LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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@48006.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 80 103 rBV 30094 66649 1.70% 0.336%
2 1.803 121 144 145 rBV4 26504 69750 1.78% 0.351%
3 2.536 362 372 383 rBV 80910 139702 3.57% 0.704%
4 3.031 522 526 528 rBV4 928 867 0.02% 0.004%
5 3.112 544 551 555 rBV5 739 1096 0.03% 0.006%
6 3.215 572 583 597 rVB2 14933 30162 ©0.77% 0.152%
7 3.337 613 621 623 rBV3 813 1267 ©0.03% 0.006%
8 3.424 641 648 649 rBv4 864 1014 0.03% 0.005%
9 3.674 714 726 741 rVB3 5644 12601 0.32% 0.063%
106 3.874 785 788 793 rVv3 652 717 0.02% 0.004%
11  4.414 950 956 965 rVB6 727 1299 0.03% 0.007%
12 4.517 984 988 998 rVB4 1348 1771 0.05% 0.009%
13 4.636 1011 1025 1070 rBV2 112266 374879 9.58% 1.888%
14 5.064 1141 1158 1183 rBV 140100 326753 8.35% 1.646%
15 5.218 1198 1206 1209 rBV6 787 1143 0.03% 0.006%
16 5.292 1227 1229 1232 rVV2 773 639 0.02% 0.003%
17 5.353 1234 1248 1269 rVB7 7899 26488 0.68% 0.133%
18 5.453 1269 1279 1284 rBVS8 1737 3026 0.08% 0.015%
19 5.584 1308 1320 1331 rBv4 6788 13740 0.35% 0.069%
20 5.719 1338 1362 1370 rBV2 266170 724327 18.52% 3.649%
21 6.035 1454 1460 1462 rBV5S 853 767 0.02% 0.004%
22 6.128 1478 1489 1499 rBV7 6699 13260 0.34% 0.067%
23 6.247 1512 1526 1550 rVV 361040 718316 18.36% 3.619%
24  6.526 1598 1613 1630 rBV7 7087 16406 0.42% 0.083%
25 6.690 1648 1664 1681 rBV 179699 374851 9.58% 1.888%
26 6.996 1746 1759 1769 rVv4 3952 7489 0.19% 0.038%
27 7.057 1769 1778 1787 rVWV4 1408 2512 0.06% 0.013%
28 7.189 1805 1819 1841 rBV3 9608 24443  0.62% 0.123%
29 7.494 1902 1914 1927 rBV 87203 191331 4.89% 0.964%
30 7.568 1928 1937 1961 rVB 88805 176492 4.51% ©0.889%
31 7.697 1968 1977 1992 rBV6 1670 3924 0.10% 0.020%
32 7.819 2010 2015 2019 rVV5 777 928 0.02% 0.005%
33 7.899 2027 2040 2053 rW 252986 458542 11.72% 2.310%
34 7.986 2053 2067 2101 rVB2 118225 340976 8.72% 1.718%
35 8.182 2116 2128 2148 rBV2 60992 125059 3.20% 0.630%
36 8.369 2172 2186 2205 rVB7 11351 33299 0.85% 0.168%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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 8.578 2236 2251 2262 rBV 90447 180764 4.62% 0.911%
38 8.652 2262 2274 2304 rVB 430803 888266 22.71% 4.475%
39 8.771 2308 2311 2314 rBV3 1207 1163 0.03% 0.006%
40 9.028 2380 2391 2403 rVB3 6739 14273 0.36% 0.072%
41  9.182 2429 2439 2451 rVB3 6376 11309 0.29% 0.057%
42 9.366 2485 2496 2503 rBV 95189 161190 4.12% 0.812%
43 9.449 2503 2522 2552 rVV2 1583384 3911470 100.00% 19.704%
44  9.581 2553 2563 2575 rVB4 25066 44928 1.15% 0.226%
45  9.697 2590 2599 2609 rVB3 4078 7009 0.18% 0.035%
46  9.851 2639 2647 2651 rBV5 1313 1759 0.04% 0.009%
47  9.944 2667 2676 2689 rVB7 3673 7052 0.18% 0.036%
48 10.102 2715 2725 2728 rBV6 2701 3615 ©0.09% 0.018%
49 10.253 2767 2772 2776 rBvV3 527 653 0.02% 0.003%
