LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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@48008.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 74 81 95 rBV 157873 180924 0.62% 0.370%
2 1.916 171 179 202 rVB 122814 173860 0.59% 0.356%
3 2.568 370 382 401 rBV 263189 430699 1.47% 0.881%
4 2.719 426 429 431 rBV2 694 458 0.00% 0.001%
5 3.192 566 576 585 rvB3 4221 8671 ©0.03% 0.018%
6 3.353 623 626 630 rVB2 618 452 0.00% 0.001%
7 3.379 630 634 636 rBv4d 495 438 0.00% 0.001%
8 3.790 759 762 766 rVB3 607 416 0.00% 0.001%
9 3.816 766 770 771 rBV3 746 530 0.00% 0.001%
10 3.838 773 777 779 rBV3 672 604 0.00% 0.001%
11 3.961 808 815 817 rBV3 3741 4023 0.01% 0.008%
12 4.247 900 904 906 rBV3 606 403 0.00% 0.001%
13 4.620 1007 1020 1044 rBV2 138209 329835 1.12% 0.674%
14 4.819 1078 1082 1085 rBV 505 460 0.00% 0.001%
15 4.928 1110 1116 1119 rBV3 519 439 0.00% 0.001%
16 4.970 1126 1129 1135 rBv4 599 517 0.00% 0.001%
17 5.067 1142 1159 1186 rBV 227070 505710 1.72% 1.034%
18 5.726 1345 1364 1374 rBV2 467956 1278004 4.35% 2.613%
19 6.250 1512 1527 1555 rBV 413506 779641 2.65% 1.594%
20  6.517 1606 1610 1611 rBV2 814 459 0.00% 0.001%
21  6.530 1611 1614 1623 rVB9 1172 1635 0.01% 0.003%
22 6.694 1649 1665 1689 rBV 291654 573275 1.95% 1.172%
23 6.809 1696 1701 1707 rVB6 1237 1380 0.00% 0.003%
24 7.044 1768 1774 1778 rBV5S 495 478 0.00% 0.001%
25 7.182 1809 1817 1827 rBV5 3812 7777 0.03% 0.016%
26 7.491 1906 1913 1914 rBv4 1129 975 0.00% 0.002%
27 7.568 1923 1937 1962 rBV 157219 281297 ©.96% 0.575%
28 7.690 1967 1975 1988 rVB3 3127 5556 0.02% 0.011%
29 7.848 2022 2024 2026 rBV 574 383 0.00% 0.001%
30 7.899 2026 2040 2056 rBV 590619 1023072  3.48% 2.092%
31 8.179 2115 2127 2138 rVW 110790 185693 ©0.63% 0.380%
32 8.240 2139 2146 2157 rVB5 11544 22077 0.08% 0.045%
33 8.359 2174 2183 2200 rVB5 8856 18271 0.06% 0.037%
34 8.472 2210 2218 2225 rBvV2 3398 5025 0.02% 0.010%
35 8.632 2256 2268 2301 rBV 425250 753299 2.56% 1.540%
36 8.787 2308 2316 2328 rVvB9 5534 12445 0.04% 0.025%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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 9.005 2381 2384 2385 rBvV2 1134 563 0.00% 0.001%
38 9.169 2431 2435 2436 rBvV3 701 480 0.00% 0.001%
39 9.263 2458 2464 2467 rVB4 469 467 0.00% 0.001%
40 9.366 2486 2496 2500 rBV5 6439 9238 0.03% 0.019%
41  9.420 2500 2513 2516 rBV 632136 973923  3.31% 1.992%
42 9.581 2553 2563 2568 rBV6 8068 12744 0.04% 0.026%
43 9.774 2617 2623 2626 rBv4 1111 1303 0.00% 0.003%
44  9.822 2634 2638 2641 rBV3 989 818 0.00% 0.002%
45 9.861 2644 2650 2657 rvvs 2860 4219 0.01% 0.009%
46  9.919 2661 2668 2678 rVB2 8672 14581 0.05% 0.030%
47 10.160 2741 2743 2746 rBV2 773 475 0.00% 0.001%
