LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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@47998.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 97 rBV 167904 196051 0.67% 0.389%
2 1.913 171 178 202 rVB 132882 191978 0.65% 0.381%
3 2.568 370 382 398 rBV 289941 473691 1.61% 0.940%
4 2.829 460 463 466 rvB3 830 614 0.00% 0.001%
5 2.925 488 493 496 rBvV3 595 606 0.00% 0.001%
6 3.051 527 532 539 rVB4 1071 1359 0.00% 0.003%
7 3.324 613 617 621 rBV3 516 487 0.00% 0.001%
8 4.623 1008 1021 1050 rBV 149340 362154 1.23% 0.719%
9 5.064 1141 1158 1180 rBV 263953 590060 2.00% 1.171%
10 5.726 1344 1364 1396 rVB2 509722 1387528 4.71% 2.755%
11  6.179 1502 1505 1513 rVB6 762 799 0.00% 0.002%
12 6.250 1513 1527 1546 rBV 424818 807398 2.74% 1.603%
13 6.523 1609 1612 1623 rVB6 1199 1875 0.01% 0.004%
14 6.690 1650 1664 1683 rBV 310930 613398 2.08% 1.218%
15 6.935 1734 1740 1743 rBV2 406 558 0.00% 0.001%
16 7.047 1768 1775 1779 rBV3 713 795 0.00% 0.002%
17 7.189 1809 1819 1830 rVV3 3924 8105 0.03% 0.016%
18 7.494 1905 1914 1919 rBV6 1571 1975 0.01% 0.004%
19 7.565 1923 1936 1960 rBV 166656 302272 1.03% 0.600%
20 7.687 1965 1974 1988 rVVe6 2613 4928 0.02% 0.010%
21  7.899 2026 2040 2055 rBV 632812 1092100 3.71% 2.168%
22 8.179 2115 2127 2139 rVV 118673 200273 0.68% 0.398%
23 8.240 2139 2146 2160 rVB3 11744 22960 0.08% 0.046%
24  8.356 2174 2182 2205 rVB5 9677 23326 0.08% 0.046%
25 8.472 2209 2218 2220 rBV3 2408 2671 0.01% 0.005%
26 8.633 2256 2268 2301 rBV 471741 812882 2.76% 1.614%
27 8.883 2341 2346 2347 rBV3 1018 723  0.00% 0.001%
28 9.012 2380 2386 2401 rVB6 3055 5247 0.02% 0.010%
29 9.173 2431 2436 2439 rBV4 970 1084 0.00% 0.002%
30 9.260 2458 2463 2468 rVB4 626 789 0.00% 0.002%
31 9.362 2485 2495 2500 rBV4 6840 10630 0.04% 0.021%
32 9.417 2500 2512 2550 rVB 628956 1113903 3.78% 2.212%
33 9.578 2553 2562 2569 rBV5 9561 15521 0.05% 0.031%
34 9.652 2580 2585 2593 rvB8 4751 7147 0.02% 0.014%
35 9.774 2616 2623 2631 rBvVi1e 1459 2487 0.01% 0.005%
36 9.829 2634 2640 2642 rBV6 1102 1129 0.00% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 9.864 2644 2651 2658 rvv7 3332 4870 0.02% 0.010%
38 9.919 2658 2668 2682 rVB 9286 17863 0.06% 0.035%
39 10.070 2711 2715 2721 rBvV7 1839 2465 0.01% 0.005%
40 10.211 2748 2759 2774 rBV6 10430 20140 0.07% 0.040%
41 10.324 2788 2794 2804 rBV6 778 1392 0.00% 0.003%
42 10.401 2808 2818 2832 rBvS8 5518 12605 0.04% 0.025%
43 10.462 2832 2837 2847 rVB7 1472 2748 0.01% 0.005%
44 10.552 2859 2865 2867 rBv4 983 871 0.00% 0.002%
45 10.697 2888 2910 2918 rBvV2 54113 106703 0.36% 0.212%
46 10.758 2918 2929 2957 rVB 469340 784821 2.67% 1.558%
47 10.890 2963 2970 2984 rVB4 6539 12388 0.04% 0.025%