50 10.591 2867 2877 2883 rVB5 1222 1927 0.05% 0.010%
51 10.655 2886 2897 2909 rBV3 21976 36216 ©.93% 0.182%
52 10.764 2918 2931 2953 rBV2 497307 1043323 26.67% 5.256%
53 10.886 2967 2969 2980 rvvs 797 1095 0.03% 0.006%
54 10.973 2980 2996 3014 rvB2 23322 43485 1.11% ©0.219%
55 11.095 3027 3034 3037 rBvV3 1084 1319 0.03% 0.007%
56 11.256 3075 3084 3091 rBV6 5047 7861 0.20% 0.040%
57 11.378 3116 3122 3131 rVB3 2668 3473 0.09% 0.017%
58 11.472 3143 3151 3157 rBV5 2034 2840 0.097% 0.014%
59 11.517 3158 3165 3175 rVB7 3017 4679 0.12% 0.024%
60 11.584 3182 3186 3187 rBV2 1195 754 0.02% 0.004%
61 11.751 3232 3238 3244 rVV3 2450 3122 0.08% 0.9016%
62 11.816 3245 3258 3272 rVV 718718 1153891 29.50% 5.813%
63 11.883 3272 3279 3292 rVV3 38731 66861 1.71% ©.337%
64 11.954 3292 3301 3314 rVVv4 12038 20334 0.52% 0.102%
65 12.021 3314 3322 3331 rVB7 6244 10023 0.26% 0.050%
66 12.198 3363 3377 3398 rVV3 537447 1044474 26.70% 5.262%
67 12.298 3398 3408 3414 rVBS8 2513 4311 0.11% 0.022%
68 12.362 3425 3428 3433 rBV3 644 669 0.02% 0.003%
69 12.472 3453 3462 3480 rVB2 34116 55190 1.41% 0.278%
70 12.706 3525 3535 3546 rBV2 36665 53691 1.37% 0.270%
71 12.771 3552 3555 3566 rVB4 1548 2194 0.06% 0.011%
72 12.873 3581 3587 3589 rBV4 2264 2096 0.05% 0.011%
73 12.909 3589 3598 3606 rVV2 49348 79147  2.02% ©.399%
74 12.970 3606 3617 3646 rVV 485364 774365 19.80%  3.901%
75 13.163 3667 3677 3687 rVB2 20638 32281 0.83% 0.163%
76 13.218 3691 3694 3700 rVB5 953 847 0.02% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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 13.275 3706 3712 3718 rVB6 1563 1832 0.05% 0.009%
78 13.330 3718 3729 3734 rBV 51598 80166 2.05% 0.404%
79 13.378 3734 3744 3759 rVB 862943 1286798 32.90% 6.482%
80 13.472 3769 3773 3782 rVB3 11057 14315 0.37% 0.072%
81 13.558 3795 3800 3805 rBV5 1213 1553 ©0.04% 0.008%
82 13.690 3833 3841 3845 rBVS5 1613 2360 0.06% 0.012%
83 13.709 3845 3847 3854 rVB3 1237 1165 ©0.03% 0.006%
84 13.777 3859 3868 3872 rBV3 30366 45308 1.16% ©0.228%
85 13.992 3931 3935 3937 rBV3 753 644 0.02% ©0.003%
86 14.050 3945 3953 3962 rBV10 5933 9519 0.24% 0.048%
87 14.092 3963 3966 3976 rVB6 2085 2492 0.06% 0.013%
88 14.214 3999 4004 4013 rVB7 3333 4366 0.11% 0.022%
89 14.301 4027 4031 4035 rBVS5S 866 853 0.02% 0.004%
990 14.359 4039 4049 4060 rVB 23583 34443 0.88% 0.174%
91 14.430 4060 4071 4080 rBV 174194 270814  6.92% 1.364%
92 14.494 4080 4091 4111 rVB 1427273 2226786 56.93% 11.217%
93 14.886 4205 4213 4222 rBv4 7686 12594 0.32% 0.063%
94 14.951 4224 4233 4245 rVB4 20649 33724 0.86% 0.170%
95 15.285 4326 4337 4341 rBV4 20453 33408 0.85% 0.168%
96 15.465 4387 4393 4405 rBV10 4011 7176 0.18% 0.036%
97 15.545 4405 4418 4437 rBV 980356 1514755 38.73% 7.631%
98 15.799 4491 4497 4508 rVBS8 8325 14240 0.36% 0.072%
99 15.877 4511 4521 4538 rVvVv2 49461 95415 2.44% 0.481%

