LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 51 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82U062722W.M

Title : SW846 8260

Signal : TIC: VU@49548.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 21 rVB 114266 105093 2.84% 0.261%
2 1.584 68 76 87 rBvV2 74790 90744 2.45% 0.225%
3 1.687 101 108 118 rVB 108884 130675 3.53% 0.324%
4 2.543 364 374 386 rBV 36486 60973 1.65% ©.151%
5 2.633 389 402 440 rVB 379267 737872 19.95%  1.831%
6 3.198 560 578 624 rBV2 269167 1027077 27.77% 2.549%
7 3.578 683 696 714 rBV3 29047 67362 1.82% 0.167%
8 4.446 947 966 990 rBv4 45867 120344 3.25% 0.299%
9 4.706 1034 1047 1082 rVB 103036 245144 6.63% 0.608%
10 5.288 1211 1228 1241 rBV 208438 443527 11.99% 1.101%
11 5.372 1241 1254 1274 rVB 349366 714637 19.32% 1.773%
12 5.700 1339 1356 1375 rBV 225055 467484 12.64% 1.160%
13 5.838 1384 1399 1429 rBV2 142785 434798 11.76% 1.079%
14  5.964 1429 1438 1454 rVB5 23879 49838 1.35% 0.124%
15 6.150 1477 1496 1514 rBV 621252 1263048 34.15% 3.134%
16 6.247 1514 1526 1556 rVB 529634 1018074 27.53% 2.527%
17 6.385 1556 1569 1589 rBV 105427 213429 5.77% 0.530%
18 6.507 1595 1607 1628 rVB2 49938 108852 2.94% 0.270%
19 6.668 1638 1657 1672 rBV4 65129 187023 5.06% 0.464%
20 6.767 1674 1688 1714 rVB2 235944 502352 13.58% 1.247%
21  6.877 1714 1722 1732 rBV3 30252 52029 1.41% 0.129%
22 7.163 1786 1811 1835 rBV 578371 1242749 33.60% 3.084%
23 7.629 1944 1956 1966 rBV 132665 261910 7.08% 0.650%
24  7.693 1966 1976 1994 rVB 367400 711906 19.25% 1.767%
25 7.793 1994 2007 2011 rBV 428995 751805 20.33% 1.866%
26 7.896 2028 2039 2056 rVB 773633 1364830 36.91% 3.387%
27 8.028 2069 2080 2095 rBV 264116 506587 13.70% 1.257%
28 8.230 2133 2143 2163 rVB3 67411 165971 4.49% 0.412%
29 8.404 2186 2197 2210 rBVS 35461 95765 2.59% 0.238%
30 8.488 2210 2223 2236 rVV 1117946 1919311 51.90% 4.763%
31 8.549 2237 2242 2255 rVB2 25765 45289  1.22% 0.112%
32 8.684 2272 2284 2301 rBV 793735 1395590 37.74% 3.463%
33  8.848 2310 2335 2343 rBV6 83356 279934  7.57%  0.695%
34 8.893 2343 2349 2358 rVW4 55164 112666 3.05% 0.280%
35 8.951 2358 2367 2377 rVW 279401 500813 13.54% 1.243%

