LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV122022\
Data File : VV029743.D

Acqg On : 20 Dec 2022 12:02
Operator : SY/MD

Sample : N6133-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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_ V\Method\SFAMVLM120722WMA .M
Title : VOC Analysis

Signal : TIC: VV@29743.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.066 3 8 50 rVB 3722821 5010314 100.00% 24.568%
2 1.465 121 132 156 rBV 110239 182119 3.63% 0.893%
3 1.616 174 179 184 rBV2 2231 3085 0.06% 0.015%
4 1.757 219 223 224 rBV2 1386 1120 0.02% 0.005%
5 1.918 261 273 290 rBV 97901 188290 3.76% 0.923%
6 1.989 291 295 300 rVv4 183779 125661 2.51% 0.616%
7 2.150 340 345 352 rBV5 630441 532717 10.63% 2.612%
8 2.950 586 594 598 rBV 24276 34760 0.69% 0.170%
9 2.989 599 606 609 rvv 49191 61614 1.23% 0.302%
106 3.031 609 619 637 rVB9 1120957 2055693 41.03% 10.080%
11  3.445 740 748 753 rBV7 1045689 1596420 31.86% 7.828%
12 3.796 855 857 858 rBV2 3488 1410 0.03% 0.007%
13 5.310 1317 1328 1342 rBV 148474 283984 5.67% 1.393%
14 5.802 1470 1481 1494 rBV2 304200 590442 11.78%  2.895%
15 6.211 1601 1608 1618 rBV 40338 54772 1.09% 0.269%
16 6.323 1619 1643 1674 rVB 322738 898023 17.92% 4.403%
17 6.551 1705 1714 1728 rVB2 38537 62635 1.25% ©.307%
18 6.690 1742 1757 1776 rBV 308339 576795 11.51%  2.828%
19 6.815 1785 1796 1826 rVB 26155 67772 1.35% 0.332%
20 7.088 1875 1881 1884 rBV4 1169 1298 0.03% 0.006%
21 7.191 1901 1913 1917 rBV4 4188 7276 ©.15% 0.036%
22 7.211 1917 1919 1923 rVB4 1184 958 0.02% 0.005%
23 7.403 1964 1979 2005 rBV 153123 274353 5.48% 1.345%
24  7.603 2032 2041 2051 rBV9 3243 6666 ©0.13% 0.033%
25 7.683 2052 2066 2081 rBV 538350 921631 18.39% 4.519%
26 7.928 2130 2142 2167 rBV2 108164 192889 3.85% 0.946%
27 8.1e4 2187 2197 2199 rBV7 997 1239 0.02% 0.006%
28 8.169 2199 2217 2236 rBV2 49784 93803 1.87% 0.460%
29 8.333 2248 2268 2302 rBV 282593 750082 14.97% 3.678%
30 8.468 2306 2310 2328 rVB8 8539 16904 0.34% 0.083%
31 8.670 2370 2373 2379 rVB6 1063 969 0.02% 0.005%
32 8.847 2421 2428 2437 rVB9 1663 2656 0.05% 0.013%
33 8.911 2446 2448 2454 rVB4 790 745 0.01% 0.004%
34 9.030 2468 2485 2521 rBV 603378 1074945 21.45% 5.271%
35 9.178 2526 2531 2534 rVB7 951 925 0.02% ©0.005%
36 9.198 2534 2537 2545 rVB8 1043 1416 ©.03% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV122022\
Data File : VV029743.D