48 10.211 2751 2759 2774 rVWV5 7452 14396 0.05% 0.029%
49 10.275 2777 2779 2786 rVB4 840 810 0.00% 0.002%
50 10.311 2786 2790 2792 rBV2 577 474 0.00% 0.001%
51 10.394 2810 2816 2817 rBvV2 3675 2632 0.01% 0.005%
52 10.655 2887 2897 2898 rBvV3 3478 2952 0.01% 0.006%
53 10.700 2901 2911 2918 rVV 44039 80569 0.27% 0.165%
54 10.758 2919 2929 2946 rVB 444273 721655 2.46% 1.476%
55 10.896 2964 2972 2982 rVB2 6482 9902 0.03% 0.020%
56 10.967 2988 2994 2999 rVB4 603 667 0.00% 0.001%
57 11.124 3040 3043 3047 rVB5 842 601 ©0.00% 0.001%
58 11.211 3063 3070 3072 rBV4 611 580 0.00% 0.001%
59 11.375 3113 3121 3128 rBV5 2223 3382 0.01% 0.007%
60 11.465 3138 3149 3153 rBVS8 2904 4682 0.02% 0.010%
61 11.510 3156 3163 3174 rVB3 5011 8115 ©0.03% 0.017%
62 11.584 3184 3186 3190 rVB4 1013 492 0.00% 0.001%
63 11.697 3212 3221 3227 rBV8 1831 2620 0.01% 0.005%
64 11.745 3227 3236 3245 rBV2 20346 31237 0.11% 0.064%
65 11.812 3245 3257 3281 rBV3 740214 1727818 5.88% 3.533%
66 11.954 3289 3301 3317 rVB5 41187 77794 0.26% 0.159%
67 12.066 3322 3336 3357 rBV2 17123 36931 0.13% 0.076%
68 12.195 3362 3376 3408 rVB2 686338 1405631 4.78% 2.874%
69 12.410 3434 3443 3455 rBV8 4657 8160 0.03% 0.017%
70 12.462 3455 3459 3462 rBV4 831 704 0.00% ©0.001%
71 12.571 3486 3493 3497 rBV5 1726 2302 0.01% 0.005%
72 12.626 3502 3510 3522 rVB8 7378 12940 0.04% 0.026%
73 12.777 3548 3557 3563 rBV5 2180 3083 0.01% 0.006%
74 12.838 3566 3576 3587 rVV5 11081 18912 ©0.06% 0.039%
75 12.963 3601 3615 3629 rBV3 85021 193613 0.66% 0.396%
76 13.272 3703 3711 3718 rBV6 5074 8369 0.03% 0.017%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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 13.330 3719 3729 3736 rVWV 58252 97919 0.33% 0.200%
78 13.375 3736 3743 3764 rVB 126219 201810 0.69% 0.413%
79 13.642 3817 3826 3833 rBV6 2228 4251 0.01% 0.009%
80 13.841 3876 3888 3899 rVB5 7976 14511 ©0.05% ©0.030%
81 13.906 3900 3908 3915 rBV4 2550 3998 0.01% ©0.008%
82 14.060 3944 3956 3974 rVBO 7713 21646 0.07% 0.044%
83 14.359 4037 4049 4063 rBV 137841 217543 0.74% 0.445%
84 14.494 4081 4091 4101 rBV5 15137 24951 0.08% 0.051%
85 14.584 4112 4119 4131 rVBS8 3219 5614 0.02% 0.011%
86 14.886 4204 4213 4222 rBv4 9170 15289 0.05% 0.031%
87 14.950 4227 4233 4250 rVB9 5641 10318 0.04% 0.021%
88 15.111 4275 4283 4291 rVB6 13630 20657 0.07% 0.042%
89 15.166 4295 4300 4303 rBV6 1651 1933 0.01% 0.004%
90 15.311 4325 4345 4356 rBV3 300200 597412  2.03% 1.222%
91 15.545 4405 4418 4435 rBV 2465360 3758356 12.79% 7.686%
92 15.803 4488 4498 4509 rBV2 60219 104260 0.35% 0.213%
93 15.915 4511 4533 4542 rVV3 361176 955207 3.25%  1.953%
94 15.960 4542 4547 4559 rVB 104066 158525 ©.54% 0.324%
95 16.266 4635 4642 4650 rBV3 20912 33405 0.11% 0.068%

