LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62424\
Data File : VU@59440.D

Acqg On : 24 Jun 2024 11:29
Operator : MD/SY

Sample : P3037-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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@52924WMA .M
Title : VOC Analysis

Signal : TIC: VU@59440.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.596 87 95 111 rVB 57941 69341 11.09% 1.031%
2 1.679 116 121 129 rVB 8709 9997 1.60% 0.149%
3 1.908 184 192 208 rBV 54803 76127 12.17% 1.132%
4 1.991 209 218 229 rVB 44827 62588 10.01% ©0.931%
5 2.197 273 282 293 rBV 24791 35472 5.67% 0.528%
6 2.560 379 395 407 rW 94991 158518 25.34%  2.357%
7 2.618 408 413 432 rVB 6308 11702 1.87% 0.174%
8 2.747 449 453 460 rvVB4 407 452 0.07% 0.007%
9 2.782 460 464 473 rBV3 641 1036 0.17% 0.015%
106 3.039 532 544 551 rBV4 3360 7200 1.15% 0.107%
11  3.129 563 572 586 rVB2 17705 35064 5.61% 0.521%
12 3.355 628 642 654 rBV6 3629 7978 1.28% 0.119%
13  3.573 703 710 714 rBV3 1059 1456  0.23% 0.022%
14 3.708 750 752 763 rvB3 514 523 0.08% 0.008%
15 4.149 882 889 890 rBv2 668 535 0.09% ©0.008%
16 4.525 988 1006 1021 rBV4 35682 86590 13.84%  1.288%
17 4.612 1024 1033 1060 rBV 67276 167984 26.86%  2.498%
18 4.843 1100 1105 1110 rVvB4 475 507 ©0.08% ©0.008%
19 5.055 1153 1171 1193 rBvV2 111567 252883 40.43% 3.761%
20 5.380 1256 1272 1290 rVWW3 56900 128796 20.59%  1.915%
21 5.628 1341 1349 1358 rBV6 1146 2135 0.34% 0.032%
22 5.718 1358 1377 1405 rBV3 211148 586156 93.71% 8.717%
23 5.891 1424 1431 1433 rBV6 1413 1642 0.26% 0.024%
24  5.981 1449 1459 1468 rBV7 1967 3881 ©.62% 0.058%
25 6.242 1528 1540 1562 rBV 256105 488827 78.15% 7.270%
26 6.528 1621 1629 1645 rVB5 3868 7888 1.26% 0.117%
27 6.686 1665 1678 1693 rBvV2 138821 274945 43.96%  4.089%
28 6.891 1735 1742 1754 rBV3 1844 2978 0.48% 0.044%
29 6.978 1764 1769 1776 rVB4 669 719 0.11% 0.011%
30 7.104 1798 1808 1819 rBvV2 5069 9340 1.49% 0.139%
31 7.158 1819 1825 1826 rBV3 981 825 0.13% 0.012%
32 7.187 1831 1834 1847 rVB7 2436 3442 0.55% 0.051%
33 7.560 1939 1950 1970 rBvV2 65122 119194 19.06% 1.773%
34 7.705 1984 1995 2002 rBvV8 1360 2492 0.40% 0.037%
35 7.891 2041 2053 2074 rBV 229855 406400 64.97% 6.044%
36 8.036 2096 2098 2106 rVB4 1369 1272 0.20% 0.019%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62424\
Data File : VU@59440.D