Acqg On : 20 Dec 2022 12:02
Operator : SY/MD

Sample : N6133-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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_ V\Method\SFAMVLM120722WMA .M
Title : VOC Analysis
37 9.288 2557 2565 2571 rBV6 1842 2617 ©.05% 0.013%
38 9.378 2589 2593 2597 rVB5 1268 1160 0.02% ©0.006%
39 9.455 2611 2617 2621 rBV5S 1195 1526 0.03% 0.007%
40 9.574 2648 2654 2656 rBV6 1739 1673 ©0.03% 0.008%
41  9.699 2691 2693 2702 rVB6 1478 1660 0.03% ©0.008%
42 9.802 2720 2725 2731 rBV4 2666 2915 0.06% 0.014%
43 9.899 2748 2755 2776 rVB10 5536 10722 0.21% 0.053%
44 10.034 2790 2797 2802 rVB7 901 1273 0.03% 0.006%
45 10.075 2806 2810 2814 rBVS5 1110 839 0.02% 0.004%
46 10.284 2853 2875 2891 rBV 398060 650476 12.98%  3.190%
47 10.419 2906 2917 2933 rBV 38823 65444  1.31% 0.321%
48 10.516 2943 2947 2954 rVB6 905 1052 0.02% 0.005%
49 10.564 2954 2962 2967 rBV6 1971 2892 0.06% 0.014%
50 10.587 2967 2969 2975 rVB4 943 882 0.02% 0.004%
51 10.635 2978 2984 2993 rVB8 2395 3525 0.07% 0.017%
52 10.802 3032 3036 3043 rBv7 1737 2417 0.05% 0.012%
53 10.853 3045 3052 3055 rBV7 2609 3160 0.06% 0.015%
54 10.969 3070 3088 3103 rVB9 8565 21962 0.44% 0.108%
55 11.027 3103 3106 3109 rBV5 994 840 0.02% 0.004%
56 11.075 3112 3121 3129 rBV7 3127 5643 0.11% 0.028%
57 11.178 3144 3153 3162 rBV7 5332 8921 0.18% 0.044%
58 11.217 3162 3165 3173 rVB6 1360 1793 0.04% 0.009%
59 11.284 3173 3186 3207 rBV 673991 1111688 22.19% 5.451%
60 11.548 3251 3268 3288 rBV 304672 552253 11.02% 2.708%
61 11.651 3289 3300 3320 rVB 649004 1040597 20.77% 5.103%
62 11.992 3395 3406 3408 rBV4 8991 12441 0.25% 0.061%
63 12.156 3455 3457 3463 rVB6 1007 884 0.02% 0.004%
64 12.249 3472 3486 3499 rBV3 17847 33408 0.67% 0.164%
65 12.349 3509 3517 3525 rBV9 5509 9345 0.19% 0.046%
66 12.439 3540 3545 3549 rBV7 1901 2210 0.04% 0.011%
67 12.651 3609 3611 3621 rVB9 2049 1959 0.04% 0.010%
68 12.725 3629 3634 3643 rVB7 2428 3303 0.07% 0.016%
69 12.792 3647 3655 3656 rBV6 5488 5919 0.12% 0.029%
70 12.844 3665 3671 3682 rVB6 14375 26019 ©.52% 0.128%
71 12.956 3698 3706 3715 rBV6 7671 10570 0.21% ©0.052%
72 13.101 3743 3751 3759 rBV6 10042 17015 0.34% 0.083%
73 13.233 3783 3792 3795 rBV9 1715 2780 0.06% 0.014%
74 13.284 3796 3808 3812 rBV10 6211 12769 0.25% 0.063%
75 13.358 3827 3831 3837 rVB9 2721 2788 0.06% 0.014%
76 13.455 3847 3861 3865 rBV9 9919 20638 0.41% 0.101%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV122022\
Data File : VV029743.D