96 16.330 4651 4662 4668 rBV4 64478 137303 0.47% 0.281%
97 16.394 4669 4682 4693 rBV 19155983 29384631 100.00% 60.090%
98 17.208 4926 4935 4942 rBV2 77661 125006 0.43% 0.256%
99 17.259 4942 4951 4965 rVB 337148 542699 1.85% 1.110%
100 17.346 4968 4978 4991 rVV 281468 473930 1.61% 0.969%

Sum of corrected areas: 48901189
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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
Abundance TIC: VU048008.D\data.ms
1.5e+07
1le+07
5000000
oL 1601 1916 2.568719 319BID  IWEEH6L 4.247  4.6204.810998067 5726 6.250 g 5pp.69-
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VU048008.D\data.ms
1.5e+07
1le+07
5000000
. 11812 121
0809 7.044182 7.260%B90558° 8378m89173-638 7879.009. BABIHEY. 5810 FERE1 91 00 AWBRO4 10T ROHETI1221 1 IBEEBHGHST 93066+
e e e O D e e e IR 220y
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: VU048008.D\data.ms
16.894
1.5e+07
le+07
5000000
15.545
oL 12238ZEPA7 BRE63 13YBT513.64238406.060 14.3540884 1488505165511 15.889960 160 13488946
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 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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 Benzene, 1-bromo-4-chloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.963 5.60 ug/L 193613 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 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-3-chloro- 190 C6H4BrCl 000108-37-2 98
5 4-Chlorophenylselenol 192 C6H5C1Se 016645-10-6 97

Abundance Scan 3615 (12.963 min): VU048008.D\data.ms (- 3601) (- m/z 191.85 100.00%

750 1110
5000
50.0
155.8 13,00
ol m/z 189.85  79.34%

19

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65032: Benzene, 1-bromo-4-chloro-
111.0 19
75.0
5000
50.0 13.00
m/z 110.95 75.64%
0\‘\\\\“‘\\‘\‘\ ‘h\\\M‘}‘\\‘1‘!\!‘\‘]\-:\3]\-\()‘\]\-5\5\‘0\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65026: Benzene, 1-bromo-3-chloro-

JL

75.0 111.0 13.00

5000 m/z 75.00 70.66%
50.0

EXT | 1310 1550 h

Jl.

13.00

0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65027: Benzene, 1-bromo-2-chloro-
19
m/z 80.95 34.98%
111.0
5000 75.0
50.0
o220 el L1810 1990 o S ‘ﬂfA“
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@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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 Benzene, 1-bromo-2-chloro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.330 2.83 ug/L 97919 1,4-Dichlorobenzene-d4 11.812
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-2-chloro- 190 C6H4BrCl 000694-80-4 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 97

Abundance Scan 3729 (13.330 min): VU048008.D\data.ms (-3719) (-  m/z 191.90 100.00%

191.9
111.0
5000 75.0
50.0

‘ M ‘ 154 13,00 1350
O B R ACR R m/z 189.90  74.54%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #65034: Benzene, 1-bromo-2-chloro- J\ jk

19p.0

o

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

Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0

111.0
5000
7.0 13,00 1350
50.0 m/z 111.00  59.45%
27.0, ‘m by o \‘ 131.0 155.0 J\ j\
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