36  9.005 2378 2384 2399 rVB 79139 139213 3.76%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 51 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82U062722W.M
Title : SW846 8260
37 9.102 2402 2414 2430 rBV 208614 373002 10.09% 0.926%
38 9.269 2453 2466 2477 rBV 375263 630104 17.04% 1.564%
39 9.336 2477 2487 2502 rBV3 194276 420481 11.37% 1.043%
40 9.417 2502 2512 2526 rBV 668558 1132711 30.63% 2.811%
41  9.484 2527 2533 2542 rVB 80235 125708 3.40% 0.312%
42 9.574 2543 2561 2569 rBV 569446 1015407 27.46% 2.520%
43 9.758 2608 2618 2630 rBv2 431542 783186 21.18% 1.944%
44  9.819 2630 2637 2652 rVB5 85424 166101 4.49% 0.412%
45 9.906 2653 2664 2676 rVB8 57265 145022 3.92% 0.360%
46 9.980 2677 2687 2694 rBv2 87602 147193 3.98% 0.365%
47 10.028 2694 2702 2712 rVB3 112221 188655 5.10% 0.468%
48 10.086 2712 2720 2727 rBv4 48092 73706  1.99% 0.183%
49 10.131 2727 2734 2744 rVB3 60226 92046 2.49% 0.228%
50 10.195 2744 2754 2760 rBV4 95874 166067 4.49% 0.412%
51 10.234 2760 2766 2776 rVB2 116112 176812 4.78% 0.439%
52 10.285 2777 2782 2792 rVB3 67633 101358 2.74% 0.252%
53 10.372 2793 2809 2822 rBV4 429865 1279143 34.59% 3.174%
54 10.430 2822 2827 2854 rVB2 166281 369571 9.99% 0.917%
55 10.545 2855 2863 2875 rBV4 30794 82705 2.24%  0.205%
56 10.639 2877 2892 2907 rBV2 917232 1859778 50.29% 4.615%
57 10.738 2916 2923 2936 rVB7 170205 367052 9.93% 0.911%
58 10.809 2937 2945 2952 rBV2 90278 157629 4.26% 0.391%
59 10.854 2952 2959 2964 rBV 97752 125673 3.40% 0.312%
60 10.886 2964 2969 2976 rVB2 64550 73353 1.98% 0.182%
61 10.931 2976 2983 2988 rBV 151039 205608 5.56% 0.510%
62 11.057 3013 3022 3026 rBV3 63291 98376 2.66% 0.244%
63 11.105 3026 3037 3056 rVB5 311348 752344 20.34% 1.867%
64 11.211 3065 3070 3078 rBv4 25248 41760 1.13% 0.104%
65 11.391 3120 3126 3135 rVV4 34974 55673 1.51% 0.138%
66 11.459 3137 3147 3159 rVB 304464 490799 13.27% 1.218%
67 11.571 3171 3182 3191 rBV4 54919 106539 2.88% 0.264%
68 11.742 3224 3235 3247 rBV 2367597 3698169 100.00% 9.178%
69 11.809 3248 3256 3264 rBV 664739 1019124 27.56% 2.529%
70 11.934 3286 3295 3304 rBV3 133888 238030 6.44% 0.591%
71 12.018 3313 3321 3327 rBV2 147734 255095 6.90% 0.633%
72 12.208 3371 3380 3385 rBV 262080 439840 11.89% 1.092%
73 12.320 3407 3415 3422 rBvV2 131838 223253 6.04% 0.554%
74 12.442 3446 3453 3459 rBV3 62464 95956 2.59% 0.238%
75 12.635 3506 3513 3530 rVB6 69798 161014 4.35% 0.400%

76 12.860 3577 3583 3601 rVB4 59720 109758 2.97% 0.272%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 51 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82U062722W.M

Title : SW846 8260

77 13.012 3623 3630 3641 rVB3 77149 128162 3.47% 0.318%
78 13.086 3644 3653 3663 rVv4 142937 291196 7.87% 0.723%
79 13.143 3664 3671 3689 rVB2 295843 499709 13.51% 1.240%
80 13.285 3709 3715 3723 rVB 134164 183718 4.97%  0.456%
81 13.333 3724 3730 3737 rVB4 85154 116188 3.14% 0.288%
82 13.381 3738 3745 3757 rVB 135585 197069 5.33% 0.489%
83 13.629 3815 3822 3835 rVB2 92387 149470 4.04%  0.371%
84 13.841 3883 3888 3894 rBV2 27467 39025 1.06% 0.097%
85 13.979 3927 3931 3943 rVB3 29344 39915 1.08% 0.099%
86 16.191 4612 4619 4632 rVB 602520 947701 25.63% 2.352%
87 16.478 4703 4708 4718 rVV4 227519 360876 9.76%  0.896%
88 16.542 4721 4728 4738 rVB2 695985 1088237 29.43% 2.701%
89 17.423 4995 5002 5012 rVB2 442177 675858 18.28% 1.677%