Acqg On : 20 Dec 2022 12:02
Operator : SY/MD

Sample : N6133-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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_ V\Method\SFAMVLM120722WMA .M
Title : VOC Analysis
77 13.500 3868 3875 3887 rVB 18791 35935 0.72% 0.176%
78 13.622 3910 3913 3921 rVB9 4488 5443 0.11% 0.027%
79 13.953 4013 4016 4017 rBV3 1136 680 0.01% 0.003%
80 14.027 4032 4039 4048 rBV2 7126 12110 0.24% 0.059%
81 14.107 4058 4064 4073 rBV2 4673 7821 ©0.16% ©.038%
82 14.320 4121 4130 4138 rBV6 6562 10180 0.20% 0.050%
83 14.426 4152 4163 4169 rBV6 5691 12308 0.25% 0.060%
84 14.651 4231 4233 4236 rBV4 1455 1177 ©.02% 0.006%
85 14.805 4276 4281 4288 rVB9 5682 6888 ©.14% 0.034%
86 14.892 4302 4308 4317 rVB10O 3262 5230 0.10% 0.026%
87 14.940 4320 4323 4324 rBV3 1538 894 0.02% 0.004%
88 14.988 4335 4338 4343 rBVS 1369 1407 ©0.03% 0.007%
89 15.024 4343 4349 4350 rBV6 2687 2361 0.05% 0.012%
990 15.130 4380 4382 4386 rVB5 1631 866 0.02% 0.004%
91 15.162 4387 4392 4393 rBV5S 1119 864 0.02% 0.004%
92 15.197 4401 4403 4406 rVB4 1474 734 0.01% 0.004%
93 15.255 4413 4421 4422 rBV6 4523 4987 0.10% 0.024%
94 15.368 4446 4456 4462 rBV8 13544 23937 0.48% 0.117%
95 15.474 4487 4489 4494 rBV6 1381 1373 0.03% 0.007%
96 15.760 4570 4578 4589 rVB2 14533 20684 0.41% 0.101%
97 15.930 4620 4631 4661 rBV 390246 706723 14.11%  3.465%
98 17.082 4981 4989 4999 rBV2 29900 43971 ©0.88% 0.216%
99 17.429 5091 5097 5115 rVB4 14500 31182 0.62% 0.153%
100 17.602 5140 5151 5165 rBV2 59263 119339 2.38% ©0.585%

Sum of corrected areas: 20393453
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122022\
Data File : VV029743.D

Acqg On : 20 Dec 2022 12:02
Operator : SY/MD

Sample : N6133-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV029743.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122022\
Data File : VV029743.D

Acqg On : 20 Dec 2022 12:02
Operator : SY/MD

Sample : N6133-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.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 2 3,5-Dibromosalicylaldoxime Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.989 7.00 ug/L 125661 1,4-Difluorobenzene 6.323

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 3,5-Dibromosalicylaldoxime 293 C7H5Br2N02 021386-43-6 90
2 N-[4-Amino-3-nitrophenyl]-4-chlo... 275 C13H10CIN302 1000213-83-4 55
3 Methyl 4-formyl-5-methoxy-2-meth... 248 C13H1205 1000410-12-5 55

4 3-Bromo-5-phenyl-1H-1,2,4-triazole 223 C8H6BrN3 015777-59-0 45
5 Methylarsine dibromide 248 CH3AsBr2 000676-70-0 38

Abundance Scan 295 (1.989 min): VV029743.D\data.ms (-291) (-) m/z 36.80 100.00%

368

235.0

8.2
100.6 140.7 202.6 270.3

5000

1.60 1.80 2.00 2.20 2.40

0. m/z 39.60 97.93%
miz--> 50 100 150 200 250 300
Abundance #190621: 3,5-Dibromosalicylaldoxime
62.0
1430 277.0 WMWJ LM‘
5000 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
18.0 1.60 1.80 2.00 2.20 2.40
m/z 37.85 95.77%
ok “‘ al \‘L\ ‘\ i,
miz--> 50 100 150 200 250 300
Abundance #166830: N-[4-Amino-3-nitrophenyl]-4-chlorobenzylidenin
275.0
“\\\\‘\\\\‘\\\\‘\\\\’\\
1.60 1.80 2.00 2.20 2.40
5000 65.0 ITI/Z 42.30 87.22%
7.
0 229.0
139.0 1940
oL— “\ \}‘\h ““MHHU““U g Pl Lh ‘ b “\‘ ! - A :
miz--> 50 100 150 200 250 300
Abundance #132869: Methyl 4-formyl-5-methoxy-2-methyl-1-benzofu
202.0 248.0 1.60 1.80 2.00 2.20 2.40
m/z 50.70 86.23%
89.0
5000 430 157.0
0 “Mwﬁ"‘”w Ly SENN AU FSAs
m/z--> 50 100 150 200 250 300 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122022\
Data File : VV029743.D

