LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47928.D

Acqg On : 12 Apr 2022 00:09

Operator : SY/MD

Sample : N2293-16ME

Misc : 6.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 36 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@47928.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.356 3 5 27 rvB 271878 282660 13.12% 1.778%
2 1.597 73 80 107 rVB 65026 138929 6.45% 0.874%
3 2.539 361 373 386 rBV 190505 324049 15.04% 2.038%
4 3,115 541 552 563 rvB2 5084 10124 0.47% 0.064%
5 3.214 577 583 584 rBvV2 1453 1362 0.06% 0.009%
6 3.330 611 619 630 rBvV3 1530 2727 0.13% 0.017%
7 3.423 640 648 653 rBVS 1431 2479 0.12% 0.016%
8 3.677 717 727 739 rVB5 4257 8949 0.42% 0.056%
9 3.874 782 788 790 rBV4 464 471 0.02% 0.003%
106 4.160 872 877 880 rBv4 788 625 0.03% 0.004%
11 4.221 888 896 899 rBV5S 3681 5087 0.24% 0.032%
12 4.513 975 987 999 rVB4 3016 6423 0.30% 0.040%
13 4.645 1014 1028 1079 rBV2 78207 298063 13.83% 1.875%
14 5.063 1135 1158 1183 rBV 184930 432520 20.07% 2.721%
15 5.375 1245 1255 1266 rVVv9 4519 10009 0.46% 0.063%
16 5.449 1272 1278 1279 rBV3 571 513 0.02% 0.003%
17 5.719 1341 1362 1372 rBV3 428448 1113493 51.68% 7.004%
18 5.870 1406 1409 1411 rBV2 645 504 0.02% 0.003%
19 5.964 1434 1438 1441 rBvV3 626 477 0.02% 0.003%
20 6.111 1477 1484 1486 rBV3 424 504 0.02% 0.003%
21 6.247 1511 1526 1556 rBV 541515 1086890 50.45% 6.837%
22 6.539 1605 1617 1629 rVB6 8072 16994 0.79% 0.107%
23  6.690 1650 1664 1682 rBV 242908 498328 23.13% 3.135%
24  6.996 1748 1759 1772 rBV3 5425 10003 0.46% 0.063%
25 7.205 1811 1824 1839 rBV4 6138 17812 0.83% 0.112%
26 7.317 1856 1859 1866 rVB4 477 600 0.03% 0.004%
27 7.436 1889 1896 1898 rBV5 1403 1517 0.07% 0.010%
28 7.497 1904 1915 1925 rBvV4 10970 23540 1.09% 0.148%
29 7.568 1926 1937 1958 rVB 116852 226339 10.51% 1.424%
30 7.700 1970 1978 1981 rBV5 1111 1813 0.08% 0.011%
31 7.899 2025 2040 2053 rBV 473184 851282 39.51% 5.355%
32 7.973 2053 2063 2095 rVvV2 100447 238986 11.09% 1.503%
33 8.185 2117 2129 2147 rBV 72851 154057 7.15% 0.969%
34 8.279 2148 2158 2174 rVB5 5961 12767 ©.59% ©0.080%
35 8.372 2179 2187 2189 rBV4 1868 2171 0.10% 0.014%

36 8.581 2238 2252 2264 rBV 128422 267510 12.42% 1.683%

SFAMULMO32422WMA.M Sat Apr 16 04:27:38 2022 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47928.D