100 16.388 4670 4680 4690 rBvV2 117737 186143 4.76% ©.938%

Sum of corrected areas: 19851207
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41322\

: VU048006.D

: 13 Apr 2022 16:11

: SY/MD

: N2358-01

: 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 18

Sample Multiplier: 1

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

: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: VU048006.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 1 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.803 4.86 ug/L 69750 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl Sulfoxide 78 C2H60S 000067-68-5 12
2 Dimethylsulfoxonium formylmethylide 120 C4H802S 031043-74-0 10
3 Methane, chloromethoxy- 80 C2H5C10 000107-30-2 9
4 Methane, bromochloro- 128 CH2BrCl 000074-97-5 9
5 Bis(2-chloroethyl) sulfone 190 C4H8C1202S 000471-03-4 9

Abundance Scan 144 (1.803 min): VU048006.D\data.ms (-121) (-) m/z 63.00 100.00%

3.0
35.1
5000
1,60 1.80 2.00 2.20
91.0 115.0 e
0’ wﬁmum“Hu‘wwwwmzﬁ’?:q m/z 45.00 79.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1148: Dimethyl Sulfoxide
63.0
5000 \/\\\\‘\\\\‘\\\\‘\\\\‘\\
1.60 1.80 2.00 2.20
m/z 35.10 67.69%
28.0
0\\\‘\‘\‘!Hw‘\‘\‘m\\“M‘\\\W\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10470: Dimethylsulfoxonium formylmethylide
63.0
1.60 1.80 2.00 2.20
5000 m/z 47.00 61.74%
31.0 ‘ ‘
bt ey k920
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1199: Methane, chloromethoxy- “H¢?H“‘H“‘H“‘
45.0 1.60 1.80 2.00 2.20
m/z 49.00 57.06%
5000
15.0
079'0 BT .
m/z--> 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20

SFAMULM@32422WMA.M Tue Apr 19 15:21:32 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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 2H-Pyran, tetrahydro-2-methyl- Concentration Rank 5

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

7.494  13.32 ug/L 191331 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 95
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 80
3 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 70
4 Oxetane, 2-ethyl-3-methyl- 100 C6H120 053778-62-4 64
5 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 64

Abundance Scan 1914 (7.494 min): VU048006.D\data.ms (-1902) (-)  m/z 85.00 100.00%

85.0
5000 410
56.0
R RRREEURE SRS
‘ 67 0 1000 7.20 7.40 7.60 7.80
0 H‘HH‘HH_H‘;H"_w‘ww_memmw‘ m/z 41.00 51.08%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4428: 2H-Pyran, tetrahydro-2-methyl-
85.0
41.0
5000 LN L L L L L B BRI
56.0 7.20 7.40 7.60 7.80
70 " 670 100.0 m/z 43.08  47.55%
O \\‘]\-'\5\\0‘\\\‘\“\\\\“’!1‘\\‘\\‘\‘\‘\\\‘\‘\\\\‘\\1\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4435: 2H-Pyran, tetrahydro-2-methyl-
85.0
R R EMETENE:
7.20 7.40 7.60 7.80
5000 m/z 56.00  28.96%
41.0
56.0 100.0
‘ 67.0
ot ‘%39‘HJU_“¢‘H“MLM“‘ql‘up‘ﬁ“u‘Mu‘u‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4434: 2H-Pyran, tetrahydro-2-methyl- ““““‘H“““‘,H“
85.0 7.20 7.40 7.60 7.80
41.0 m/z 55.00 25.37%
5000 56.0
27.0 ‘ 71.0 100.0
0 150, e
m/z--> 10 20 30 40 50 60 70 80 90 100 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@41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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 Benzene, 1-bromo-3-chloro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.909 3.43 ug/L 79147  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
2 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 96
4 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 96
5 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 94

Abundance Scan 3598 (12.909 min): VU048006.D\data.ms (-3589) (-  m/z 191.85 100.00%
8

