LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@59856.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.599 85 96 110 rBvV2 200818 250638 38.74% 2.876%
2 1.908 184 192 204 rBV 57044 77079 11.91% 0.884%
3 1.991 208 218 233 rVB 168284 231421 35.77% 2.655%
4 2,197 272 282 297 rVB 155896 221285 34.20%  2.539%
5 2.313 307 318 328 rVvB4 7868 12443 1.92% 0.143%
6 2.412 342 349 359 rVB7 4060 6861 1.06% 0.079%
7 2.560 382 395 414 rBV 105424 194866 30.12%  2.236%
8 2.965 509 521 531 rBV7 6141 16374 2.53% 0.188%
9 3.036 531 543 546 rVWv3 26718 44817 6.93% 0.514%
106 3.075 548 555 565 rWw 65032 132444 20.47%  1.520%
11 3.129 565 572 601 rVB6 24732 63948 9.88% 0.734%
12 3.354 627 642 662 rVB2 57598 126088 19.49% 1.447%
13 3.576 700 711 726 rBV8 4844 11544 1.78% 0.132%
14 3.692 734 747 766 rBV3 38060 84444 13.05% 0.969%
15 3.904 803 813 817 rBv4 4722 7574 1.17% 0.087%
16 4.171 880 896 898 rBV5 4077 7518 1.16% ©.086%
17 4.522 986 1005 1023 rBV 122871 299746 46.33%  3.439%
18 4.615 1024 1034 1084 rVB2 91987 320981 49.61% 3.683%
19 5.055 1157 1171 1186 rBV 103663 230768 35.67% 2.648%
20 5.380 1253 1272 1287 rBV2 112636 271449 41.95% 3.114%
21 5.451 1288 1294 1314 rVB5 9930 25382 3.92% 0.291%
22 5.583 1324 1335 1345 rBV5 8281 19532 3.02% 0.224%
23 5.628 1345 1349 1358 rVV5 4794 7664 1.18% ©.088%
24 5.718 1358 1377 1405 rVV3 216302 572411 88.47% 6.567%
25 5.840 1407 1415 1424 rVV6 10143 22680 3.51% 0.260%
26 5.911 1424 1437 1445 rVV6 9824 29892 4.62% 0.343%
27 5.975 1447 1457 1474 rVB7 12203 30926 4.78% 0.355%
28 6.136 1496 1507 1513 rBV9 3158 6908 1.07% 0.079%
29 6.242 1528 1540 1564 rBV 196891 389792 60.24% 4.472%
30 6.544 1623 1634 1651 rBVi1e 7123 14353  2.22% 0.165%
31 6.682 1662 1677 1690 rBV 133536 264428 40.87% 3.034%
32 6.756 1691 1700 1714 rVB4 41422 86582 13.38% 0.993%
33 6.972 1752 1767 1784 rVB8 5690 12279 1.90% 0.141%
34 7.158 1810 1825 1828 rBV7 4875 8995 1.39% 0.103%
35 7.560 1938 1950 1968 rBV 62694 115454 17.84%  1.325%

36 7.891 2031 2053 2066 rBV ~ 255551 450047 69.56% 5.163%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0
37 7.965 2066 2076 2091 rVB 87886 154633 23.90% 1.774%
38 8.174 2130 2141 2155 rBvV2 38342 68588 10.60% ©.787%
39 8.628 2270 2282 2323 rBV 296047 579019 89.49% 6.643%
40 9.412 2512 2526 2544 rBV 278992 476674 73.67% 5.469%
41  9.563 2561 2573 2595 rBV 399676 647026 100.00% 7.423%
42 9.695 2604 2614 2628 rVB 18985 32034 4.95% 0.368%
43 10.097 2726 2739 2755 rBV 39723 65418 10.11% 0.751%
44 10.480 2849 2858 2872 rBV 14762 23783 3.68% 0.273%
45 10.750 2931 2942 2960 rBV 115879 183692 28.39% 2.108%
46 10.901 2979 2989 3004 rBV 42050 65474 10.12% 0.751%
47 11.023 3015 3027 3036 rBv2 7745 12184 1.88% ©.140%
48 11.084 3036 3046 3063 rVB 12210 18364 2.84% 0.211%
49 11.287 3096 3109 3127 rBV 62690 99886 15.44% 1.146%
50 11.467 3155 3165 3178 rBV3 10277 16351 2.53% ©0.188%
51 11.807 3258 3271 3289 rBV 275106 445842 68.91% 5.115%
52 11.891 3290 3297 3309 rVB2 7573 11970 1.85% 0.137%
53 12.090 3343 3359 3377 rBV 155304 259267 40.07% 2.975%
54 12.187 3377 3389 3412 rVB 272167 449683 69.50% 5.159%
55 12.377 3439 3448 3455 rBv4 4740 7261 1.12% ©.083%
56 12.460 3466 3474 3484 rBV2 10138 14771 2.28% 0.169%
57 12.570 3497 3508 3514 rBV2 30507 46932 7.25% ©.538%
58 12.608 3514 3520 3530 rvv3 12563 19775 3.06% ©.227%
59 12.676 3530 3541 3560 rVB 51829 85238 13.17% 0.978%
60 12.968 3622 3632 3641 rBV 19589 29143 4.50% 0.334%
61 13.023 3641 3649 3660 rvVB2 8582 12957 2.00% ©.149%
62 13.290 3723 3732 3739 rBV3 10782 16567 2.56% 0.190%
63 13.451 3771 3782 3797 rVB4 55492 91161 14.09% 1.046%
64 13.621 3824 3835 3846 rBV8 6595 10837 1.67% ©.124%
65 13.782 3876 3885 3892 rBV4 4735 8269 1.28% ©.095%
66 13.836 3893 3902 3910 rVB8 5645 8877 1.37% 0.102%
67 13.936 3928 3933 3947 rVB5 6080 10340 1.60% ©.119%
68 14.087 3969 3980 4001 rBV 22013 40567 6.27% 0.465%
69 15.229 4324 4335 4351 rVB3 7677 14513 2.24% 0.167%
70 15.409 4381 4391 4405 rBvV2 11105 19297 2.98% 0.221%
Sum of corrected areas: 8716006