111.0 13 00 13 50
5000 75.0 m/z 74.95 44 ,29%
50.0
0 27 o I “ L \“ 1L 1l \‘ 131.0 155 O
L N e e R LRREE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65026: Benzene, 1-bromo-3-chloro-
192.0 13 00 13 50
m/z 74.00 22.99%
75.0 111.0
5000
50.0
0 26.0 H Iy “‘n 1l \‘ 131.0 155.0
“HH‘HH“m“m“m‘m“m“m‘w
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@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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 Hexane, 1,6-dichloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.375 5.84 ug/L 201810 1,4-Dichlorobenzene-d4 11.812
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 72
3 1,3-Butadiene, 2,3-dimethyl- 82 C6H10 000513-81-5 43
4 Cyclohexane, chloro- 118 C6H11C1 000542-18-7 41
5 Cyclohexane, chloro- 118 C6H11C1 000542-18-7 35

Abundance Scan 3743 (13.375 min): VU048008.D\data.ms (-3736) (- m/z 55.00 100.00%

55.0
82.0
5000
1300 1350
S H“Mww“ . ml‘s_o‘wWW_H?‘Q‘?‘Q‘ m/z 40.95 77.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31627: Hexane, 1,6-dichloro-
53.0
5000 82.0
1300 1350
27.0 m/z 69.00 68.19%
O \\“\H “‘\H\‘\w““\\H\h\‘\\]-\]-\s‘\o\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31626: Hexane, 1,6-dichloro-
58.0
82.0 13.00 13.50
5000 ITI z 67.00 52.61%
27.0
IRDPIEEY
o R 1 ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1429: 1,3-Butadiene, 2,3-dimethyl-
67.0 13. 00 13 50
m/z 82.05 52.14%
41.0
5000
0 )L

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\VU@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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 Hexane, 1-bromo-6-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.359 6.30 ug/L 217543 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1-bromo-6-chloro- 198 C6H12BrCl 006294-17-3 86
2 Hexane, 1-bromo-6-chloro- 198 C6H12BrCl 006294-17-3 80
3 1-Cyclohexylethanol, pentafluoro... 274 C11H15F502 1000365-50-1 64
4 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 59
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 53

Abundance Scan 4049 (14.359 min): VU048008.D\data.ms (-4037) (- m/z 55.00 100.00%

55.0 83.0
5000
‘ 14.00 14.50
118.0 : :
162.0
o — ““‘\“u““‘l sty 8 1909 sy 83,05 91.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74117: Hexane, 1-bromo-6-chloro-
55.0 83.0
5000 — ——
14.00 14.50
27.0 m/z 40.95 60.54%
O mU \‘\‘\ \“‘1\\\‘\‘\:‘L\l\?’\o\\\’\\\]\_‘6\4\\0\‘\\1\9\8‘\()\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74118: Hexane, 1-bromo-6-chloro-
55.0 83.0
_— =4
14.00 14.50
5000 m/z 38.95 29.59%
27.0
118.0
ol 1820 2000
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #165238: 1-Cyclohexylethanol, pentafluoropropionate ,/¥ e
55.0 83.0 14.00 14.50
m/z 67.00 23.21%
5000
110.0
oo || 1|
o A U1 R S Y1 W
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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-dibromo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.311  17.29 ug/L 597412  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,6-dibromo- 242 C6H12Br2 000629-03-8 95
2 Cyclopropane, 2-bromo-1,1,3-trim... 162 C6H11Br 036617-00-2 64
3 Oxalic acid, cyclohexyl pentyl e... 242 C13H2204 1000309-30-6 53
4 Cyclohexane, bromo- 162 C6H11Br 000108-85-0 53
5 Acetaldehyde 2E-hexenyl 3Z-hexen... 226 C14H2602 1000431-45-5 53

Abundance Scan 4345 (15.311 min): VU048008.D\data.ms (-4325) (- m/z 83.10 100.00%