Acqg On : 12 Apr 2022 00:09

Operator : SY/MD

Sample : N2293-16ME

Misc : 6.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 36 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 8.661 2264 2277 2308 rVB 325037 687607 31.91% 4.325%
38 9.182 2430 2439 2447 rBV3 2392 4104 0.19% 0.026%
39 9.365 2483 2496 2502 rBV 49093 81685 3.79% 0.514%
40  9.423 2503 2514 2552 rVV2 772609 2154576 100.00% 13.553%
41  9.578 2552 2562 2574 rVV3 18524 32986 1.53% 0.207%
42 9.635 2574 2580 2591 rVB6 2838 5054 0.23% 0.032%
43 9.693 2591 2598 2609 rBvV3 5418 9379 0.44% 0.059%
44  9.951 2668 2678 2693 rvVB5 5730 10895 ©0.51% 0.069%
45 10.102 2716 2725 2738 rBV6 3360 6425 0.30% 0.040%
46 10.259 2766 2774 2779 rBV5 1134 1598 0.07% 0.010%
47 10.397 2811 2817 2820 rBV3 814 812 0.04% 0.005%
48 10.549 2859 2864 2866 rBv4 596 416 0.02% 0.003%
49 10.613 2879 2884 2885 rBV 686 451 0.02% 0.003%
50 10.655 2888 2897 2911 rVB5 18355 32279 1.50% 0.203%
51 10.767 2919 2932 2954 rBV2 442581 1055040 48.97% 6.637%
52 10.860 2958 2961 2968 rVB5 1351 1452 0.07% 0.009%
53 10.976 2987 2997 3012 rVB2 18249 31143 1.45% 0.196%
54 11.111 3028 3039 3051 rvva8 3189 6706 0.31% 0.042%
55 11.198 3062 3066 3070 rvv3 625 543 0.03% 0.003%
56 11.259 3076 3085 3087 rBV4 1380 1589 0.07% 0.010%
57 11.298 3093 3097 3104 rvVvB2 947 1151 0.05% 0.007%
58 11.388 3119 3125 3128 rBV3 711 850 0.04% 0.005%
59 11.417 3128 3134 3141 rVB5 1885 2118 0.10% 0.013%
60 11.468 3141 3150 3161 rBV7 3081 5165 ©.24% 0.032%
61 11.565 3175 3180 3183 rBV2 453 460 0.02% 0.003%
62 11.706 3216 3224 3228 rBV4 1373 1881 0.09% 0.012%
63 11.751 3230 3238 3246 rVVv7 4988 7525 0.35% 0.047%
64 11.819 3246 3259 3272 rVV 1002546 1604982 74.49% 10.096%
65 11.886 3274 3280 3291 rVV7 16860 29714 1.38% 0.187%
66 11.954 3295 3301 3314 rVVvi1e 5888 11022 ©.51% 0.069%
67 12.024 3314 3323 3332 rVB6 2928 5066 ©.24% 0.032%
68 12.102 3343 3347 3349 rBvV2 909 662 0.03% 0.004%
69 12.198 3360 3377 3397 rVV 582559 961610 44.63% 6.049%
70 12.330 3412 3418 3427 rVB7 4845 7285 0.34% 0.046%
71 12.375 3428 3432 3433 rBV2 676 482 0.02% 0.003%
72 12.475 3455 3463 3476 rBV3 12859 20710 0.96% 0.130%
73 12.571 3490 3493 3496 rBV2 504 394 0.02% 0.002%
74 12.680 3525 3527 3528 rVWV 871 405 0.02% 0.003%
75 12.709 3528 3536 3547 rVB5 13012 19581 ©0.91% 0.123%
76 12.774 3552 3556 3563 rVB4 918 1162 0.05% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47928.D