48 11.028 3009 3013 3017 rBV5 618 584 0.00% 0.001%
49 11.147 3047 3050 3054 rBvV3 1004 713 0.00% 0.001%
50 11.375 3114 3121 3129 rVB6 2338 3422 0.01% 0.007%
51 11.459 3136 3147 3148 rBV4 3086 3231 0.01% 0.006%
52 11.507 3156 3162 3173 rVB5 4675 7457 0.03% 0.015%
53 11.620 3192 3197 3207 rVB5 787 1160 ©0.00% 0.002%
54 11.693 3211 3220 3231 rBV8 2259 4136 0.01% 0.008%
55 11.742 3231 3235 3236 rBvV2 875 703 0.00% 0.001%
56 11.812 3242 3257 3274 rBV 745710 1197596 4.07% 2.378%
57 11.954 3290 3301 3317 rVB4 43991 79447 0.27% ©0.158%
58 12.063 3327 3335 3344 rBV5 3609 6199 0.02% 0.012%
59 12.192 3362 3375 3390 rBV 700868 1157173 3.93% 2.297%
60 12.314 3408 3413 3415 rBV3 982 762 0.00% 0.002%
61 12.414 3434 3444 3455 rBVS8 4903 8564 ©0.03% 0.017%
62 12.578 3486 3495 3501 rBV8 2122 3462 0.01% 0.007%
63 12.626 3501 3510 3521 rVB10O 7336 12552 0.04% 0.025%
64 12.771 3548 3555 3562 rBVS8 1650 2998 0.01% 0.006%
65 12.838 3567 3576 3585 rVv4 12145 19277 0.07% 0.038%
66 12.964 3601 3615 3629 rBV3 99484 215228 ©.73% 0.427%
67 13.086 3647 3653 3662 rVB8 3801 5985 0.02% 0.012%
68 13.156 3667 3675 3684 rBV7 2479 4340 0.01% 0.009%
69 13.269 3703 3710 3718 rBV4 4671 7033 0.02% 0.014%
70 13.327 3718 3728 3735 rVWV 69914 111686 ©.38% 0.222%
71 13.375 3735 3743 3761 rVB 145281 226932 ©0.77% 0.451%
72 13.687 3834 3840 3851 rVB8 1991 3410 0.01% 0.007%
73 13.835 3874 3886 3898 rBV9 4551 99010 ©0.03% 0.018%
74 13.902 3898 3907 3916 rVB5 3170 5050 0.02% 0.010%
75 13.957 3919 3924 3926 rBV5 962 10106 ©0.00% 0.002%
76 14.063 3939 3957 3972 rBV5 9212 28505 0.10% 0.057%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 14.160 3983 3987 3994 rVB6 1364 1734 0.01% 0.003%
78 14.192 3994 3997 4004 rVB6 999 1166 ©0.00% 0.002%
79 14.359 4038 4049 4064 rBV 161353 257955 0.88% 0.512%
80 14.430 4066 4071 4081 rVB9 13325 19755 0.07% 0.039%
81 14.494 4082 4091 4102 rVB7 13852 22749 0.08% 0.045%
82 14.590 4115 4121 4132 rVB6 6896 10510 0.04% 0.021%
83 14.754 4169 4172 4174 rBV3 804 528 0.00% 0.001%
84 14.886 4203 4213 4223 rBvV4 13038 21118 ©0.07% 0.042%
85 14.951 4226 4233 4240 rVB1eO 5384 8336 0.03% 0.017%
86 15.108 4274 4282 4291 rVB3 16102 22810 0.08% 0.045%
87 15.311 4325 4345 4356 rBV2 414385 829963  2.82% 1.648%
88 15.407 4371 4375 4386 rVB 40041 54916 ©0.19% 0.109%
89 15.545 4405 4418 4433 rBV 2929242 4389931 14.91% 8.716%
90 15.803 4488 4498 4509 rBvV2 76791 134591 0.46% 0.267%
91 15.915 4510 4533 4542 rVV3 412953 1225262 4.16% 2.433%
92 15.963 4542 4548 4558 rVB 123247 180261 0.61% 0.358%
93 16.092 4582 4588 4596 rBV5 11245 18566 0.06% ©0.037%
94 16.147 4600 4605 4613 rVV6 13910 21237 0.07% 0.042%
95 16.269 4635 4643 4650 rBvV2 24199 36881 ©0.13% 0.073%