Acqg On : 24 Jun 2024 11:29
Operator : MD/SY

Sample : P3037-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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@52924WMA .M
Title : VOC Analysis
37 8.174 2131 2141 2158 rBV 43981 77170 12.34%  1.148%
38 8.467 2227 2232 2234 rBV2 705 632 0.10% 0.009%
39 8.628 2270 2282 2316 rBV2 165134 341581 54.61% 5.080%
40  8.798 2322 2335 2350 rVB3 20736 48528 7.76% ©.722%
41  8.917 2370 2372 2382 rVB4 385 457 0.07% 0.007%
42 9.412 2513 2526 2551 rBV 368598 625492 100.00% 9.302%
43  9.570 2569 2575 2585 rVB5 3013 4570 0.73% ©.068%
44  9.685 2599 2611 2630 rBV 286761 467668 74.77%  6.955%
45 10.103 2733 2741 2747 rBV3 798 1262 0.20% 0.019%
46 10.287 2785 2798 2809 rBvV 10411 17525 2.80% 0.261%
47 10.351 2812 2818 2823 rBV3 2048 2560 0.41% 0.038%
48 10.480 2848 2858 2875 rBv2 21803 34423 5.50% 0.512%
49 10.750 2929 2942 2958 rVWV 235814 383468 61.31% 5.703%
50 10.904 2975 2990 3008 rVB2 14997 26245 4.20% 0.390%
51 10.997 3008 3019 3037 rBv4 10227 24308 3.89% 0.361%
52 11.087 3043 3047 3055 rVB2 2789 3063 0.49% 0.046%
53 11.293 3102 3111 3123 rBV3 4622 6981 1.12% 0.104%
54 11.370 3128 3135 3142 rBV 441 548 ©0.09% ©0.008%
55 11.418 3143 3150 3153 rBv4 884 796 0.13% 0.012%
56 11.464 3153 3164 3180 rBV 57843 91597 14.64% 1.362%
57 11.644 3216 3220 3226 rVB4 1033 1008 0.16% ©0.015%
58 11.689 3226 3234 3247 rBV5S 5412 9701 1.55% 0.144%
59 11.737 3247 3249 3259 rVB3 927 1075 0.17% 0.016%
60 11.808 3259 3271 3287 rBV 363532 586158 93.71% 8.717%
61 11.891 3288 3297 3313 rVB 44907 70783 11.32% 1.053%
62 12.087 3347 3358 3377 rBV 99747 163388 26.12% 2.430%
63 12.187 3377 3389 3413 rVW 271538 448626 71.72% 6.672%
64 12.293 3419 3422 3427 rBV3 1103 1098 0.18% 0.016%
65 12.373 3441 3447 3448 rBV2 874 623 0.10% 0.009%
66 12.470 3473 3477 3483 rBV4 491 695 0.11% 0.010%
67 12.570 3497 3508 3514 rBV3 3509 5080 ©0.81% 0.076%
68 12.608 3516 3520 3530 rvvs 2939 4419 0.71% ©0.066%
69 12.679 3532 3542 3561 rVB2 15254 24906 3.98% 0.370%
70 12.769 3567 3570 3577 rvVB2 732 805 0.13% 0.012%
71 12.846 3584 3594 3598 rvv8 3162 5845 ©.93% ©0.087%
72 12.888 3601 3607 3622 rVB6 10768 18163 2.90% 0.270%
73 12.968 3628 3632 3640 rvB2 2431 3172 ©.51% 0.047%
74 13.020 3644 3648 3657 rVB5 1530 1969 0.31% 0.029%
75 13.103 3670 3674 3681 rVB5 744 843 0.13% 0.013%
76 13.219 3706 3710 3714 rVV2 776 716 0.11% 0.011%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62424\
Data File : VU@59440.D

Acqg On : 24 Jun 2024 11:29
Operator : MD/SY

Sample : P3037-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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@52924WMA .M
Title : VOC Analysis
77 13.248 3715 3719 3726 rVB4 756 694 0.11% ©0.010%
78 13.290 3728 3732 3741 rBV5 1133 1579 ©.25% 0.023%
79 13.406 3762 3768 3771 rBv2 430 512 0.08% 0.008%
80 13.447 3771 3781 3793 rVWW4 20160 33060 5.29% 0.492%
81 13.512 3797 3801 3807 rVB5 606 718 0.11% 0.011%
82 13.579 3818 3822 3824 rVWv2 1183 963 0.15% 0.014%
83 13.618 3828 3834 3845 rw7 3407 5118 ©0.82% 0.076%
84 13.779 3878 3884 3892 rBV2 799 1016 0.16% ©0.015%
85 13.830 3892 3900 3902 rBV4 2189 2119 0.34% 0.032%
86 13.910 3921 3925 3928 rBV4 546 580 0.09% 0.009%
87 13.936 3930 3933 3940 rvB4 1344 1475 0.24% 0.022%
88 14.084 3970 3979 3995 rVB 52247 93489 14.95% 1.390%
89 14.190 4004 4012 4020 rVBS 2811 4249 0.68% 0.063%
90 14.283 4036 4041 4042 rBV3 1527 1178 0.19% 0.018%
91 14.473 4093 4100 4102 rBV4 950 902 0.14% 0.013%
92 14.508 4107 4111 4114 rBVS5S 1346 1502 0.24% 0.022%
93 14.573 4129 4131 4135 rVB3 888 550 0.09% 0.008%
94 14.611 4136 4143 4144 rBV2 676 533 0.09% 0.008%
95 14.804 4197 4203 4212 rBV6 1781 2511 0.40% 0.037%
96 15.016 4261 4269 4279 rBVS5S 4249 6765 1.08% 0.101%
97 15.206 4320 4328 4329 rBV6 2479 2592 0.41% 0.039%
98 15.328 4363 4366 4368 rBV3 784 513 ©0.08% ©0.008%
99 15.412 4382 4392 4405 rBV4 15365 26067 4.17% 0.388%
100 16.174 4626 4629 4632 rBvV3 849 774 0.12% 0.012%
Sum of corrected areas: 6724291
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062424\