Acqg On : 12 Apr 2022 00:09

Operator : SY/MD

Sample : N2293-16ME

Misc : 6.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 36 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 12.883 3585 3590 3595 rVV5 1300 1397 0.06% 0.009%
78 12.973 3605 3618 3639 rVV 338393 532205 24.70%  3.348%
79 13.085 3647 3653 3658 rBV3 506 624 0.03% 0.004%
80 13.137 3665 3669 3670 rBV3 709 510 ©0.02% 0.003%
81 13.147 3670 3672 3679 rVB5 815 1019 ©0.05% 0.006%
82 13.330 3717 3729 3737 rBV 294715 475729 22.08% 2.992%
83 13.378 3737 3744 3755 rVWW 326607 481155 22.33% 3.027%
84 13.433 3755 3761 3771 rVB6 6951 11423 ©0.53% 0.072%
85 13.590 3804 3810 3817 rVB4 2698 3794 0.18% 0.024%
86 13.777 3858 3868 3873 rBV8 9184 14873 0.69% 0.094%
87 13.905 3904 3908 3911 rBV 735 623 0.03% 0.004%
88 13.941 3912 3919 3921 rBV5S 1783 2022 0.09% 0.013%
89 14.092 3960 3966 3974 rVB 5231 6756 0.31% 0.042%
90 14.192 3994 3997 4002 rBV4 1248 1097 0.05% 0.007%
91 14.330 4037 4040 4041 rBV 846 446 0.02% 0.003%
92 14.359 4045 4049 4058 rVB6 4117 5597 0.26% 0.035%
93 14.429 4061 4071 4081 rBV3 71223 116895 5.43% 0.735%
94 14.494 4081 4091 4111 rVB 354016 583233 27.07% 3.669%
95 14.950 4226 4233 4247 rVB7 7890 12890 0.60% 0.081%
96 15.285 4331 4337 4342 rBV4 4163 5302 0.25% 0.033%
97 15.400 4367 4373 4383 rBV9 4356 6423 0.30% 0.040%
98 15.545 4406 4418 4432 rBV 468238 707579 32.84% 4.451%
99 15.889 4513 4525 4541 rBVS5 15069 38317 1.78% 0.241%
100 16.391 4673 4681 4690 rVB3 20351 29959 1.39% 0.188%
Sum of corrected areas: 15897410
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report -

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41122\
VUe47928.D

: 12 Apr 2022 00:09

: SY/MD

: N2293-16ME

: 6.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 36

Sample Multiplier: 1

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

: C:\Database\NIST20.L

Integrated Chromatogram

ULM@32422WMA .M

TIC Integration Parameters: LSCINT.P
Abundance :
undance, TIC: VU047928.D\data.ms
800000
600000 6.247
5.719
400000
po6 6.69(
200000 2.539 5.063
1.597 4.645
0 3.1333488023 3.6773.874 44621 4.51 5.8749 .06 11 6.539,
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
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: VU047928.D\data.ms
1000000 11.819
800000 9.423
600000 121
7.899 10.767
400000
8.661
200000 65
7.568 .
973 10 05
6.9967.203TA3§17.700 J8.2m972 9.182 )\ 99¢%93 9.950.100. 250301 5%8 3P0, 88 A8 murmesER 8LET 2
; e e A e e e e e e s e R
Time--> 7. 00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance :
undance, TIC: VU047928.D\data.ms
800000
600000
15.545
400000 14.494
12.973 :
15%368
200000
14.4
0 WW@ ‘ T T 7 T \4%3'§q?' T T ‘ T .iz% T ‘ T T 14\.9‘50 T 1\5.2830‘ T T 1\5-8\89‘ T T 1\6.391 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47928.D

Acqg On : 12 Apr 2022 00:09

Operator : SY/MD

Sample : N2293-16ME

Misc : 6.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 36 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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.356 13.00 ug/L 282660 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 64
3 Cyclopropane 42 C3H6 000075-19-4 10
4 Cyclopropene 40 C3H4 002781-85-3 10
5 Cyclopropane 42 C3H6 000075-19-4 9
Abundance Scan 5 (1.356 min): VU047928.D\data.ms (-3) (-) m/z 41.00 100.00%
41.0
5000
R RARRREE R
1.401.50 1.60 1.70 1.80
C
e —— R VR - I Z
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene
41.0
5000 [T T T T T T[T T T[T [rT
1.40 1.50 1.60 1.70 1.80
m/z 42.00 63.55%
15‘.0
\“\\\‘\“\\\\ ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #62: Propene
41.0
R AAA RN
1.40 1.50 1.60 1.70 1.80
5000 m/z 40.00 26.44%
15.0
A 1
i e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #64: Cyclopropane T
42.0 1.40 1.50 1.60 1.70 1.80
m/z 38.00 19.09%
5000
14.0
N P
A  EEEEE R R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47928.D