96 16.330 4651 4662 4668 rBV5 71392 157029 ©.53% 0.312%
97 16.391 4669 4681 4693 rBV 18925927 29438720 100.00% 58.447%
98 17.208 4927 4935 4941 rBV2 74344 113465 0.39% 0.225%
99 17.259 4942 4951 4965 rVB 340988 547906 1.86% 1.088%
100 17.346 4968 4978 4992 rVB 306773 498846 1.69% ©.990%

Sum of corrected areas: 50368229
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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: VU047998.D\data.ms
1.5e+07
1le+07
5000000
ol 1601 1913 2.568 7 gpo23051 3.324 4.623 5.064 5.726 69750 6
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\’\\\\
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: VU047998.D\data.ms
1.5e+07
1le+07
5000000
790 3633 34 s g
ol.6: 935)477189 7. ZgiﬁEBza? ‘ i}&@csgeaz R g.s“ D19. D72 smme w2 BT _ﬁiﬁmomz&ummmmggl 954) %
Time--> 7. 00 7. 50 8.00 8.50 9.00 9. 50 10 OO 10 50 11. 00 11. 50 12. 00
Abundance TIC: VU047998.D\data.ms
16.891
1.5e+07
1le+07
5000000
15.545
0 2 B1412 75687 BB GO ABATS 13.3mmamamgm.mm.1oé5ﬂlo7}\ 15.%@;?@%3@.& 1} 75346
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@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 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 2 2-Cyclopenten-1-one, 2-methyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.697 4.45 ug/L 106703 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 91
2 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 91
3 1-Pentyne 68 C5H8 000627-19-0 68
4 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 64
5 2,4-Dimethylfuran 96 C6H80 003710-43-8 64

Abundance Scan 2910 (10.697 min): VU047998.D\data.ms (-2888) (- m/z 67.00 100.00%

67.0 96.0
5000 53.0
390 /\\ T ‘ T T ‘ T
H 81.0 10.50 11.00
Oberr ety bl myz 96.00 85.87%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3175: 2-Cyclopenten-1-one, 2-methyl-
67.0
96.0
5000 53.0 — —
39.0 10.50 11.00
m/z 53.00 42.84%
27.0 H
O\\\‘:\L\S\.O\‘\\1‘1“\H‘l‘!‘\HmM\H‘\H\“\\\é:‘l‘-;o\\\‘u“\‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3178: 2-Cyclopenten-1-one, 2-methyl-
67.0 96.0 \
T T ‘ T ‘\ ‘ T
10.50 11.00
5000 39.0 530 m/z 39.00  28.99%
27.0
o"w‘H‘_‘M‘uw!“luHU:1"‘M‘_HE‘E%I(‘)WMW
miz--> 10 20 30 40 50 60 70 80 90 100 \
Abundance #490: 1-Pentyne ‘Mﬁxﬁwﬁ s
67.0 10.50 11.00
m/z 68.00 17.44%
40.0
5000 53.0
27.0
ol 120 A e
m/z--> 10 20 30 40 50 60 70 80 90 100 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 1-Pentene, 5-chloro-4-(chlo... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.954 3.32 ug/L 79447  1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 5-chloro-4-(chloromet... 152 C6H10C12 027990-74-5 64
2 1-Propene, 1,3-dichloro-, (Z)- 110 C3H4C12 010061-01-5 53
3 1-Propene, 1,3-dichloro-, (E)- 110 C3H4C12 010061-02-6 50
4 1,4-Pentadiene, 2-methyl- 82 C6H1e 000763-30-4 43
5 1-Propene, 1,3-dichloro- 110 C3H4C12 000542-75-6 42

Abundance Scan 3301 (11.954 min): VU047998.D\data.ms (-3290) (- m/z 41.00 100.00%

41.0 81.0
103.0
5000
—\/\ \/‘ T T ‘ T
62 ‘ M | 12.00
0 b m/z 80.95  86.47%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #29713: 1-Pentene, 5-chloro-4-(chloromethyl)-
41.0
81.0
5000 103.0 e A e AN
12.00
m/z 38.95 73.97%
15.0 63
0 \‘\H“\‘\‘\“\ i \‘H‘\‘l\‘ \N\\H‘\“!‘FT‘Z\[“.\Q\‘\:L?\Z.\O‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #6383: 1-Propene, 1,3-dichloro-, (2)-
75.0
Doup Sn dard W n
39.0 12.00
5000 ITI/Z 103.00 67.01%
110.0
12.0 ‘
Ol Ml il
miz--> 0 20 40 60 80 100 120 140 160
Abundance #6387: 1-Propene, 1,3-dichloro-, (E)- IS B
75.0 12.00
390 m/z 74.90 65.86%
5000
110.0
0 ‘_1‘2;"9_“‘” T Y R | : ‘/\‘ :
m/z--> 0 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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-4-chloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.964 8.99 ug/L 215228 1,4-Dichlorobenzene-d4 11.813
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-2-chloro- 190 C6H4BrCl 000694-80-4 98
3 Benzene, 1l-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
4 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
5 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98