: VU@59440.D

: 24 Jun 2024 11:29

: MD/SY

: P3037-01

: 5.0mL/MSVOA_U/WATER

: 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
350000

300000

250000

200000

150000

100000

50000

o

TIC: VU059440.D\data.ms

6.242

5.718

6.68

5.055
2.560

159 1.908 4612 5.380
2.197 4.52
679 6387292 3. 03 3 3553, 5233708 4.149 4.843 5.628\ 5. 8335[81 6.528

Time-->

N\
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\ AR AN R RN N N T T

1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 340 360 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 620 6.40 660

Abundance
350000

300000

250000

200000

150000

100000

50000

TIC: VU059440.D\data.ms
9.412 11.808

9.685
121

7.891 10.750

8.628

12.08f7

o

Time-->

7.560 11.464
8.174 o1
8.798 480 |10,
6.800 7ty 7.705 8.036}L 8.467) \_/18.917 9.57 10 1084361 ;ﬁgasrlj,gﬁjlaiis@ﬁ
R BRI ‘ R a2

7.00 7.50 8.00 8.50 9.00 9.50 10. OO 10 50 11.00 11. 50 12 00

Abundance
350000

300000

250000

200000

150000

100000

50000

TIC: VU059440.D\data.ms

14.084

13.447 5.412
AR 1A ST 18 1 BBW leeasmmﬂm 8045. OIBS ;jg& 16.174

Time-->

g Y 4\ 052
T L S R B B T I N L

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\VU062424\
Data File : VU@59440.D

Acq On : 24 Jun 2024 11:29
Operator : MD/SY

Sample : P3037-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.991 6.40 ug/L 62588  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 72
2 Butane, 2-methyl- 72 C5H12 000078-78-4 64
3 Pentane 72 C5H12 000109-66-0 36
4 1-Butene 56 C4H8 000106-98-9 14
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 14
Abundance Scan 218 (1.991 min): VU059440.D\data.ms (-209) (-) m/z 42.95 100.00%
T 570
5000
‘ 72.0 1.60 1.80 2.00 2.20 2.40
e e e e m/z 57.00 82.20%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0 ‘\\\\‘\\\\‘\\\\‘\\\\“‘
1.60 1.80 2.00 2.20 2.40
15.0 m/Z 41.90 80.92%
‘ 72.0
\\\‘.\\\\‘\}\\‘\\lf“\\\\}}\\i‘\‘\‘\}‘\\\\"}\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
R e
570 1.60 1.80 2.00 2.20 2.40
5000 m/z 40.90  79.84%
29.0
72.0
AL o
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane R R
43.0 1.60 1.80 2.00 2.20 2.40
m/z 56.00  28.51%
5000
27.0 57.0 720
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062424\
Data File : VU@59440.D

Acq On : 24 Jun 2024 11:29
Operator : MD/SY

Sample : P3037-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.197 3.63 ug/L 35472  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 78
5 Pentane 72 C5H12 000109-66-0 72
Abundance Scan 282 (2.197 min): VU059440.D\data.ms (-273) (-) m/z 43.00 100.00%
43.0

5000 J\

56.9 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\

J | 72"0 1.80 2.00 2.20 2.40 2.60
el m/z 41.00  57.01%

miz--> 0 10 20 30 40 50 60 70 80

Abundance #809: Pentane

43.0
5000 | BB R B
1.80 2.00 2.20 2.40 2.60
m/z 42.00 55.44%
27.0 570, /
H\‘H\\‘\lg)?q‘\\{‘\‘“m\1‘i\}H‘\‘\u\‘\\\\’\\\\‘\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
e
1.80 2.00 2.20 2.40 2.60
5000 ITI/Z 56.90 17.60%
27.0
57.0 72.0
150 | | |
L B L e L L s
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane R R
43.0 1.80 2.00 2.20 2.40 2.60
m/z 38.90 16.62%
5000
27.0
57.0
72.0
m/z--> 0 10 20 30 40 50 60 70 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062424\
Data File : VU@59440.D

