 000140-29-4 25
4 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 22
5 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 22

Abundance Scan 4680 (16.388 min): VU047969.D\data.ms (-4674) (- m/z 81.00 100.00%

81.0
41.0 117.0
5000 \_
151.9 1600 1650
o,,2070282': m/z 41.e0  71.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9742: Benzyl nitrile
117.0
5000
1&00 1&50
m/z 117.00  69.80%
51.0 4
O\\‘\\H‘H“\\“‘”\H‘HH‘H\"HH‘HH’H\\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9736: Indole
117.0
I
16.00 16.50
5000 m/z 67.00 53.55%
63.0
) S S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9740: Benzyl nitrile
117.0 1600 1650
m/z 39.00 46.84%
) i
0§4,,
m/z--> 20 40 60 80 100120140160180200220240260280 1&00 1&50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47969.D

Acqg On : 12 Apr 2022 20:23

Operator : SY/MD

Sample : N2293-09ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S.. 3.674 2.7 ug/L 44783 1 6.247 829366 50.0
(DEL) Alkane: S.. 5.359 4.7 ug/L 78547 1 6.247 829366 50.0
(DEL) Alkane: S.. 5.581 4.4 ug/L 72933 1 6.247 829366 50.0
(DEL) Alkane: S... 6.125 4.8 ug/L 80421 1 6.247 829366 50.0
2H-Pyran, tetra... 7.497 5.9 ug/L 97753 1 6.247 829366 50.0
Benzene, 1-brom... 12.970 19.9 ug/L 527819 3 11.816 1329690 50.0
Benzene, 1-brom... 13.330 12.9 wug/L 342072 3 11.816 1329690 50.0
Hexane, 1,6-dic... 13.375 35.4 ug/L 942553 3 11.816 1329690 50.0
unknown-01 14.430 7.9 ug/L 211230 3 11.816 1329690 50.0
unknown-02 14.494 32.1 ug/L 853826 3 11.816 1329690 50.0
unknown-03 15.542 46.3 ug/L 1232250 3 11.816 1329690 50.0
Benzene, 1,3-di... 15.889 102.6 ug/L 2729130 3 11.816 1329690 50.0
2,6-Dibromo-4-f... 16.349 3.6 ug/L 94986 3 11.816 1329690 50.0
unknown-04 16.388 9.5 ug/L 252739 3 11.816 1329690 50.0
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