Abundance Scan 3615 (12.964 min): VU047998.D\data.ms (-3601) (- m/z 191.85 100.00%

191.8
111.0
75.0
5000
50.0
‘ 1550 13.00
0 P R R i m/z 189.90  81.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65032: Benzene, 1-bromo-4-chloro-
111.0 192.0
75.0
5000
m/z 110. 95 74.81%
0\‘\\\\H‘\\‘\‘\‘h\\\‘!‘U\\‘1‘!\!‘\‘]\-:\31\-\0‘\]\-5\5\‘0\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0 1300
5000 75.0 m/z 75.00 66.86%
50.0
NETZ NI NP TR I
miz--> 20 40 60 80 100 120 140 160 180
Abundance #65026: Benzene, 1-bromo-3-chloro- 7
192.0 13.00
m/z 73.90 31.89%
75.0 111.0
5000
50.0
02800 Ui w1310 1550 i
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@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 15
R.T. EstConc Area Relative to ISTD R.T.
13.327 4.66 ug/L 111686 1,4-Dichlorobenzene-d4 11.813
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-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 97
5 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 97

Abundance Scan 3728 (13.327 min): VU047998.D\data.ms (-3718) (-  m/z 191.90 100.00%

191.9
111.0
5000 75.0
50.0
‘ ‘ ‘ 5o 13.00 13,50
o‘HwH_MwHW\um\_‘mw_ww_‘ e m/z 189.85  72.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65026: Benzene, 1-bromo-3-chloro-
192.0
750 1110
5000
50.0 13.00 1350
m/z 110.95 60.78%
02601550 \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
e
111.0 13. oo 13.50
5000 75.0 m/z 74.95 43.51%
50.0
o 20 Lm0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65028: Benzene, 1-bromo-4-chloro-
192.0 13. 00 13 50
111.0 m/z 193.90  24.69%
5000 75.0
50.0
ober 2800 b M Mo tsso G L
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@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 9
R.T. EstConc Area Relative to ISTD R.T.
13.375 9.47 ug/L 226932 1,4-Dichlorobenzene-d4 11.813
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 80
3 Cyclohexane, chloro- 118 C6H11Cl 000542-18-7 50
4 Hexenyl angelate, 4z- 182 C11H1802 1000383-63-7 47
5 1-Hexanol, 6-chloro- 136 C6H13C1O0 002009-83-8 45

Abundance Scan 3743 (13.375 min): VU047998.D\data.ms (-3735) (- m/z 55.00 100.00%
55

.0
82.1
5000
1300 13.50
118.0 . :
omwu‘w‘N‘M‘uk‘u“;“H!M_Hm,‘M,W_MWZ‘QH m/z 41.00 84.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31627: Hexane, 1,6-dichloro-
55.0
5000 82.0 = ==
13.00 13.50
27.0 m/z 69.00 72.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31626: Hexane, 1,6-dichloro-
55.0
— P=—r—
82.0 13.00 13.50
5000 ITI/Z 66.95 58.20%
27.0
L) o
0 H\‘M\\MJJWWM$HHU\_\\ﬁ\\u,\u\‘u\\_\\w\\u
m/z--> 20 40 60 80 100 120 140 160 180 200 Vﬂg
Abundance #9997: Cyclohexane, chloro- R Py
67.0 13.00 13.50
m/z 82.10 57.65%
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\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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-bromo-6-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.359 10.77 ug/L 257955 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1-bromo-6-chloro- 198 C6H12BrCl 006294-17-3 80
2 Hexane, 1-bromo-6-chloro- 198 C6H12BrCl 006294-17-3 72
3 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 64
4 1-Cyclohexylethanol, pentafluoro... 274 C11H15F502 1000365-50-1 64
5 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404 1010309-30-7 53
Abundance Scan 4049 (14.359 min): VU047998.D\data.ms (-4038) (- m/z 55.00 100.00%
53.0 83.0
5000 /\\
‘ 14.00 14.50
118.0 . .
162.0
0 bt VW«JNMWu_H‘N“mq‘u‘pm“_“‘_‘ m/z 83.05 90.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74118: Hexane, 1-bromo-6-chloro-
55.0 83.0
5000 — —
27.0 14.00 14.50
m/z 41.00 62.96%
118.0
O TTTT ‘ \‘1‘\ \‘ “\ H\ \““!‘ \H\‘\ ‘ T ‘!‘\ \M TTT ‘! ‘ TT \J-\G‘%.\()\ T ‘ T \2\\0‘0\.9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74117: Hexane, 1-bromo-6-chloro-
55.0 83.0
= B
14.00 14.50
5000 m/z 39.00 27.16%
27.0
118.0
S O A )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7665: Cyclopentane, 1-ethyl-1-methyl- H\‘ — A
83.0 14.00 14.50
55.0
m/z 67.00 22.82%
5000
27.0
o"‘u"H‘“;”‘H“!“““uW“‘“‘?‘1‘259‘WHWHWHW PN M
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@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 Hexane, 1,6-dibromo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.311  34.65 ug/L 829963 1,4-Dichlorobenzene-d4 11.813
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 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 59
4 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 59
5 Acetaldehyde 2E-hexenyl 3Z-hexen... 226 C14H2602 1000431-45-5 59