Sum of corrected areas: 40295639

82U062722W.M Thu Jun 30 15:47:26 2022 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU049548.D\data.ms
2000000
1500000
1000000
6.150
247
500000 2633 5372
559 1 ch§87 N 5288 51038 o
1. 4.706 : 6.3 '/6@@
0&\%\\\\‘\\\\‘\\\\‘\\\\‘\2\.\!:-)\‘\\\\‘\\\\‘\\\\‘\\\\‘\\?\).F)‘?\g\\\‘\\\\‘\\\\‘\\\\4‘.?4\4\6\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\Tﬁ‘\?\.??ﬁ\\‘\\\/@?\\\\
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: VU049548.D\data.ms
11.742
2000000
1500000
8.488
1000000 10.639
7.896 8.684
7.163 I o.
500000 9 . -
7.60 gos, 9269 11.105 11.459
72%% 8.028 9%.102 4.33 0 1 I
' 8 0 9 .057. .3491.
kg J\  NUN || az8agiseg o6 ORI\ PRRIRREERE Pt sy (L SRE2 IO ST\
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: VU049548.D\data.ms
2000000
1500000
1000000
500000
0 A
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\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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 2-Pentanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.150 62.03 ug/l 1263050 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 72
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 72
3 2,3-Butanedione 86 C4H602 000431-03-8 50
4 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 36
5 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 9
Abundance Scan 1496 (6.150 min): VU049548.D\data.ms (-1477) (-) m/z 42.95 100.00%
5000 /LA
86.0 e EAREEREE
71.0 5.80 6.00 6.20 6.40
b 229829 L m/z 86.00  18.75%
m/z--> 10 20 30 40 50 60 70 80
Abundance #1918: 2-Pentanone
43.0
5000 L L B LI BN BN R B
5.80 6.00 6.20 6.40
86.0 m/z 41.00 16.76%
58.0 71.0
0\\\‘%?;(\)‘\\2110‘\\\\“1\‘\\‘\\\!‘\\\\“\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
5.80 6.00 6.20 6.40
5000 m/z 39.00 7.80%
27.0 86.0
15.0 71.0
Ol rrr e e e e
miz--> 10 20 30 40 50 60 70 80
Abundance #1865: 2,3-Butanedione
43.0 5.80 6.00 6.20 6.40
m/z 42.00 5.24%
5000
15.0 86.0
o 280 | 570 69.0
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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 2-Butanone, 3,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.163 61.03 ug/l 1242756  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 91
2 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 64
3 Methyl methacrylate 100 C5H802 000080-62-6 43
4 Propane, 2-methyl-2-nitro- 103 C4HSNO2 000594-70-7 43
5 Propane, 1-(ethenyloxy)-2-methyl- 100 C6H120 000109-53-5 42
Abundance Scan 1811 (7.163 min): VU049548.D\data.ms (-1786) (-) m/z 56.95 100.00%
57.0
41.0
5000
100.0 R REaERREEES SR
‘ 699 85.0 6.80 7.00 7.20 7.40
Ot e e e e peee e M/Z 40,95 58.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: 2-Butanone, 3,3-dimethyl-
57.0
41.0
5000 \J\\ﬁ/\\wuu‘uu‘uu,/\\
6.80 7.00 7.20 7.40
100.0 o
150 m/z 43.00 38.17%
ol . 280 “\ | 700 80
\\\‘\\H‘\\\\’\\\\‘\H\‘\\\\‘\\\\’H\\‘\\H‘\\\\’\\\\‘\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
430 57.0
R e  EmanEL
6.80 7.00 7.20 7.40
5000 23.0 m/z 100.00  22.82%
71.0 100.0
85.0
NN B €44 NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4144: Methyl methacrylate T
41.0 69.0 6.80 7.00 7.20 7.40
m/z 38.95 15.71%
5000
100.0
15.0 589 l 55‘. 85‘.0 ‘
O+ e e e e e e e A BESEARREE s ma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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 2-Pentanol, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.693  34.96 ug/l 711906 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 78
2 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 64
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 64
4 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 64
5 3-Hexanol, 5-methyl- 116 C7H160 000623-55-2 40
Abundance Scan 1976 (7.693 min): VU049548.D\data.ms (-1966) (-) m/z 59.00 100.00%
59.0
5000 j\/\\
45.0 87'0 \\\‘\\\\‘\\\\’\\\\‘\\\\
‘ 7.40 7.60 7.80 8.00
Ot el 30 e m/z 44,95 29.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
5000 L B L L L LR
450 7.40 7.60 7.80 8.00
87.0 . .15%
310 m/z 41.00 27.15
15.0 M‘ \H Ly .
OH\‘\H\‘\HHHH‘MH‘H\{‘HH‘HH‘\H\‘H\\‘H\\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59.0