SFAMUTRO61724WMA.M Mon Jul 08 16:45:48 2024 2



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe70524\

: VU@59856.D

: 05 Jul 2024 12:58

: MD/SY

: P3136-17DL 40X

: 25.0mL/MSVOA_U/WATER

: 13 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

ADUNgRNeS
350000
300000
250000
200000
150000
100000

50000

o

TIC: VU059856.D\data.ms

1.599 5.718 6.242

1'9912.197

4522 6.68

2.560 5.055 ©-380
1.90 3.075 3354
. 3.692
23312 . 357 3904 4171 5145156380848 136 |  6.54
|

Time-->

T T T[T [T T T[T T[T ririr] T i (L L L L L T o I -
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AP0
350000
300000
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Time-->
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TIC: VU059856.D\data.ms
9.563

8.628
9.412 11.807 12.1
7.891

12.09(

10.750
.965
7.560 11.287
756 8.174 10.097 10.901
ﬁ\11467

.891
= — = T —— L e e T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

AU RS
350000
300000
250000
200000
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Time-->

TIC: VU059856.D\data.ms

12.676 13.451

12.57
0 12%%45%§$% 1§§§§313%23A1§9233839§%R?7 15.236.409
T T T T T I T T T T T

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\VU070524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.991 2.97 ug/L 231421 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 87
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 Pentane 72 C5H12 000109-66-0 42
5 Pentane 72 C5H12 000109-66-0 32
Abundance Scan 218 (1.991 min): VU059856.D\data.ms (-208) (-) m/z 42.95 100.00%
3.0
57.0
5000
RSN § W A G-
72.0 1.60 1.80 2.00 2.20 2.40
TR \‘ 115.0 9
O e e e e e m/z 42.00 84.12%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 (L U R L
29.0 1.60 1.80 2.00 2.20 2.40
m/z 41.00 81.76%
72.0
0 150 \‘ il \‘ \‘
\H’HH‘HH‘HH‘HH‘ H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #813: Butane, 2-methyl-
43.0
R AREANARRLES o
1.60 1.80 2.00 2.20 2.40
27.0 570
5000 . m/z 57.00 79.14%
72.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #752: 3-Buten-1-ol e e
42.0 1.60 1.80 2.00 2.20 2.40
m/z 56.00 26.91%
5000
27. ‘ 20
57.0 .
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 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\VU070524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.197 2.84 ug/L 221285 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 86
Abundance Scan 282 (2.197 min): VU059856.D\data.ms (-272) (-) m/z 42.95 100.00%
43.0
5000
570 RN R R
| 72‘-0 1.80 2.00 2.20 2.40 2.60
L R m/z 41.95 57.02%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000 [T T T T T T T T T
1.80 2.00 2.20 2.40 2.60
57.0 m/z 41.00 47.04%
21.0 72.0
15‘0 \‘\‘ \‘\\ \M‘ ‘
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
R N
1.80 2.00 2.20 2.40 2.60
5000 m/z 57.00 18.47%
27.0
57.0 72.0
150 | I
(O B B A e s e e e o AR
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane e
43.0 1.80 2.00 2.20 2.40 2.60
m/z 38.90 15.38%
5000 27.0
15.0 ‘ ‘ 570 750
o2 L et el s M e
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\VU070524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.129 0.82 ug/L 63948 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 59
2 1-Pentene 70 C5H10 000109-67-1 59
3 1-Pentanol 88 C5H120 000071-41-0 38
4 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 27
5 Pentane, 1-chloro- 106 C5H11C1 000543-59-9 23
Abundance Scan 572 (3.129 min): VU059856.D\data.ms (-565) (-) m/z 41.95 100.00%
42.0
55.0
70.0
5000
“_‘H‘H“_‘H‘H‘w
‘ o 840 2.80 3.00 3.20 3.40
O m_‘ww‘ e m/z 55.00 67.42%
miz--> 10 20 30 40 50 60 70 8 90
Abundance #629: 1-Pentene
42.0
55.0
5000 UL L B A BRI B L
70.0 2.80 3.00 3.20 3.40
29.0 m/z 70.00 55.00%
5o |||
O\\‘\\\\’\\‘\‘\\\}}‘\\\‘\‘\}\‘\\\\“\\\\‘\\\\’\
miz--> 10 40 50 60 70 80 90
Abundance #632: 1-Pentene
42.0 55.0
“_‘H‘H“_‘H‘H‘w
0.0 2.80 3.00 3.20 3.40
5000 ’ m/z 41.00 35.18%
29.0
0150,,
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2349: 1-Pentanol “““W““_““‘H‘,
42.0 2.80 3.00 3.20 3.40
55.0 m/z 38.90 24.13%
70.0
5000 31.0
0 , , SR A EREM WSS 1 YA
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\VU070524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.354 1.62 ug/L 126088 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 56
Abundance Scan 642 (3.354 min): VU059856.D\data.ms (-627) (-) m/z 57.00 100.00%
57.0
41.0
5000
e A RamaaaE T
‘ ‘ I 71‘ 0 860 g7 3.00 3.20 3.40 3.60
0 ‘H‘H‘W‘H“H‘W‘H‘H‘Hﬁﬁ‘w“uiu‘w‘m‘_‘u‘u‘ m/z 56.00  85.65%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl-
57.0
29.0 41.0
5000 \‘7/\\\”"\‘\\\\‘\\\\’\\\\‘\