111.0 lgl.
75.0
5000
50.0 JiN
. —
‘ ‘ 156.9 13.00
[ NSS MEL AR VN THBE| SMBSMBNS . m/z 111.60  85.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65030: Benzene, 1-bromo-3-chloro-
111.0 192.0
5000 5.0 R
13.00
50.0 m/z 189.90  77.50%
O \‘2(\5\.9\“‘ T T \‘M”‘ iy \‘1 T \‘1‘\ T \175\5.‘0\\\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65028: Benzene, 1-bromo-4-chloro-
192.0
111.0 17 ‘/\‘
13.00
5000 750 m/z 75.00 52.90%
50.0
om“2559‘”‘w‘hu_‘n‘l_w‘Hl‘wmwlﬁr"?"‘q‘w”
miz--> 20 40 60 80 100 120 140 160 180
Abundance #65032: Benzene, 1-bromo-4-chloro- e /\/\
111.0 192.0 13.00
75.0 m/z 74.00  28.46%
5000 50.0 j\
0oy 1H‘ A fi R T ‘]"5‘?‘9““” o
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\VU@41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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 Benzene, 1-bromo-2-chloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.970  33.55 ug/L 774365 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 99
2 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
5 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98

Abundance Scan 3617 (12.970 min): VU048006.D\data.ms (-3606) (-  m/z 191.90 100.00%

191.9 '
111.0
5000 8.0
50.0 A
M ‘
‘ ‘ ‘ 154 13.00
Ol eyl 1398 2529 m/z 189.90  77.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65026: Benzene, 1-bromo-3-chloro-
192.0
75.0 111.0
AN
5000 17 T
50.0 13.00
m/z 111.00 70.75%
O\‘Z\G\O\\H‘\\‘\‘\ ff1310155‘0‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0 21.3.‘00‘
5000 75.0 m/z 75.00 50.37%
50.0
0 270\\ ‘M \“ m‘ 131.0 155.0
et et e e S T e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #65032: Benzene, 1-bromo-4-chloro- e N\
111.0 192.0 13.00
75.0 m/z 73.95 28.17%
Ob i sy 18101580 ML
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\VU@41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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 6 Benzene, 1-bromo-4-chloro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.330 3.47 ug/L 80166 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 99
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
4 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
5 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 97

Abundance Scan 3729 (13.330 min): VU048006.D\data.ms (-3718) (-  m/z 191.90 100.00%
191.9

110.9
5000 75.0
50.0 T ‘/\‘ 7
‘ ‘ ‘ 13.00 13.50
O ot o Al 2200 myz 189.90  77.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 75.0 A
13.00 13.50
50.0 m/z 110.90 58.81%
027-0’155.0 \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65026: Benzene, 1-bromo-3-chloro-
192.0
— —r
5000 ITI/Z 75.00 48.50%
50.0
o 2800 L oy | sso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65028: Benzene, 1-bromo-4-chloro- T /\/\ —
192.0 13.00 13.50
111.0 m/z 50.00 22.17%
5000 75.0
50.0
b 2800 i iy 1590 e N\ S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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 Hexane, 1,6-dichloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.378 55.76 ug/L 1286800 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 91
2 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 80
3 Cyclohexane, chloro- 118 C6H11Cl 000542-18-7 50
4 1-Hexene, 6-chloro- 118 C6H11Cl 000928-89-2 50
5 1-Hexanol, 6-chloro- 136 C6H13C1O0 002009-83-8 38
Abundance Scan 3744 (13.378 min): VU048006.D\data.ms (-3734) (- m/z 55.00 100.00%
55.0
82.0
5000
1300 1350
118.0 . :
bl ““;Hw‘w by ‘““\“‘ “HEM 22t 2070 /7 41.00  80.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31627: Hexane, 1,6-dichloro-
55.0
5000 82.0 — P
13.00 13.50
27.0 m/z 69.00 71.03%
0 Tt \\“‘\H““‘i“\‘\‘1‘”‘“\ \H“\ T \1\1\?.\()\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31626: Hexane, 1,6-dichloro-
55.0
— ——
82.0 13.00 13.50
5000 m/z 82.05 56.01%
27.0
Ll o
0 H\‘M\\pAJWWM$WHU\_\\ﬁ\\u‘\u\‘u\\_\\w\\u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9997: Cyclohexane, chloro- T P
67.0 13.00 13.50
m/z 67.00 53.78%
5000
41.0
01'9'011?'0 — —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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 8 unknown-02 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.430 11.73 ug/L 270814 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 35
2 1-Propene, 2,3-dichloro- 110 C3H4C12 000078-88-6 30
3 1-Propene, 1,3-dichloro-, (Z)- 110 C3H4C12 010061-01-5 30
4 1-Propene, 1,3-dichloro-, (E)- 110 C3H4C12 010061-02-6 25
5 1-Propene, 1,3-dichloro-, (Z)- 110 C3H4C12 010061-01-5 22

Abundance Scan 4071 (14.430 min): VU048006.D\data.ms (-4060) (- m/z 80.95 100.00%