Abundance Scan 4345 (15.311 min): VU047998.D\data.ms (-4325) (- m/z 83.10 100.00%

83.1
41.0
5000
— T
| ‘ 0 15.00 15.50
oL— ‘MWMJ¢MMM N‘W‘H‘Hmm‘ 19?9‘ ?440‘?8;f m/z 54.95 90.06%
m/z--> 50 100 150 200 250
Abundance #126512: Hexane, 1,6-dibromo-
83.0
5000 = ASHAN
41.0 15.00 15.50
m/z 40.95 65.34%
O T T ‘\“ ‘Hh\ h\ \ %2}\0‘\ 16\‘ﬁ’\0\ T ‘ T T \24\.4‘.0\ T T T
m/z-> 100 150 200 250
Abundance #38183. Cyclopropane, 2-bromo-1,1,3-trimethyl-
83.0
41.0 — s
15.00 15.50
5000 m/z 39.00 33.17%
ol il | meowso
m/z--> 50 100 150 200 250
Abundance #12178: Cyclohexane, 2-propenyl- - ™
83.0 15.00 15.50
m/z 81.00 27.84%
41.0
5000
‘ ‘ ‘ 124.0
ol M”mw“u‘_“H_ — - —
m/z--> 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 wunknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.545 183.28 ug/L 4389930 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-(methylthio)- 90 C4H1es 001551-21-9 37
2 Acrolein, 2-chloro- 90 C3H3Clo 000683-51-2 37
3 1,3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130 1000140-03-8 25
4 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 23
5 6,6-Difluoro-3-azabicyclo[3.1.0]... 119 C5H7F2N 1215166-78-1 17

Abundance Scan 4418 (15.545 min): VU047998.D\data.ms (-4405) (- m/z 90.00 100.00%

q.0
41.0
5000
‘ 1550 |
152.0 , :
o— “HM‘“ | ,ﬂﬁp‘?w — 2070 281. n/7 102.95  84.27%

m/z-->
Abundance

100 150 200 250
#2633 Propane, 2-(methylthio)-
90.0

5000 1
15 50
m/z 67.00 83.22%
0 h\ ” ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance #2526: Acrolein, 2-chloro-
90.0
: : ‘
15.50
5000 m/z 41.00 81.59%
53%
0 .
m/z--> 50 100 150 200 250
Abundance #78186: 1,3,5-Trichloro-4-methyl-2-pentanone — ’%A%
90.0 15.50

m/z 74.95 60.24%

5000
125.0
H H 1550
I

miz--> 100 150 200 250 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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-02 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.803 5.62 ug/L 134591 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl nitrile 117 C8H7N 000140-29-4 18
2 Benzonitrile, 4-methyl- 117 C8H7N 000104-85-8 14
3 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 14
4 Phosphorochloridic acid, nonyl p... 312 C14H30C103P 1000309-09-2 12
5 5-Methyl-2,5-diphenyl-2-oxazoline 237 C16H15NO 1000432-59-9 10
Abundance Scan 4498 (15.803 min): VU047998.D\data.ms (-4488) (- m/z 41.00 100.00%
41.0 11y.0
81.0
5000
e
153.0
197.8 281 ( 15.50 16. 00
0° . m/z 117.00 5.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9742: Benzyl nitrile
117.0
5000 /\A
15. 50 16 00

m/z 81.00 68.52%

51.0 4
”W‘”w”www”\””\”‘M‘”W‘”P”‘P”‘W”W‘”W‘”W”‘W”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9750: Benzonitrile, 4-methyl- A/AA
117.0