Acqg On : 20 Dec 2022 12:02
Operator : SY/MD

Sample : N6133-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.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 3 N'-Hydroxy-2H-1,3-benzodiox... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.150  29.66 ug/L 532717 1,4-Difluorobenzene 6.323

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 N'-Hydroxy-2H-1,3-benzodioxole-5... 180 C8H8N203 004720-72-3 95
2 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 50
3 2-(Dimethyl phosphino)-ethyl pho... 122 C4H12P2 054772-64-4 47
4 2,4,6-Cycloheptatrien-1-one, 3-b... 200 C7H5Br02 004584-68-3 46
5 3-pyridinesulfonyl chloride, 5,6... 245 C5H2C13N02S 1000401-30-4 44
Abundance Scan 345 (2.150 min): VV029743.D\data.ms (-340) (-) m/z 35.10 100.00%
35.1
5000 65.6 98.3
. 142.0
184.5215.8 247.5277_4
1.80 2.00 2.20 2.40
0 m/z 36.15 58.39%
miz--> 50 100 150 200 250 300
Abundance #55488: N'-Hydroxy-2H-1,3-benzodioxole-5-carboximida
63.0
5000 W"T“HH‘HH‘HH‘W
163.0 1.80 2.00 2.20 2.40
m/z 39.90 57.59%
121.0 ‘ ‘
0 H!h“h\‘\“\‘\“‘ \“\\‘\‘\\\\‘\\\\|
miz--> 50 100 150 200 250 300
Abundance #10669: Benzaldehyde, 3-methyl-
91.0
N
1.80 2.00 2.20 2.40
5000 m/z 40.80 57.06%
39.0
miz--> 50 100 150 200 250 300
Abundance #11060: 2-(Dimethyl phosphino)-ethyl phosphine M T T T T
61,0 1.80 2.00 2.20 2.40
m/z 38.30 56.69%
94.0
5000
0 S —
m/z--> 50 100 150 200 250 300 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122022\
Data File : VV029743.D

Acqg On : 20 Dec 2022 12:02
Operator : SY/MD

Sample : N6133-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.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 Phosgene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
2.989 3.43 ug/L 61614 1,4-Difluorobenzene 6.323

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Phosgene 98 CC120 000075-44-5 64
2 .alpha.-Chloroethyl chloroformate 142 C3H4C1202 050893-53-3 45
3 Bis(2-chloroethyl) sulfone 190 C4H8C1202S 000471-03-4 45
4 Ethene, (methylsulfonyl)- 106 C3H602S 003680-02-2 39
5 Ethane, 1,1-dichloro- 98 C2H4C12 000075-34-3 39
Abundance Scan 606 (2.989 min): VV029743.D\data.ms (-599) (-) m/z 63.00 100.00%
63.0
98.0
5000
REmas R
1440 187.0219.0 ) 2.60 2.80 3.00 3.20 3.40
ol 1440 18702190 2810 .. 95 6o  65.42%
miz--> 50 100 150 200 250
Abundance #3833: Phosgene
63.0
I
5000 T T T T T T
2.60 2.80 3.00 3.20 3.40
m/z 99.95 40.29%
98.0
O\\\‘\“‘\‘1‘\\h’\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #22181: .alpha.-Chloroethyl chloroformate
63.0 w
R R
2.60 2.80 3.00 3.20 3.40
5000 m/z 65.00 29.34%
107.0
27.0
m/iz--> 50 100 150 200 250
Abundance #64966: Bis(2-chloroethyl) sulfone T TR
63.0 2.60 2.80 3.00 3.20 3.40
m/z 60.95 12.47%
5000
ol 80 2205
m/z--> 50 100 150 200 250 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122022\
Data File : VV029743.D