81.0
41.0
5000 16.0
1450
152.0 :
0 w““““““‘ 280 myz 41.00  74.87%
miz--> 0 50 100 150 200 250
Abundance #29713: 1-Pentene, 5-chloro-4-(chloromethyl)-
41.0
81.0
5000 L
14.50
m/z 103.00 64.86%
TAG.O
02.0 Hl “ \‘H“\ T ]\-5‘2.\0\ T T ’ T T T T ‘ T T T T
miz--> 0 50 100 150 200 250
Abundance #6378: 1-Propene, 2,3-dichloro-
75.0
P
14.50
5000 39.0 m/z 75.00  64.02%
110.0
miz--> 0 50 100 150 200 250
Abundance #6385: 1-Propene, 1,3-dichloro-, (2)- =
75.0 14.50
m/z 39.00 61.50%
5000 39.0
110.0
miz--> 0 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknown-03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.494 96.49 ug/L 2226790 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 2-Chloro-4,6-difluoro-pyrimidine 150 C4HC1F2N2 038953-30-9 27
3 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 11
4 Imidazo[5,1-f][1,2,4]triazine-2,... 150 C5H6N6 051292-20-7 11

5 4-Amino-3-hydroxytetrahydrothiop... 295 C10H25N03SSi2 1000474-20-9 10

Abundance Scan 4091 (14.494 min): VU048006.D\data.ms (-4080) (- m/z 115.00 100.00%

115.0 150.0
67.0
5000
3 ‘d ‘ 1450
o Moo L2070 28LUu,; 191,00 90.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28523: Benzene, 1-chloro-4-(1-propynyl)-
115.0
150.0
5000
1450
m/z 150.00 83.21%
e
0\H‘H\\‘\\w\"‘H\‘\‘\“}‘H‘H‘\‘\‘H\\‘\H‘\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27850: 2-Chloro-4,6-difluoro-pyrimidine
150.0
115.0 1450
5000 ITI Z 67.00 57.16%
70.0
31.0
0\HMw”MM”MwWHMHHHMmeHH“HwHHMHwHHMHWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9360: 2H-Thiopyran, tetrahydro-2-methyl-
101.0 1450
m/z 114.00 50.82%
5000
67.0
e T Y
m/z--> 20 40 60 80 100120140160180200220240260280 1450
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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 10 unknown-04 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.545  65.64 ug/L 1514766  1,4-Dichlorobenzene-dd  11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual

crolein, 2-chloro- 90 C3H3ClOo 000683-51-2 43
hiourea, methyl- 90 C2H6N2S 000598-52-7 35
»3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130 1000140-03-8 25
ropane, 2-(methylthio)- 90 C4H1esS 001551-21-9 25
»2-Bis(chloromethyl)-1-propanol 156 C5H1eC120 005355-54-4 23

VA wWwN R
N TR - D>

Abundance Scan 4418 (15.545 min): VU048006.D\data.ms (-4405) (- m/z 90.00 100.00%

410 67.0 90.0
5000
116.0 1 1 \
15.50
152.0
0 2080 L 6700 86.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2526: Acrolein, 2-chloro-
90.0
5000 — :
62.0 15.50
m/z 41.00  85.56%
O\\\‘\\\\‘\\\h\ \\\‘\\M\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2515: Thiourea, methyl-
90.0
30.0 UL \
15.50
5000 60.0 ITI/Z 103.00 84.67%
0\\\‘\W\}“1“‘1ww‘;\M‘\wl\‘\H\‘HHWHWHWH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78186: 1,3,5-Trichloro-4-methyl-2-pentanone — ‘
90.0 15.50
m/z 75.00 60.30%
5000
125 0
I
o"J_"‘““"w"H"‘H"H"‘HWMWWWW p
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 Sample Multiplier: 1
Quant Method
Quant Title : VOC Analysis

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

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Benzene, 1,3-dibromo-5-chloro-

R.T. EstConc Area Relative to ISTD R.T.
15.877 4.13 ug/L 95415 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 91
2 2,6-Dibromo-4-fluorophenol 268 C6H3Br2FO0 000344-20-7 38
3 4,6-Dibromo-5-hydroxypyridazine ... 268 C4H2Br2N202 019971-61-0 35
4 Pyrimidine, 4,6-dichloro-2-(meth... 270 C11H8C12N2S 064415-11-8 32
5 6-Bromo-7-methylbenzo(b)thiophen... 270 C10H7Bro02S 001678-69-9 28