Acqg On : 12 Apr 2022 00:09

Operator : SY/MD

Sample : N2293-16ME

Misc : 6.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 36 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 Propanal, 2,3-dichloro-2-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.581 6.21 ug/L 267510  Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal, 2,3-dichloro-2-methyl- 140 C4H6C120 010141-22-7 64
2 3-Chloropropyl formate 122 C4H7C102 001487-44-1 64
3 1-Propene, 1-chloro- 76 C3H5C1 000590-21-6 64
4 1H-Imidazole, 5-chloro-1-methyl-... 161 C4H4C1N302 004897-25-0 43
5 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 15

Abundance Scan 2252 (8.581 min): VU047928.D\data.ms (-2238) (-) m/z 76.00 100.00%

76.0
5000 4L.0
R EEE R
‘ ‘ 8.20 8.40 8.60 8.80 9.00
el L9 2071 s 41.00  50.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20844: Propanal, 2,3-dichloro-2-methyl-
76.0
41.0
5000 L L L L LB B I
8.20 8.40 8.60 8.80 9.00
111.0 m/z 78.00 33.22%
\\]_\5\.‘0\“1‘\ N“\ \“\ T ‘H‘“ \‘\ “‘ ‘\‘\ T ‘ T \‘\“\ ‘ T \]\-4‘0\.(\)\ T ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11069: 3-Chloropropyl formate
31.0
P T
8.20 8.40 8.60 8.80 9.00
76.0 .
5000 m/z 39.00 21.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1070: 1-Propene, 1-chloro- A
41.0 8.20 8.40 8.60 8.80 9.00
m/z 49.00 14.78%
76.0
5000
s STHRD | HE ESS | NSNA VNS
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47928.D

Acqg On : 12 Apr 2022 00:09

Operator : SY/MD

Sample : N2293-16ME

Misc : 6.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 36 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-2-chloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.973 16.58 ug/L 532205 1,4-Dichlorobenzene-d4 11.819
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-2-chloro- 190 C6H4BrCl 000694-80-4 98
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
4 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
5 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
Abundance Scan 3618 (12.973 min): VU047928.D\data.ms (-3605) (-  m/z 191.90 100.00%
191.9
111.0
5000 8.0
50.0 i
‘ ‘ ‘ 1540 13.00
bl e Mgl 1308 1589 m/z 189.90  78.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65034: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 R
70 13.00
50.0 m/z 111.00 71.35%
T ’2\7\.(\)““ T \“‘\ ‘\ “\ T \‘HH‘ ”\ \w ‘ T 1‘\ ‘]\_3\]\"\0‘ \J\-S\él‘o\ TTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
1110 13.00
5000 75.0 m/z 75.00 50.49%
50.0
27.0 Il \‘\ L \“ L \‘ 131.0 155.0
e e AR
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 26.23%
5000 50.0 J\
e 1310 1550 e
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@41122\
Data File : VU@47928.D

Acqg On : 12 Apr 2022 00:09

Operator : SY/MD

Sample : N2293-16ME

Misc : 6.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 36 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-3-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.330 14.82 ug/L 475729  1,4-Dichlorobenzene-d4 11.819
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-2-chloro- 190 C6H4BrCl 000694-80-4 98
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
5 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98

Abundance Scan 3729 (13.330 min): VU047928.D\data.ms (-3717) (-  m/z 191.90 100.00%

191.9
111.0
5000 75.0
50.0

‘ ‘ ‘ 13.00 1350
ety Mgyl 1308 1549 m/z 189.90  77.36%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #65027: Benzene, 1-bromo-2-chloro- ﬂ A