Acqg On : 20 Dec 2022 12:02
Operator : SY/MD

Sample : N6133-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.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 5 4,6-Dibromo-2-benzoxazolinone Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.445 88.89 ug/L 1596420 1,4-Difluorobenzene 6.323
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 4,6-Dibromo-2-benzoxazolinone 291 C7H3Br2N02 1000260-92-6 74
2 4H-Pyrido[1,2-a]pyrimidin-4-one,... 238 C9H7BrN20 064500-11-4 59
3 3,5-Dichloro-4-pyridone 163 C5H3C12NO 017228-70-5 55
4 5-Chloro-3-phenyl-1,2,4-oxadiazole 180 C8H5CIN20 000827-44-1 55
5 1,2,5-Oxadiazole-3-carbohydrazon... 275 C10H9N703 1000276-22-7 47

Abundance Scan 748 (3.445 min): VV029743.D\data.ms (-740) (-) m/z 35.10 100.00%

35.1

7.4
98.8

5000 136.6

198.2,,5 5

Il oYSHE

-

3.20 3.40 3.60 3.80
m/z 37.10 81.26%

m/z--> 40 60 80 100120140160180200220240260280300
Abundance #188124: 4,6-Dibromo-2-benzoxazolinone
76.0
293.0
38.0 ,>\4\4—v—\/“-—"L

o

5000 RN AR
3.20 3.40 3.60 3.80
m/z 37.70  78.78%
O 1 M \‘\“\ M Tt
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #121650: 4H-Pyrido[1,2-a]pyrimidin-4-one, 7-bromo-2-me
39.0

3.20 3.40 3.60 3.80
m/z 36.00 76.64%

5000

=

0
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #38810: 3,5-Dichloro-4-pyridone S REBERRRREE
163.0 3.20 3.40 3.60 3.80
m/z 39.60  75.15%
5000
370 20 ‘ 128.0
L VAT U TN R | E— ) M
m/z--> 40 60 80 100120140160180200220240260280300 3.20 3.40 3.60 3.80

SFAMVLM120722WMA.M Wed Dec 21 16:51:44 2022 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122022\
Data File : VV029743.D

Acqg On : 20 Dec 2022 12:02

Operator : SY/MD

Sample : N6133-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 unknown-01 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.211 3.05 ug/L 54772  1,4-Difluorobenzene 6.323
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Oxalic acid 90 C2H204 000144-62-7 43
2 1-Butaneboronic acid 102 C4H11B02 004426-47-5 25
3 Ethene, fluoro- 46 C2H3F 000075-02-5 9
4 Formic acid 46 CH202 000064-18-6 9
5 Formic acid 46 CH202 000064-18-6 9
Abundance Scan 1608 (6.211 min): VV029743.D\data.ms (-1601) (-) m/z 46.00 100.00%
46.0
5000
REEERREEE SR
‘ 60.0 6.9 5.80 6.00 6.20 6.40 6.60
0“W‘H‘_‘H,H‘W‘H‘_‘u_‘ulu‘w‘u(_‘u‘u‘wu‘w‘ m/z 45.00 95.16%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #2502: Oxalic acid
458.0
28.0
5000 I R R
5.80 6.00 6.20 6.40 6.60
m/z 44.00 30.47%
0 120\‘ ‘ 720 900
\H‘HH‘\H\’\\H‘\\H‘H\\‘H\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #4744: 1-Butaneboronic acid
43.0
R A RARR
5.80 6.00 6.20 6.40 6.60
m/z 43.00 12.54%
5000 73.0
\‘ FOO 86.0 102.0
o‘H_m_H‘,mwH‘LHWNum‘lm_wwww
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #104: Ethene, fluoro- R e A RRARBEE
46.0 5.80 6.00 6.20 6.40 6.60
m/z 60.00 10.74%
27.0
5000
13.0
om‘HH‘Ulu,‘l‘w‘mwu‘HH_HWWWWWW i W e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40 6.60