Concentration Rank 10

Abundance Scan 4521 (15.877 min): VU048006.D\data.ms (-4511) (- m/z 269.80 100.00%
269.8

5000
P S
15.50 16.00
0! m/z 271.80  74.20%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158687: Benzene, 1,3-dibromo-5-chloro-
270.0
74.0
5000 — A
191.0 15.50 16.00
37.0 110.0 m/z 267.80  49.52%
O \\\\‘\\\1“‘\{‘\‘{ ih\\}‘}h“‘\‘\\”\‘H“w\’\\\“l%?ﬁ"o\\\\‘Hw‘\‘\\\2\‘2\6\;\0‘\\\\‘\\“\‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158688: 2,6-Dibromo-4-fluorophenol
270.0
P G
15.50 16.00
5000 m/z 74.00  41.67%
81.0
160.0190.
0 "“‘3}“"?‘H‘;“‘m"}“H‘1‘:‘]-‘?;?"w‘m‘HN“H"‘M‘H“HW%‘}%](‘)WH“W
m/z--> 20 40 60 80 100120140160180200220240260 A
Abundance  #158672: 4,6-Dibromo-5-hydroxypyridazine 1-oxide P v e
270.0 15.50 16.00
m/z 190.85 40.80%
5000
0, J_'_r' al /\T/\AA‘/V\/‘\/\W\/‘\\ T
m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00

SFAMULMO32422WMA.M Tue Apr 19 15:21:41 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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-@5 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.388 8.07 ug/L 186143 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (9-Oxabicyclo[3.3.1]non-6-en-3-y... 154 C9H1402 1000191-02-8 12
2 Cyclopropane, 1-(5-hexenyl)-2-iodo- 250 C9H15I 074685-40-8 12
3 3-Methyl-1-penten-4-yn-3-ol 96 C6H80 003230-69-1 11
4 Cyclohexene, 3-(2-propynyl)- 120 C9H12 055956-43-9 11
5 Furan, 2-ethyl- 96 C6H80 003208-16-0 10

Abundance Scan 4680 (16.388 min): VU048006.D\data.ms (-4670) (- m/z 81.00 100.00%

81.0
41.0
117.0
5000
— .
“ ‘ ‘ ‘ ‘ 16.00 16.50
ow‘uwhkwm‘ﬂ‘m MwﬂuwJMHH}?ﬂ?_H‘_HW‘H%§?}H m/z 40.95 72.94%
m/z--> 20 40 60 80 100120140160180200220240 260 280
Abundance  #32211: (9-Oxabicyclo[3.3.1]non-6-en-3-yl)methanol
81.0
5000 - MSENY
41.0 16.00 16.50
123.0 m/z 116.95  65.19%
| ‘ 154.0
O M‘HHH“\\\\‘\H‘\‘\H\‘HH‘HH‘HH‘\H\’HH’H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #136292: Cyclopropane, 1-(5-hexenyl)-2-iodo-

>

81.0
41.0 - L —
16.00 16.50
5000 m/z 67.00 51.51%
123.0
o, u“ Mok 28701080 2340
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3173: 3-Methyl-1-penten-4-yn-3-ol - s
81.0 16.00 16.50
m/z 39.00 47.53%
5000
28.0
o,,, e a2
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48006.D

Acqg On : 13 Apr 2022 16:11

Operator : SY/MD

Sample : N2358-01

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 1.803 4.9 ug/L 69750 1 6.247 718316 50.0
2H-Pyran, tetra... 7.494 13.3 ug/L 191331 1 6.247 718316 50.0
Benzene, 1-brom... 12.909 3.4 ug/L 79147 3 11.816 1153890 50.0
Benzene, 1-brom... 12.970 33.5 ug/L 774365 3 11.816 1153890 50.0
Benzene, 1-brom... 13.330 3.5 ug/L 80166 3 11.816 1153890 50.0
Hexane, 1,6-dic... 13.378 55.8 ug/L 1286800 3 11.816 1153890 50.0
unknown-02 14.430 11.7 wug/L 270814 3 11.816 1153890 50.0
unknown-03 14.494 96.5 wug/L 2226790 3 11.816 1153890 50.0
unknown-04 15.545 65.6 ug/L 1514760 3 11.816 1153890 50.0
Benzene, 1,3-di... 15.877 4.1 ug/L 95415 3 11.816 1153890 50.0

1 3 )

unknown-05 16.388 8. ug/L 186143 11.816 1153890 50.
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