192.0

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

Abundance #65026: Benzene, 1-bromo-3-chloro-
192.0

111.0
5000 75.0 —
13.00 13.50
50.0 m/z 111.00 60.49%
T ‘ T \ T \ ‘ T \ T ‘ TT \ T ‘ \ T T ‘ TT \ T ‘ T 1T \ ‘ TT 1T ‘ TT 1T ‘ TT A

T
13 00 13.50

75.0 111.0
5000 m/z 75.00 45.83%
50.0
20 1ol [ssosso
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65034: Benzene, 1-bromo-2-chloro-
192.0 13 00 13 50
m/z 50.00 23.90%
111.0
5000 75.0
50.0
27.0 il ‘\ I M 1| \‘ 131.0 155.0
e e e e T T e
m/z--> 20 40 60 80 100 120 140 160 180 13 00 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47928.D

Acqg On : 12 Apr 2022 00:09

Operator : SY/MD

Sample : N2293-16ME

Misc : 6.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 36 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 Hexane, 1,6-dichloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.378  14.99 ug/L 481155 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 86
2 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 64
3 Cyclohexane, chloro- 118 C6H11Cl 000542-18-7 45
4 6-Oxabicyclo[3.1.0]hexane 84 C5H80 000285-67-6 35
5 Cyclohexene 82 C6H10 000110-83-8 30

Abundance Scan 3744 (13.378 min): VU047928.D\data.ms (-3737) (- m/z 55.00 100.00%

55.0
82.1
5000
1300 1350
118.0
SN M ““\MU”‘“HHEM et 200 m/z 41.00 83.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31627: Hexane, 1,6-dichloro-
55.0
5000 82.0
1300 1350
27.0 m/z 69.00 72.53%
\\“\H “‘\“\‘\m‘“\\H\”\‘\\1\]-\8‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 ITI z 82.10 57.19%
27.0
Loy, s
SRS Y N ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9997: Cyclohexane, chloro-
67.0 1300 1350
m/z 67.00 55.68%
5000
41.0
150‘\\ ([ 9.0 1180

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\VvUue41122\
Data File : VU@47928.D

Acqg On : 12 Apr 2022 00:09

Operator : SY/MD

Sample : N2293-16ME

Misc : 6.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 36 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 7 unknown-01 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.430 3.64 ug/L 116895 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 5-chloro-4-(chloromet... 152 C6H10C12 027990-74-5 41
2 1-Propene, 1,3-dichloro-, (Z)- 110 C3H4C12 010061-01-5 22
3 1-Propene, 1,3-dichloro-, (Z)- 110 C3H4C12 010061-01-5 22
4 1-Propene, 1,3-dichloro-, (E)- 110 C3H4C12 010061-02-6 20
5 1-Propene, 2,3-dichloro- 110 C3H4C12 000078-88-6 12

Abundance Scan 4071 (14.429 min): VU047928.D\data.ms (-4061) - m/z 81.00 100.00%

81.0
41.0
5000 116.0
e
LA ssso
\ih\“‘H\‘\“\\\\‘\\\‘\.‘\\\\‘\\\50\\7;C\ m/Z 40.95 79.86%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #29713: 1-Pentene, 5-chloro-4-(chloromethyl)-
41.0
81.0
5000 T
14.50
10.0 m/z 103.00  74.96%
15.0
\N\\‘}‘\M‘!H‘\\\\‘]\-\5\2\.‘0\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #6389: 1-Propene, 1,3-dichloro-, (2)-
75.0
T ‘ T \’
14.50
5000 ITI/Z 75.00 70.94%
39.0
110.0
140
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #6385: 1-Propene, 1,3-dichloro-, (2)- ) e
75.0 14.50
m/z 39.00 65.98%
5000 39.0
110.0
"H“‘H‘NM‘M‘_‘wu“‘w‘WL“‘H“H“‘H“H“‘H“ K
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47928.D