SFAMVLM120722WMA.M Wed Dec 21 16:51:49 2022

Page:

9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122022\
Data File : VV029743.D

Acqg On : 20 Dec 2022 12:02
Operator : SY/MD

Sample : N6133-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.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 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.551 3.49 ug/L 62635 1,4-Difluorobenzene 6.323

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Ethanone, 2-amino-1-phenyl- 135 C8H9NO 000613-89-8 12
2 Perfluoropropionic acid, TBDMS d... 278 C9H15F502Si 1010376-29-3 10
3 Silanediol, dimethyl- 92 C2H802Si 001066-42-8 9
4 Acetamide, 2-phenoxy-N-(4-benzoy... 346 C21H18N203 312755-44-5 9
5 Silanediol, dimethyl- 92 C2H802Si 001066-42-8 8

Abundance Scan 1714 (6.551 min): VV029743.D\data.ms (-1705) (-) m/z 77.00 100.00%

71.0
5000 1308
 RRRRE R R S
45.0 ‘ ‘ 6.20 6.40 6.60 6.80
0‘H‘HHWMHNHm%mmﬂuH,nguu‘HH‘HH‘HH‘HH‘HH‘H‘ m/z 95.95 49.52%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #17829: Ethanone, 2-amino-1-phenyl-
30.0
5000 770 \‘\\/\\\‘\\\\‘\\\\‘\\\\‘\
105.0 6.20 6.40 6.60 6.80
m/z 130.85  48.70%
‘ 135.0
0 H\‘\‘1‘\\h‘H‘}\‘H\h}“‘\\H’\‘\H’H\‘\’\H\‘\\H‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #171458: Perfluoropropionic acid, TBDMS derivative
77.0
A A Ramma R
6.20 6.40 6.60 6.80
5000 m/z 132.95 46.75%
o Ao L M%0%us0 10302220 g6
e e e e e e e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #2698: Silanediol, dimethyl- RARRsmaE
77.0 6.20 6.40 6.60 6.80
m/z 97.85 32.37%
5000
45.0
0 Hwmw\‘umem‘\HH,HH,HH,‘m_m_Mwwwww 3 wmwm_/ﬁwuw‘
m/z--> 20 40 60 80 100120140160 180 200220240260 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122022\
Data File : VV029743.D

Acqg On : 20 Dec 2022 12:02
Operator : SY/MD

Sample : N6133-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.548 24.84 ug/L 552253  1,4-Dichlorobenzene-d4 11.284
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
Abundance Scan 3268 (11.548 min): VV029743.D\data.ms (-3251) (- m/z 57.05 100.00%
57.0
5000 }\\
83.1 1 T T
11.50
112.1
Ol sl e 2068 n/z 41.05  32.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 —f—
11.50
29.0 83.0 m/z 55.05 29.36%
b L1 ] o
0\\\\‘\\\\“‘\\\“\\‘\\“1\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
T T
11.50
5000 m/z 43.05 28.75%
29.0
83.0
Ll L] o
bl il e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl- ——
57.0 11.50
m/z 70.10 24.79%
5000
29.0 83.0
‘M I H \‘ h | 112.0
Ot e e e e e e —f—
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122022\
Data File : VV029743.D

Acqg On : 20 Dec 2022 12:02

Operator : SY/MD

Sample : N6133-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 (DEL) Alkane: Cyclic15.930 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.930  31.79 ug/L 706723  1,4-Dichlorobenzene-d4 11.284
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclododecane 168 C12H24 000294-62-2 97
2 Cyclododecane 168 C12H24 000294-62-2 96
3 1-Decene 140 C10H20 000872-05-9 95
4 Cyclopropane, nonyl- 168 C12H24 074663-85-7 95
5 1-Dodecanol 186 C12H260 000112-53-8 95