83.1
41.0
5000
P R
‘ ‘ 170 a0 15.00 15.50
ol L b L 1989 2438 2810 /7 55,00 91.27%
miz--> 50 100 150 200 250
Abundance #126512: Hexane, 1,6-dibromo-
83.0
5000
41.0 15.00 15.50
m/z 40.95 63.91%
0 H ‘”h\ by \H\”‘ %2%\0‘\ ‘16\“?\0\ L —— ?44‘0\ |
miz-> 50 100 150 200 250
Abundance #38183: Cyclopropane, 2-bromo-1,1,3-trimethyl-
83.0
41.0 T L
15.00 15.50
5000 m/Z 38.95 33.12%
ol il | meomso
miz-> 50 100 150 200 250
Abundance #125686: Oxalic acid, cyclohexyl pentyl ester — —
83.0 15.00 15.50
m/z 81.00 27.99%
5000
41.0
o200 ol
miz--> 50 100 150 200 250 15.00 15.50

SFAMULM@32422WMA.M Tue Apr 19 15:24:07 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57

Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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 2

R.T. EstConc Area Relative to ISTD R.T.
15.545 108.76 ug/L 3758360 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acrolein, 2-chloro- 90 C3H3ClOo 000683-51-2 43
2 Propane, 2-(methylthio)- 90 C4H105 001551-21-9 37
3 1,3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130 1000140-03-8 25
4 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 23
5 4-(2-Aminoethyl)benzenesulfonamide 200 C8H12N202S 035303-76-5 17

SFAMULM@32422WMA.M Tue Apr 19 15:24:08 2022

Abundance Scan 4418 (15.545 min): VU048008.D\data.ms (-4405) (- m/z 89.95 100.00%
410 67.0 990
5000
116.0 — :
152.0 15.50
0 i “‘u b 2009 m/z 103.00  85.48%
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 67.00 84.89%
O\\\\‘\\\\‘\\\h\ \\\‘\\M\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2633: Propane, 2-(methylthio)-
90.0
41.0 — L ‘
15.50
5000 ITI/Z 40.95 81.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78186: 1,3,5-Trichloro-4-methyl-2-pentanone — ‘&A‘L
90.0 15.50
m/z 74.95 60.99%
55.0
5000 28.0
125.0
nm
oHHHHH‘H‘Hw‘m‘wuwm_“H‘m‘u‘mWm_m s
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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 14
R.T. EstConc Area Relative to ISTD R.T.
15.803 3.02 ug/L 104260 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrrole, 1-methyl- 81 C5H7N 000096-54-8 15
2 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 10
3 Furan, 2-ethyl- 96 C6H80 003208-16-0 10
4 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 10
5 Cyclohexene, 3-(2-propynyl)- 120 C9H12 055956-43-9 10
Abundance Scan 4498 (15.803 min): VU048008.D\data.ms (-4488) (-  m/z 116.95 100.00%
41.0 11v.0
81.0
5000
153.0 . 1600
(VTN e R R
ol b e el SRS T mjz 41,00 96.69%
miz-> 50 100 150 200 250
Abundance #1282: 1H-Pyrrole, 1-methyl-
81.0
5000 ;- ‘AJM :
15.50 16.00
42.0 m/z 80.95 73.17%
O \‘\“\ F‘m ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #3213: 2-Hexyne, 4-methyl-
81.0
- A
410 15.50 16.00
5000 m/z 38.95 48.61%
0 | m I ““ e
m/z--> 50 100 150 200 250
Abundance #3140: Furan, 2-ethyl- T TL%R“‘
81.0 15.50 16.00
m/z 67.00 47.85%
5000
39.0
0 ‘Wuw ol L — — — e P
m/z--> 50 100 150 200 250 15.50 16.00