Acq On : 24 Jun 2024 11:29
Operator : MD/SY

Sample : P3037-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.129 3.59 ug/L 35064 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Pentene 70 C5H1e 000109-67-1 72
2 1-Pentene 70 C5H1e0 000109-67-1 64
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 64
4 2H-Tetrazole, 2,5-dimethyl- 98 C3H6N4 004135-93-7 38
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 33
Abundance Scan 572 (3.129 min): VU059440.D\data.ms (-563) (-) m/z 41.95 100.00%
42.0
55.0
R AR RREa
‘ ‘ 84.0 2.80 3.00 3.20 3.40
S —— Hu‘uumm!“HH_;'H_ m/z 54.95 55.53%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
55.0
5000 H‘HHA‘HH’H\M\‘HH‘
70.0 2.80 3.00 3.20 3.40
29.0 m/z 70.00 48.24%
15.0‘
miz--> 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene
42.0
SRNDIMSBEMSEN BN
55.0 2.80 3.00 3.20 3.40
5000 m/z 40.90 37.98%
27.0 70.0
15.0 ‘
H“H‘H‘HH,‘HW B R o
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl- T \\/\/‘\
42.0 2.80 3.00 3.20 3.40
m/z 38.90 26.61%
5000
55.0
27.0 ‘ 70.0
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062424\
Data File : VU@59440.D

Acq On : 24 Jun 2024 11:29
Operator : MD/SY

Sample : P3037-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 (DEL) Alkane: Cyclic4.525 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.525 8.86 ug/L 86590  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 68
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 58
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 50
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 50
Abundance Scan 1006 (4.525 min): VU059440.D\data.ms (-988) (-) m/z 56.00 100.00%
56.0
5000 40.9 69.0
R AR R A A
‘ ‘ ‘ 83.9 4.20 4.40 4.60 4.80
el m/z 4@.98 49.95%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0 N R R
4.20 4.40 4.60 4.80
m/z 69.00  45.34%
280 M 84.0
\\’\J-ﬁ;()\‘\\‘WH"\\\‘\}\‘\\\"‘\W‘\‘\\\‘1i\\\\‘\!\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1660: Cyclobutane, ethyl-
56.0
‘\\‘\\\A\‘\\\\‘\\\\’\\\\‘
410 4.20 4.40 4.60 4.80
5000 m/z 55.00  28.38%
28.0
69.0
1 O S N .
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- e e
56.0 4.20 4.40 4.60 4.80
m/z 67.00  23.82%
5000 41.0
84.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062424\
Data File : VU@59440.D

Acq On : 24 Jun 2024 11:29
Operator : MD/SY

Sample : P3037-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.891 6.04 ug/L 70783 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3297 (11.891 min): VU059440.D\data.ms (-3288) (- m/z 105.00 100.00%
105.0
5000 120.0
= 4
389 &0 77-9 91‘-0 | 11.50 12.00
e et bt m/z 120,00 44.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 1200 — A
11.50 12.00
770 m/z 76.90  13.99%
51.0 " 91.0
\\’\\H’\2\\7\.’0\\\\"H\\"“\‘H‘\“Gﬂho\‘\\\‘H‘\\H“HH‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 /\
— A
11.50 12.00
m/z 91.00 13.92%
5000 120.0 /
39.0 77.0 91.0
",17‘559,‘H‘\,m“,Mm‘,‘\u"6‘?;‘(‘)‘,”“1‘,‘m,‘uH,“‘!‘,H‘m,“m,
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10717: Benzene, 1,2,4-trimethyl- R R
105.0 11.50 12.00
m/z 119.00 12.70%
120.0
5000
77.0
27.0 51.0 91.0
‘w‘Hw‘HMWH‘ﬂ‘Hﬂhm?ﬁpw‘huuuﬂm‘wﬂlwuwhhuw Ny A RTTE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062424\
Data File : VU@59440.D