O

15. 50 16. 00
5000 ITI/Z 67.00 47.83%
63.0
219 , | ‘\ |
O ettt bl e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9749: Benzonitrile, 2-methyl- - oy
117.0 15.50 16.00
m/z 38.95 47.01%
5000
63.0
0‘Hw‘wkﬁwmuwuh‘HNMHW‘HWHH,HH_H‘_HWH‘WHHM‘ = ¢4A““
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

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

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

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

Peak Number 11 unknown-03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.915 51.16 ug/L 1225260 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Heptadienal, (E,E)- 110 C7H1e0 004313-03-5 35
2 2,4-Octadienal, (E,E)- 124 C8H120 030361-28-5 35
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 35
4 Cyclohexene, 3-(2-propynyl)- 120 C9H12 055956-43-9 25
5 2,4-Decadienal, (E,Z)- 152 C10H160 025152-83-4 25

Abundance Scan 4533 (15.915 min): VU047998.D\data.ms (-4510) (- m/z 81.10 100.00%

81.1
117.0
5000 41.0
e
269.9
! ‘ Il | ‘ 153.0 190.9 | 16.00
Ol A e el m/z 117.00 61.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6579: 2,4-Heptadienal, (E,E)-
81.0
5000 T
28.0 16.00
m/z 55.00 50.56%
‘ ‘ 110.0
O\’\H\“\\”H\\“N}“\Hh\\““‘!\‘\‘\‘H“H‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12001: 2,4-Octadienal, (E,E)-
81.0
P
16.00
5000 ITI/Z 41.00 50.55%
41.0
‘ H 124.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3285: Cyclobutane, (1-methylethylidene)- /LH L
81.0 16.00

m/z 38.95 29.30%

5000
39.0
0 ‘\ \M \h‘\‘ h‘\ \‘\ “ /L :

T
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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-04 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.963 7.53 ug/L 180261 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dichloro- 152 C6H1eC12 002108-92-1 38
2 1,5-Hexadiene, 2-methyl- 96 C7H12 004049-81-4 38
3 Cyclohexane, 1,3-dichloro-, cis- 152 C6H1eC12 024955-63-3 38
4 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 35
5 Cyclohexane, 1,4-dichloro-, trans- 152 C6H10Cl2 016890-91-8 35
Abundance Scan 4548 (15.963 min): VU047998.D\data.ms (-4542) (- m/z 81.00 100.00%
81.0
117.0
5000 41.0
‘ 16.00
154.1 :
— M“M“‘M I b, “‘N g 2089 2679 /7 117.00  63.00%
miz-> 50 100 150 200 250
Abundance #29697: Cyclohexane, 1,1-dichloro-
81.0
41.0
5000 T
117.0 16.00
m/z 55.00 55.75%
O\\“\‘\‘”H\‘\H‘i‘\H‘\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #3260: 1,5-Hexadiene, 2-methyl-
81.0
P
39.0 16.00
5000 m/z 41.00 46.69%
0 ‘“ ““ A e e
miz--> 50 100 150 200 250
Abundance #29706: Cyclohexane, 1,3-dichloro-, cis- /\r ‘ =
81.0 16.00
m/z 39.00  28.95%
5000
41.0
117.0
ol b, 00 oA
m/z--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 13 3-Methyl-2-butenoic acid, o... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.330 6.56 ug/L 157029 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-2-butenoic acid, oct-3-... 210 C13H2202 1000299-31-2 53
2 Phosphonous dibromide, cyclohexyl- 272 C6H11Br2P 086012-32-0 52
3 Cyclohexanamine, N-(2-hydroxypro... 171 C9H17NO2 160423-87-0 50
4 Cyclopropane, 2-bromo-1,1,3-trim... 162 C6H11Br 036617-00-2 50
5 2-Butenoic acid, 2-methyl-, 2-me... 154 C9H1402 061692-82-8 50

Abundance Scan 4662 (16.330 min): VU047998.D\data.ms (-4651) (- m/z 83.05 100.00%