SFAMULM@32422WMA.M Tue Apr 19 15:24:09 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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 unknown-03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.915 27.64 ug/L 955207 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Heptadienal, (E,E)- 110 C7H1e0 004313-03-5 35
2 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 27
3 2,4-Decadienal, (E,Z)- 152 C10H160 025152-83-4 25
4 Cyclohexene, 4-bromo- 160 C6H9Br 003540-84-9 22
5 1,2-Dibromo-5-hexene 240 C6H10Br2 004285-48-7 16
Abundance Scan 4533 (15.915 min): VU048008.D\data.ms (-4511) (- m/z 81.00 100.00%
81.0
117.0
5000 41.0
‘ 269.9 ELG‘O(S
153.0 190.9 ' .
0\,\m“}‘\\Mihl““\‘\‘HJ““H\“‘ww”m1“1\\”‘m‘\‘uu‘u“u‘m\‘HH‘HHMH\W m/z 117.00  59.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6579: 2,4-Heptadienal, (E,E)-
81.0
5000 T
28.0 16.00
m/z 54.95 50.31%
‘ ‘ 110.0
O\’\H\“\\”H\\“N}“\HhH““‘H‘\‘\‘H“H‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
A
16.00
5000 m/z 41.00  48.45%
39.0
0\,\“\‘H‘L‘\\“1“‘\“\“‘\ “L“m‘!‘uwuwmwmwm‘mWm‘mwmw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29143: 2,4-Decadienal, (E,2)- /L‘ —r—
81.0 16.00

m/z 39.00 30.46%

5000
41.0
ol LL H“ M‘M \HL | 123.01520 i ‘

T
m/z--> 20 40 60 80 100120140160180200220240260280 16.00

SFAMULM@32422WMA.M Tue Apr 19 15:24:09 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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 11
R.T. EstConc Area Relative to ISTD R.T.

15.960 4.59 ug/L 158525 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dichloro-, cis- 152 C6H1eC12 024955-63-3 46
2 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10C12 000822-86-6 38
3 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 35
4 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 35
5 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 35

Abundance Scan 4547 (15.960 min): VU048008.D\data.ms (-4542) (- m/z 81.00 100.00%

81.0
41.0 117.0
5000
00
154. ’
ol gl b ”‘w LD te20 2690 011700 s6.02%
miz--> 50 100 150 200 250
Abundance #29706: Cyclohexane, 1,3-dichloro-, cis-
81.0
5000 T
16.00
410 m/z 41.00 53.78%
| J Ly, 1170 1520
O\\‘\\“H\\H“i‘\uw\\“I\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #29711: Cyclohexane, 1,2-dichloro-, trans-
81.0
A
16.00
5000 m/z 55.00 50.70%
41.0 116.0
ol thy “R7 2520
m/z--> 50 100 150 200 250
Abundance #3269: 2,4-Dimethyl 1,4-pentadiene A
81.0 16.00
m/z 39.00 32.55%
5000
39.0
miz--> 50 100 150 200 250 16.00

SFAMULM@32422WMA.M Tue Apr 19 15:24:10 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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 Hexane, 2,5-dibromo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.330 3.97 ug/L 137303 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dibromo- 242 C6H12Br2 024774-58-1 72
2 Hexane, 1,5-dibromo- 242 C6H12Br2 000627-96-3 59
3 Benzene, 2-chloro-1,4-bis(cycloh... 364 C20H25C104 294874-04-7 53
4 Oxalic acid, cyclohexyl dodecyl ... 340 C20H3604 1000309-31-4 53
5 Cyclohexane, bromo- 162 C6H11Br 000108-85-0 53

Abundance Scan 4662 (16.330 min): VU048008.D\data.ms (-4651) (-  m/z 54.95 100.00%

58.0
5000

oLl all e NM 2070 Y m/z 83.10  99.94%
m/z--> 50 100 150 200 250 300 350
Abundance #126510: Hexane, 2,5-dibromo-
83.0
5000
41.
163.0 1600 1650

m/z 41.00 67.57%

‘ 121.0
O T T “H\ ‘\ f“\ ‘H\ }M\ T ‘ \“\ T ‘ T T 1T ‘ T 17T ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #126511: Hexane, 1,5-dibromo-