R AN NAENN RS
410 7.40 7.60 7.80 8.00
5000 ’ m/z 87.00 24 .48%
87.0
27.0
0., 140 72.0 101.0 1150
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9493: 3-Hexanol, 4-methyl- e RARRI BRSNS
59.0 7.40 7.60 7.80 8.00
m/z 43.00 23.18%
5000
31.0 450
87.0
o 250 1l me | awmouso ML
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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 2-Pentanone, 4,4-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.488 84.72 ug/l 1919310 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4,4-dimethyl- 114 C7H140 000590-50-1 90
2 1-Butoxy-2-propanol acetate 174 C9H1803 085409-76-3 72
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 64
4 2-Heptanone 114 C7H140 000110-43-0 59
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 25
Abundance Scan 2223 (8.488 min): VU049548.D\data.ms (-2210) (-) m/z 43.00 100.00%
3.0
w L
K8208408é50880
114.1 : . : :
71.0
o‘Hww“‘wm\‘_m‘mm_H‘ww_ww_mz‘(??:q m/z 57.00  48.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8561: 2-Pentanone, 4,4-dimethyl-
43.0
5000 L R N I L B
8.20 8.40 8.60 8.80
150 m/z 57.95 37.63%
O\\\“\‘\M\\““i\\‘}“\7\1\.9‘\\\\“\1\1\‘4\..‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
8.20 8.40 8.60 8.80
5000 m/z 41.00 21.10%
87.0
114.0
0 15.0 159.0
e R B L e e B e AR n
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8503: 2-Hexanone, 5-methyl- e e
43.0 8.20 8.40 8.60 8.80
m/z 38.95 10.18%
5000
71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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 2-Pentanone, 3-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.574  44.82 ug/l 1015410 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 80
2 2-Hexanone, 3-methyl- 114 C7H140 002550-21-2 80
3 Butanal, 2-ethyl-3-methyl- 114 C7H140 026254-92-2 72
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 40
5 2-Heptanone, 3-methyl- 128 C8H160 002371-19-9 36
Abundance Scan 2561 (9.574 min): VU049548.D\data.ms (-2543) (-) m/z 42.95 100.00%
43.0
5000 72.0 Um
SN \
114.1 9:50
Obrrredd o A1AL 2069 s 75,00 43.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8513: 2-Pentanone, 3-ethyl-
43.0
5000 2.0 /\ —h v
9.50
m/z 71.00 12.77%
O\\\‘\‘\‘\\“‘M\\‘\“\\“\‘\‘\‘\\\‘\]_\1\4\.‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
72.0 '9.50 ‘
5000 m/z 41.00 12.40%
015-0 114.0
T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8560: Butanal, 2-ethyl-3-methyl- T ‘
43.0 9.50
m/z 55.00 9.17%
5000
72.0
M T 1 W17
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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 unknownl1®.372 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.372 56.46 ug/l 1279140  Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 37
2 Hexane, 3-ethyl- 114 C8H18 000619-99-8 37
3 2-Butene-1,4-diol, diacetate 172 C8H1204 018621-75-5 37
4 Heptane, 2,5,5-trimethyl- 142 C1eH22 001189-99-7 36
5 1-Butanol, 2,2-dimethyl- 102 C6H140 001185-33-7 33
Abundance Scan 2809 (10.372 min): VU049548.D\data.ms (-2793) (- | m/z 43.00 100.00%
5000
70.0
5 —
‘ ‘ 99.0 139.0 10.00 10.50
Ol i L) 990 12111390 0 76 60 29.56%
m/z--> 20 40 60 80 100 120 140
Abundance #14533: Octane, 4-methyl-
43.0
5000 fa o)
10.00 10.50
71.0 m/z 41.00 15.58%
O T ‘z\su\b\ \"“} T \H“ T \‘H\ T ‘ H\ \9\8.‘()\ T ‘1\2\8.\0\ ‘ L 1
miz-> 20 40 60 80 100 120 140
Abundance
43.0
— —
10.00 10.50
m/z 71.00 14.02%
5000 850 /
0 26.0 67.0 114.0
T e e e
m/iz--> 20 40 60 80 100 120 140
Abundance #47792: 2-Butene-1,4-diol, diacetate 5 T
43.0 10.00 10.50
m/z 55.00 12.21%
5000 70.0 MJM
112.
ol 20 e NP0 A
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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 2-Isopropyl-5-oxohexanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.105 36.91 ug/l 752344  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Isopropyl-5-oxohexanal 156 CSH1602 015303-46-5 78
2 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 62
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 43
4 2-Heptanone 114 C7H140 000110-43-0 38
5 2-Hexanone 100 C6H120 000591-78-6 37