83.0
41.0
5000

126.9 163.0 269.9 1600 1650

bl 2928 m/z 55.00 98.14%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #87366: 3-Methyl-2-butenoic acid, oct-3-en-2-yl ester
83.0
5000

16.00 16.50
m/z 41.00 64.19%

o

O

0 \\4?\-\'0\ \‘\ 1| | 12\70 167.0 210.0
‘H\\‘\H\‘\\H‘HH‘H\\‘\H\‘\H\’\\H‘HH‘H\\‘\H\‘\H\’\\H‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #164038: Phosphonous dibromide, cyclohexyl-
55.0
1600 1650

26/0| | 18401130 1530 191.0 2280 274.0

e e e Rt L= AR
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #46900: Cyclohexanamine, N-(2-hydroxypropylidene)-, N
83.0 16 00 16 50

m/z 38.95 25.35%

5000
41.0

w U Lo 1%2.0 153.0

m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 14 unknown-©5 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.391 1229.08 ug/L 29438700 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Decadienal, (E,E)- 152 C1@H160 025152-84-5 35
2 Benzyl nitrile 117 C8H7N 000140-29-4 25
3 Benzyl nitrile 117 C8H7N 000140-29-4 25
4 Benzyl nitrile 117 C8H7N 000140-29-4 15
5 Benzyl nitrile 117 C8H7N 000140-29-4 15

Abundance Scan 4681 (16.391 min): VU047998.D\data.ms (-4669) (- m/z 81.05 100.00%

81.0
41.0 117.0
5000
H ‘ | 152.0 16.00 16.50
oHWJHHHM‘H“l‘u_‘m A 1850 2340 28LC ... 41,00 67.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29156: 2,4-Decadienal, (E,E)-
81.0
5000
1600 1650
41.0 m/z 117.00 67.80%
| \‘ I H‘ | 12301520
O\\‘\‘\\\i‘\\‘H‘\w\\"\\H“\H\‘HH‘HH‘HH’HH‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9741: Benzyl nitrile
117.0
‘
16.00 1650
5000 ITI Z 67.00 49.70%
51.0 4
o"‘n:‘u‘w“”u‘wm,ww“w"H"m,"‘WHW,WWW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9742: Benzyl nitrile
11y.0 1600 1650
m/z 39.00 42.00%
5000
510 4

m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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-06 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.208 4.74 ug/L 113465 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Hexadienal, (E,E)- 96 C6H80 000142-83-6 35
2 Cyclohexane,1,2-dibromo-,trans- 240 C6H10Br2 007429-37-0 35
3 1,5-Hexadiene, 2-methyl- 96 C7H12 004049-81-4 35
4 Cyclohexane, 1,2-dibromo- 240 C6H10Br2 005401-62-7 35
5 Cyclohexane, 1,4-dibromo- 240 C6H10Br2 035076-92-7 35

Abundance Scan 4935 (17.208 min): VU047998.D\data.ms (-4927) - m/z 81.00 100.00%
8

1.0
117.0
41.0
5000
161.0 BRI S
‘ ‘ ‘ ‘ 199.0 17.0017.2017.40
0 b b o B TR 2810 s 997,00 69.04%
miz--> 50 100 150 200 250
Abundance #3163: 2,4-Hexadienal, (E,E)-
81.0
5000 L L I B L B R R I
39.0 17.0017.2017.40
) m/z 41.00 57.91%
O\\“\Hl‘f“‘”\‘”\ \‘\“‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250
Abundance #124039: Cyclohexane,1,2-dibromo-,trans-
81.0
T R
17.0017.2017.40
5000 ITI/Z 39.00 43.29%
39.0 161.0
o ldo me0 | a0
miz--> 50 100 150 200 250
Abundance #3260: 1,5-Hexadiene, 2-methyl- T T T
81.0 17.0017.2017.40
m/z 54.95 35.97%
39.0
5000
0 e SSNENESSVA L VS -
miz--> 50 100 150 200 250 17.0017.2017.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 16 unknown-07 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.259 22.88 ug/L 547906 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dibromo- 240 C6H10Br2 035076-92-7 38
2 Cyclohexane,1,2-dibromo-,trans- 240 C6H10Br2 007429-37-0 38
3 Isomyocorene 136 C1@H16 006876-07-9 35
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 35
5 Fenchol, exo- 154 C10H180 022627-95-8 27