41.0

83.0
1600 1650
5000 m/z 42.95 31.34%
165.0
121.0

miz--> 50 100 150 200 250 300 350
Abundance #273377: Benzene, 2-chloro-1,4-bis(cyclohexanoyloxy)-

83.0 1600 1650

m/z 39.00 27.62%

5000 41
144-0
ol ddig, | 2500 3

m/z--> 50 100 150 200 250 300 350 16.00 16.50

SFAMULM@32422WMA.M Tue Apr 19 15:24:11 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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 1

R.T. EstConc Area Relative to ISTD R.T.
16.394 850.34 ug/L 29384600 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl nitrile 117 C8H7N 000140-29-4 25
2 Benzyl nitrile 117 C8H7N 000140-29-4 25
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 16
4 Benzyl nitrile 117 C8H7N 000140-29-4 15
5 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 15

Abundance Scan 4682 (16.394 min): VU048008.D\data.ms (-4669) (-

m/z 81.05 100.00%

81.0
41.0 117.0
5000
H ‘ ‘ 151.9 16.00 1650
0 H_HAHHM‘M‘:‘H‘M ol 1850 23402669 4/ 117.00  68.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9742: Benzyl nitrile
117.0
5000 1
16.00 1650
m/z 41.00 67.39%
51.0 4
O\\‘\H\“‘\\“H“‘”H\’HH‘H\“\H\‘H\\‘\H\’\\H‘HH‘HH’HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9741: Benzyl nitrile
117.0
1600 1650
5000 ITI Z 67.00 49, 80%
51.0 4
o‘wwm‘_“‘w“m,ww N —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3233: Cyclohexene, 3-methyl-
81.0 1600 1650
m/z 39.00 41.39%
5000
o} Pl e
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50

SFAMULM@32422WMA.M Tue Apr

19 15:24:12 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57

Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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 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 unknown-06 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
17.208 3.62 ug/L 125006 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dibromo- 240 C6H10Br2 005401-62-7 38
2 Cyclohexane, 1,2-dibromo- 240 C6H10Br2 005401-62-7 38
3 Cyclohexane, 1,4-dibromo- 240 C6H10Br2 035076-92-7 38
4 Cyclohexane,1,2-dibromo-,trans- 240 C6H10Br2 007429-37-0 35

5 2,3-Diazabicyclo[2.2.1]hept-2-en... 178

C11H18N2

150667-99-5 27

Abundance Scan 4935 (17.208 min): VU048008.D\data.ms (-4926) (- m/z 81.05 100.00%

81.0
117.
41.0 0
5000
162.9

H 198.9 - 17.0017.2017.40
0! \‘\M ‘MH‘ i ‘\h\‘ H‘ | - m/z 117.00 67.70%

miz--> 50 100 150 200 250
Abundance #124031: Cyclohexane, 1,2-dibromo-
81.0
39.0

5000 e T
17.0017.2017.40

m/z 41.00 60.67%

161.0
bl 190 | 242.0
T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #124034: Cyclohexane, 1,2-dibromo-
81.0

17.0017.2017.40

o

5000 ITI z 38.95 41.42%
39.0 161.0
o gy 190 2420
m/z--> 50 100 150 200 250
Abundance #124032: Cyclohexane, 1,4-dibromo- RERE e AN
81.0 17.0017.2017.40
m/z 119.00 35.85%
5000
39.0 161.0
. WUW«‘1‘19-9‘_”\ om0
m/z--> 100 150 200 250 17.0017.2017.40

SFAMULM@32422WMA.M Tue Apr 19 15:24:13 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57

Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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 14 unknown-07 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.259 15.70 ug/L 542699 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dibromo- 240 C6H10Br2 005401-62-7 40
2 Cyclohexane, 1,4-dibromo- 240 C6H10Br2 035076-92-7 40
3 Cyclohexane, 1,2-dibromo- 240 C6H10Br2 005401-62-7 40
4 Cyclohexane, 1-bromo-2-chloro-, 196 C6H10BrCl 051422-75-4 38
5 Isomyocorene 136 C10H16 006876-07-9 30

Abundance Scan 4951 (17.259 min): VU048008.D\data.ms (-4942) (-

m/z 81.00 100.00%

81.0
41.0
5000 161.0
117.0
REEEE e R
‘ ‘ M 19‘7 9 17.0017.2017.40
ob——db ‘i““\“““w‘h‘ HHH ‘mH‘ H;L\ L H‘ wdl L 228.9 2‘6‘9:‘[ ‘ m/z 41.00 64.60%
miz--> 100 150 200 250
Abundance #124034: Cyclohexane, 1,2-dibromo-
81.0
5000 T[T T T[T T T[T TrT T
17.0017.2017.40
39.0 161.0 m/z 161.00 46.08%
O T T \ H M‘h T “\ “\ T ‘ ]-\1\9.\0 T \H T T T ‘ T T \24.\2.‘0\ T T T
m/z--> 50 100 150 200 250
Abundance #124032: Cyclohexane, 1,4-dibromo-
81.0
e EAERERE S
17.0017.2017.40
5000 m/z 38.95 44.80%
39.0 161.0
ol om0 | a0
m/z--> 100 150 200 250
Abundance #124031: Cyclohexane, 1,2-dibromo- T T
81.0 17.0017.2017.40
m/z 163.00 42.37%
39.0
5000
‘ 161.0
ol _meo L a0 AL
m/z--> 50 100 150 200 250 17.0017.2017.40

SFAMULM@32422WMA.M Tue Apr 19 15:24:14 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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-08 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.346  13.71 ug/L 473930 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-(2-propynyl)- 120 C9H12 055956-43-9 38
2 2,3-Diazabicyclo[2.2.1]hept-2-en... 124 C7H12N2 071312-54-4 35
3 2(5H)-Furanone, 5-(2-furanylmeth... 178 C10H1003 031969-27-4 32
4 2,3-Dimethyl-1,4-pentadiene 96 C7H12 000758-86-1 32
5 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 32

Abundance Scan 4978 (17.346 min): VU048008.D\data.ms (-4968) (- m/z 81.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48008.D

Acqg On : 13 Apr 2022 16:57
Operator : SY/MD

Sample : N2345-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 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|
Benzene, 1-brom... 12.963 5.6 ug/L 193613 3 11.812 1727820 50.0
Benzene, 1-brom... 13.330 2.8 ug/L 97919 3 11.812 1727820 50.0
Hexane, 1,6-dic... 13.375 5.8 ug/L 201810 3 11.812 1727820 50.0
Hexane, 1-bromo... 14.359 6.3 ug/L 217543 3 11.812 1727820 50.0
Hexane, 1,6-dib... 15.311 17.3 ug/L 597412 3 11.812 1727820 50.0
unknown-01 15.545 108.8 ug/L 3758360 3 11.812 1727820 50.0
unknown-02 15.803 3.0 ug/L 104260 3 11.812 1727820 50.0
unknown-03 15.915 27.6 ug/L 955207 3 11.812 1727820 50.0
unknown-04 15.960 4.6 ug/L 158525 3 11.812 1727820 50.0
Hexane, 2,5-dib... 16.330 4.0 ug/L 137303 3 11.812 1727820 50.0
unknown-05 16.394 850.3 ug/L 29384600 3 11.812 1727820 50.0
unknown-06 17.208 3.6 ug/L 125006 3 11.812 1727820 50.0
unknown-07 17.259 15.7 ug/L 542699 3 11.812 1727820 50.0
unknown-08 17.346 13.7 ug/L 473930 3 11.812 1727820 50.0
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