Abundance Scan 3037 (11.105 min): VU049548.D\data.ms (-3026) (- | m/z 43.00 100.00%
0

43.
5000

71.0 RN T
95.0 11.00 11.50
127.1

0 "w"M“M‘\‘u‘“‘ww‘m‘m_AMWuH_WWWHZ‘Q?:? m/z 58.00 52.67%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #33765: 2-Isopropyl-5-oxohexanal
43.0

5000 T e
11.00 11.50

710 m/z 57.00 21.89%

| H 950 1230
\\\‘u\\“‘}HM\\‘\\Mu1“\\‘\\“\u\“uu‘uu‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

43.0

7 .
11.00 11.50

o

5000 m/z 41.00 20.94%
71.0
o150 90 1580
R L A R e R R R R R RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8508: 2-Hexanone, 4-methyl- T T
43.0 11.00 11.50

m/z 71.00 19.09%

5000
‘ 85.0 114.0
0 L]

m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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, 2,3,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.742 181.44 ug/1 3698170 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 43
3 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 40
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 40
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 38

Abundance Scan 3235 (11.742 min): VU049548.D\data.ms (-3224) (- m/z 43.00 100.00%
3.0

43.
57.0
5000 71.0
86.0

==
109.1 1271 11.50 12.00
oHwwWMm_u‘k!_m“w“IHWHW‘_WHh_“l“"'?‘-?‘ m/z 57.00  65.57%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14566: Hexane, 2,3,4-trimethyl-
43.0
5000 e A
11.50 12.00

290 57.0 71.0 g5.0

H 99011301280
\\‘\H\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
57.0

—r—
43.0 71.0 11.50 12.00

o

5000 85.0 m/z 41.00 35.19%
29.0 113.0
99.0
o RSN SN PSP 6N
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester = ——
43.0 11.50 12.00

57.0
5000 710
29.0 85.0
0 u‘ Ll M | 1030 1260

—— —
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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 unknownl6.192 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.192 46.50 ug/l 947701 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 43
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 25
4 2-Anthracenamine 193 C14H11N 000613-13-8 22
5 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 22

Abundance Scan 4619 (16.191 min): VU049548.D\data.ms (-4612) (- | m/z 193.20 100.00%

198.2
69.0
5000 123.1

16.00 16.50
\ wm Ay 1631 | 2240 281

m/z 69.00 63.14%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

5000 69.0 U U
16.00 16.50

m/z 41.00 48.16%

0 ‘w‘mWM‘Rfﬁe”W””\A”W”W””W”W‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
193.0

o

69.0 123.0 - _
16.00 16.50
5000 m/z 83.00 47.19%
29.0
0 152.0
T T T T P e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone T —
193.0 16.00 16.50

m/z 55.00 46.32%

123.0
5000

P 8 S~ L
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\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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 unknownl6.542 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.542  53.39 ug/l 1088240 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38
2 N-(4-Bromo-2-chlorophenyl)-2-[4-... 425 C17H17BrC1N303 1000482-48-9 22
3 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H1l6 069147-03-1 20
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 15
5 (-)-trans-Pinane 138 C10H18 033626-25-4 15
Abundance Scan 4728 (16.542 min): VU049548.D\data.ms (-4721) (- | m/z 193.20 100.00%
198.2
69.0
5000 23.1
L [
n 16.50
0 Al by 112882 m/z 69.00  76.55%
miz--> 50 100 150 200 250 300 350 400
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 T \
16.50
m/z 41.00 58.70%
O \\\\“\‘w“\‘\““!“\“\‘\‘L\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0 193.0
T \
16.50
5000 m/z 109.05 57.33%
42.0
0 140.0 2440 316.0 427.(
A e T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #12243: Cyclopropane, 1,1-dimethyl-2-(2-methyl-2-prope —
41.0 16.50
m/z 97.00 53.95%
5000
109.0
AN .
m/z--> 50 100 150 200 250 300 350 400 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49548.D

Acqg On : 30 Jun 2022 06:16
Operator : SY/MD

Sample : N3524-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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-Pentanone 6.150 62.0 ug/l 1263050 2 6.250 1018070 50.0
2-Butanone, 3,3... 7.163 61.0 ug/l 1242750 2  6.250 1018070 50.0
2-Pentanol, 2-m... 7.693 35.0 ug/l 711966 2  6.250 1018070 50.0
2-Pentanone, 4,... 8.488 84.7 wug/l 1919310 3  9.417 1132710 50.0
2-Pentanone, 3-... 9.574 44.8 ug/l 1015416 3  9.417 1132710 50.0
unknown10.372 10.372 56.5 wug/l 1279140 3  9.417 1132710 50.0
2-Isopropyl-5-o... 11.105 36.9 ug/l 752344 4 11.809 1019120 50.0
Hexane, 2,3,4-t... 11.742 181.4 wug/l 3698170 4 11.809 1019120 50.0
unknown16.192 16.192 46.5 ug/l 947701 4 11.809 1019120 50.0
unknown16.542 16.542 53.4 wug/l 1088240 4 11.809 1019120 50.0
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