Abundance Scan 4951 (17.259 min): VU047998.D\data.ms (-4942) - m/z 81.00 100.00%

81.0
41.0
5000 161.0
117.0
R RE  EAERRE=EE
h 19‘8'0 ) 17.0017.2017.40
oMb MR il 2288 2810 . 49 60 67.18%
miz--> 50 100 150 200 250
Abundance #124032: Cyclohexane, 1,4-dibromo-
81.0
5000 T T T T T[T T T[T rTrT
17.0017.2017.40
39.0 161.0 m/z 161.00  46.95%
O T : T “‘\ ‘M MH T = “\‘ T ’ ].\1\9.\0 T ‘ \H T T T ‘ T T \24\2-‘0\ T T T
miz--> 50 100 150 200 250
Abundance #124039: Cyclohexane,1,2-dibromo-,trans-
81.0
R A RRRREe
17.0017.2017.40
5000 m/z 39.00 45.73%
39.0 161.0
L om0 | 2120
ot W e
miz--> 50 100 150 200 250
Abundance #18014: Isomyocorene R e AR R
81.0 17.0017.2017.40
m/z 163.00  45.24%
5000
41.0
TN
0 “m‘w‘u e —— DNORDUSYL S NS
m/z--> 50 100 150 200 250 17.0017.2017.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08

Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 17 unknown-©8 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.346  20.83 ug/L 498846  1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dichloro- 152 C6H1eC12 002108-92-1 37
2 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 35
3 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 32
4 1-Hexyne, 5-methyl- 96 C7H12 002203-80-7 32
5 Cyclohexene, 3-(2-propynyl)- 120 C9H12 055956-43-9 32

Abundance Scan 4978 (17.346 min): VU047998.D\data.ms (-4968) (- m/z 81.05 100.00%

81.0
41.0
5000
117.0
R R AR
‘ H 153.0 2799 17.00 17.20 17.40
ol bl 1 2029 2420 2799 ;49 69 53.62%
miz--> 50 100 150 200 250
Abundance #29697: Cyclohexane, 1,1-dichloro-
81.0
41.0
5000 T T T T T T T T[T
117.0 17.00 17.20 17.40
m/z 54.95 52.73%
O\\“\\’”H\‘\l‘i‘\H‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
R R RN
17.00 17.20 17.40
5000 m/z 116.95 35.36%
39.0
0 “L‘Mime‘L‘J“ T
m/z--> 50 100 150 200 250
Abundance #6577: 2,4-Heptadienal, (E,E)- e AR
81.0 17.00 17.20 17.40
m/z 39.00 32.16%
5000
41.0
ob—4 H ,‘““M“”““ 11%.0 D R e
miz--> 50 100 150 200 250 17.00 17.20 17.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47998.D

Acqg On : 13 Apr 2022 13:08
Operator : SY/MD

Sample : N2293-10

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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|
2-Cyclopenten-1... 10.697 4.5 ug/L 106703 3 11.813 1197600 50.0
1-Pentene, 5-ch... 11.954 3.3 ug/L 79447 3 11.813 1197600 50.0
Benzene, 1-brom... 12.964 9.0 wug/L 215228 3 11.813 1197600 50.0
Benzene, 1-brom... 13.327 4.7 wug/L 111686 3 11.813 1197600 50.0
Hexane, 1,6-dic... 13.375 9.5 wug/L 226932 3 11.813 1197600 50.0
Hexane, 1-bromo... 14.359 10.8 wug/L 257955 3 11.813 1197600 50.0
Hexane, 1,6-dib... 15.311 34.6 ug/L 829963 3 11.813 1197600 50.0
unknown-01 15.545 183.3 wug/L 4389930 3 11.813 1197600 50.0
unknown-02 15.803 5.6 ug/L 134591 3 11.813 1197600 50.0
unknown-03 15.915 51.2 wug/L 1225260 3 11.813 1197600 50.0
unknown-04 15.963 7.5 ug/L 180261 3 11.813 1197600 50.0
3-Methyl-2-bute... 16.330 6.6 ug/L 157029 3 11.813 1197600 50.0
unknown-05 16.391 1229.1 wug/L 29438700 3 11.813 1197600 50.0
unknown-06 17.208 4.7 wug/L 113465 3 11.813 1197600 50.0
unknown-07 17.259 22.9 wug/L 547906 3 11.813 1197600 50.0
unknown-08 17.346 20.8 wug/L 498846 3 11.813 1197600 50.0
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