Abundance Scan 4631 (15.930 min): VV029743.D\data.ms (-4620) (- m/z 55.10 100.00%
5[:
83.1
5000
1111 e
\‘ \ ‘ '1682 20 ¢ 16.00
oMww“_“H_Wm“w_mww‘_?ﬁwﬁ??‘ m/z 69.10 90.19%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #43467: Cyclododecane
55.0
83.0
5000 L
16.00
111.0 9
m/z 70.10 74.32%
TLLLLLL oo
0H\‘\}HMH“‘\\\\“H\\‘\H\‘\\H‘\\\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #43471: Cyclododecane
55.0
—=
83.0 16.00
5000 m/z 83.10 74 .30%
2710 111.0
(L L oo
Om‘\m{m“"m“mw A \“u‘l\\\\‘\lu‘\m‘\m‘\m‘uw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20642: 1-Decene =
55.0 16.00
m/z 56.10  73.41%
5000 83.0
270 10
UL b4 [ w0
Om‘m\‘m‘\\\\‘\\\\‘\u\‘\\u‘\\\\‘\m‘\m‘\m‘\m‘uu‘ =
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 16.00

SFAMVLM120722WMA.M Wed Dec 21 16:51:55 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122022\
Data File : VV029743.D

Acqg On : 20 Dec 2022 12:02
Operator : SY/MD

Sample : N6133-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.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: Cyclic17.602 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.602 5.37 ug/L 119339 1,4-Dichlorobenzene-d4 11.284
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 98
2 1-Tetradecanol 214 C14H300 000112-72-1 95
3 Cyclododecane 168 C12H24 000294-62-2 94
4 Cyclododecane 168 C12H24 000294-62-2 93
5 n-Pentadecanol 228 C15H320 000629-76-5 91
Abundance Scan 5151 (17.602 min): VV029743.D\data.ms (-5140) (- m/z 69.10 100.00%
69.1
5000
111
T e e
390
‘ H ‘ ‘\ 16?,0 209.0 970.0 17.20  17.40 17.60o
ob———ihy e T AR R m/z 55.05 97.06%
miz-> 50 100 150 200 250
Abundance #87653: Cyclopentadecane
83.0
41.0 210.0
5000 L L S B B B B B B B
17.20 17.40 17.60
25.0 m/z 83.05 92.06%
oL ‘L“ ‘i“““\‘ 1‘\ ‘\h\‘ \H “\}‘Gg"“ ‘ “ T
miz--> 50 100 150 200 250
Abundance #92360: 1-Tetradecano
69.0
R e
17.20 17.40 17.60
m/z 43.10 78.23%
5000 110 /
ALy, e
OH‘U‘\““‘\‘H“!\“\‘M\“ S
miz--> 50 100 150 200 250
Abundance #43470: Cyclododecane T T
55.0 17.20 17.40 17.60
m/z 57.10 73.66%
5000 97.0
168.0
o] T S | AW A
m/z--> 50 100 150 200 250 17.20 17.40 17.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122022\
Data File : VV029743.D

Acqg On : 20 Dec 2022 12:02
Operator : SY/MD

Sample : N6133-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLM120722WMA.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|
3,5-Dibromosali... 1.989 7.0 ug/L 125661 1 6.323 898023 50.0
N'-Hydroxy-2H-1... 2.150 29.7 ug/L 532717 1 6.323 898023 50.0
Phosgene 2.989 3.4 ug/L 61614 1 6.323 898023 50.0
4,6-Dibromo-2-b... 3.445 88.9 wug/L 1596420 1 6.323 898023 50.0
unknown-01 6.211 3.0 ug/L 54772 1 6.323 898023 50.0
unknown-02 6.551 3.5 ug/L 62635 1 6.323 898023 50.0
1-Hexanol, 2-et... 11.548 24.8 ug/L 552253 3 11.284 1111690 50.0
(DEL) Alkane: C... 15.930 31.8 wug/L 706723 3 11.284 1111690 50.0
(DEL) Alkane: C... 17.602 5.4 ug/L 119339 3 11.284 1111690 50.0
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