Acq On : 24 Jun 2024 11:29
Operator : MD/SY

Sample : P3037-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.087 13.94 ug/L 163388 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1le 000496-11-7 93
2 1,3-Methanopentalene, 1,2,3,5-te... 118 C9H10 128600-88-4 59
3 3-Bromo-1-phenyl-1-propene 196 C9H9Br 004392-24-9 59
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 58
5 Indane 118 C9H1e 000496-11-7 55
Abundance Scan 3358 (12.087 min): VU059440.D\data.ms (-3347) (| | m/z 117.00 100.00%
117.0
5000 j\ }\/\
e
38.9 629 91‘ 0 12.00
el M m/z 118.00  51.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 — :
12.00
m/z 115.00 45.71%
390 630 %0
\\].\'5\(‘)\\\\‘\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #10213: 1,3-Methanopentalene, 1,2,3,5-tetrahydro-
117.0
T \
12.00
5000 ITI/Z 116.00 18.22%
91.0
39.0
‘ 65.0
“H“H“H¢NNL‘NMJ:WL“M“H“H‘,‘H“H“_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 A /\
Abundance #72302: 3-Bromo-1-phenyl-1-propene b ‘
117.0 12.00
m/z 91.00 14.89%
5000
91.0
Tl |
M» U .1 PR | A PR
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062424\
Data File : VU@59440.D

Acq On : 24 Jun 2024 11:29
Operator : MD/SY

Sample : P3037-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.447 2.82 ug/L 33060 1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 46
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 46
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 46
4 (E)-1-Phenyl-1-butene 132 C1leH12 001005-64-7 46
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 46
Abundance Scan 3781 (13.447 min): VU059440.D\data.ms (-3771) (| m/z 118.95 100.00%
119.0
5000 134.0
90.9 M
NV.A Y P
389 629 H 13.50
H_m_m_H“‘MH‘\‘M“Hw“M,HH_WMMw“uml‘}mw m/z 116.90  88.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16147: Cyclopropane, 1-methyl-1-phenyl-
117.0
5000 ”‘”\\/\\\‘\"\\”\
91.0 13.50
51.0 132.0 m/z 134.00 43.67%
27. ‘ ‘
\\‘\\H‘H\\‘H\\“\‘H\}U\\‘\‘}H\\‘\MHO’\H\‘H\\‘M“\\‘H\!‘\H““\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16118: Benzene, 2-butenyl-
117.0 (\m
‘ e
13.50
5000 910 132.0 m/z 115.00  42.47%
39.0 6.0
"""w"J:""WH}‘M‘“""‘MH,""M"‘“MHWM‘m:u‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #16114: Benzene, 2-butenyl- L h ‘ﬁ‘ﬁ‘ ‘ﬂhp
117.0 13.50
m/z 132.00 31.98%
132.0
5000 91.0
39.0 65.0 [\
Hﬁﬁﬂ‘ﬂuH‘LHHNMHHN‘_HN‘HWH‘WMH‘HM_HUmHW“ N B R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062424\
Data File : VU@59440.D

Acq On : 24 Jun 2024 11:29
Operator : MD/SY

Sample : P3037-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Azulene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.084 7.97 ug/L 93489  1,4-Dichlorobenzene-d4 11.808
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 91
4 Naphthalene 128 C10H8 000091-20-3 91
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 3979 (14.084 min): VU059440.D\data.ms (-3970) (- m/z 128.00 100.00%
128.0
5000
14.00 |
63.0 102.0 .
e 3B 2089 10700 12.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 * T
14.00
m/z 129.00 10.94%
510 750 1929 |
I ([ J
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13683: Naphthalene
128.0
h‘n‘f\‘A,\“A‘f\‘ ‘
14.00
5000 m/z 126.00 8.02%
51.0 102.0
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: Azulene 7 ‘
128.0 14.00
m/z 102.00 7.97%
5000
51.0 102.0
280 | 7390 I
e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062424\
Data File : VU@59440.D

Acqg On : 24 Jun 2024 11:29
Operator : MD/SY

Sample : P3037-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S.. 1.991 6.4 ug/L 62588 1 6.242 488827 50.0
(DEL) Alkane: S.. 2.197 3.6 ug/L 35472 1 6.242 488827 50.0
(DEL) Alkane: S.. 3.129 3.6 ug/L 35064 1 6.242 488827 50.0
(DEL) Alkane: C... 4.525 8.9 ug/L 86590 1 6.242 488827 50.0
Benzene, 1,2,3-... 11.891 6.0 ug/L 70783 3 11.808 586158 50.0
Indane 12.087 13.9 ug/L 163388 3 11.808 586158 50.0
unknown-01 13.447 2.8 ug/L 33060 3 11.808 586158 50.0
Azulene 14.084 8.0 ug/L 93489 3 11.808 586158 50.0
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