Acqg On : 12 Apr 2022 00:09

Operator : SY/MD

Sample : N2293-16ME

Misc : 6.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 36 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 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.494  18.17 ug/L 583233  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-(1-propynyl)- 150 C9H7C1l 002809-65-6 43
2 Glutaric acid, decyl 4-methoxy-2... 372 C21H4005 1000359-41-9 27
3 2-Chloro-4,6-difluoro-pyrimidine 150 C4AHC1F2N2 038953-30-9 25
4 2-Pyrrolidinethione, 1-methyl- 115 C5HONS 010441-57-3 18
5 3(2H)-Isothiazolone, 2-methyl- 115 C4H5NOS 002682-20-4 18

Abundance Scan 4091 (14.494 min): VU047928.D\data.ms (-4081) (- m/z 114.95 100.00%

115.0 150.0
67.0
5000
-
‘ 14.50
Aol 2810 47 100.95  96.74%
miz--> 50 100 150 200 250 300
Abundance #28523: Benzene, 1-chloro-4-(1-propynyl)-
115.0
150.0
5000 tT
14.50
m/z 150.00 88.71%
63.0 H
T T T “ \“ \‘ T ‘M\ ‘ \“\ L “‘ T T T T ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #281274: Glutaric acid, decyl 4-methoxy-2-methylbutyl es
101.0
e
14.50
5000 m/Z 66.95 62.50%
45.0
255.0
LA age0 asso T sor
miz--> 50 100 150 200 250 300
Abundance #27850: 2-Chloro-4,6-difluoro-pyrimidine =
150.0 14.50
m/z 114.00 56.31%
115.0
5000
70.0
31‘.0
‘ 1l

T
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\VvUue41122\
Data File : VU@47928.D

Acqg On : 12 Apr 2022 00:09

Operator : SY/MD

Sample : N2293-16ME

Misc : 6.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 36 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 9 unknown-03 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.545 22.04 ug/L 707579  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acrolein, 2-chloro- 90 C3H3ClOo 000683-51-2 43
2 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 38
3 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 38
4 Thiourea, methyl- 90 C2H6N2S 000598-52-7 35

5 2,2-Bis(chloromethyl)-1-propanol 156 C5H1eC120 005355-54-4 32

Abundance Scan 4418 (15.545 min): VU047928.D\data.ms (-4406) (-  m/z 90.00 100.00%

41.0 90.0
5000
T \
15.50
m/z 67.00 88.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2526 Acrolein, 2-chloro-
90.0
T \
5000 610 15.50
' m/z 41.00 88.35%
\H‘HH‘\H‘\’H\H‘H‘H‘H\\‘HH‘HH’\H\’HH‘HH‘H\\‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33256: 2,2-Bis(chloromethyl)-1-propanol
90.0
T T T
15.50
5000 55.0 ITI/Z 103.00 87.65%
T LY
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2663: Bicyclo[4.1.0]hepta-1,3,5-triene — ‘
90.0 15.50
m/z 75.00 64.78%
5000
39.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47928.D

Acqg On : 12 Apr 2022 00:09

Operator : SY/MD

Sample : N2293-16ME

Misc : 6.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 36 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... 1.356 13.0 ug/L 282660 1 6.250 1086890 50.0
Propanal, 2,3-d... 8.581 6.2 ug/L 267510 2 9.423 2154580 50.0
Benzene, 1-brom... 12.973 16.6 wug/L 532205 3 11.819 1604980 50.0
Benzene, 1-brom... 13.330 14.8 ug/L 475729 3 11.819 1604980 50.0
Hexane, 1,6-dic... 13.378 15.0 ug/L 481155 3 11.819 1604980 50.0
unknown-01 14.430 3.6 ug/L 116895 3 11.819 1604980 50.0
unknown-02 14.494 18.2 wug/L 583233 3 11.819 1604980 50.0
unknown-03 15.545 22.0 ug/L 707579 3 11.819 1604980 50.0
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