3.00 3.20 3.40 3.60
m/z 41.00 52.00%
| ‘\

71.0
\\\‘2\0\\\‘]\-?\\0‘\\\\‘\\\\‘\\\\‘\\‘\}‘\\\\“\\\\‘\8\6}.2\\\\‘\\\
mi/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl-
57.0

3.00 3.20 3.40 3.60
5000 41.0 m/z 43.00  18.98%

29.0
o0 | | T mo
e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-

57.0 3.00 3.20 3.40 3.60
m/z 38.90 14.31%

290 410
5000
15.0 ‘ 71.0
o L0 T ‘ | R— ~ 86.0 ~

LB L B L B L L L L L LI wuu‘uu‘uu,uu‘w

m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.692 1.08 ug/L 84444  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 72
2 n-Hexane 86 C6H14 000110-54-3 58
3 n-Hexane 86 C6H14 000110-54-3 56
4 2-Ethyl-oxetane 86 C5H100 1010386-40-2 56
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53
Abundance Scan 747 (3.692 min): VU059856.D\data.ms (-734) (-) m/z 57.00 100.00%
57.0
43.0
5000
86.0 T T T T T
‘ | mo 3.40 3.60 3.80 4.00
L 1T B m/z 43.00  65.30%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000 LA L L I N B BN
3.40 3.60 3.80 4.00
86.0 m/z 40.90 64.86%
15.0 ‘ 71.0
O\\\‘\\\\‘\i‘\\‘\\1\‘\\\i}\}\\‘\‘\\1‘\\\\“\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane
57.0
43.0
ABEmEaEEE SRS So
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.00 61.17%
86.0
15.0 ‘ ‘ 71.0
O R R R R T R N
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane R A RRAEEEE RS
57.0 3.40 3.60 3.80 4.00
m/z 42.00 36.48%
43.0
5000
86.0
71.0 ‘ A
| EMDSNNSSASBMSMSSS | MU MBS MBS S ‘/‘}(\/\‘f
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic4.522 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.522 3.84 ug/L 299746  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 81
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
3 Cyclohexane 84 C6H12 000110-82-7 64
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
5 Cyclohexane 84 C6H12 000110-82-7 59
Abundance Scan 1005 (4.522 min): VU059856.D\data.ms (-986) (-) m/z 56.00 100.00%
56.0
5000 41.0 69.0 /\
AR e RRRA
‘ ‘ ‘ ‘ 84.0 4.20 4.40 4.60 4.80
0 ""H"‘mWWMMMuwl“wm“w‘ m/z 69.00 44.87%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L R I B B B
4.20 4.40 4.60 4.80
m/z 41.00 44.28%
28.0 “ ‘ 84.0
0 \\\‘\\\\‘]\-\5\(\)‘\\\‘!“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
e Rl
41.0 4.20 4.40 4.60 4.80
5000 m/z 55.00 26.57%
69.0
270
84.0
10 15\0 ‘ ‘H\ 1 ‘
0 ""H‘ww_m,‘mwwu‘_m,‘m_m_‘
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane e RARE AR RS
56.0 4.20 4.40 4.60 4.80
41.0 84.0 m/z 38.90 20.68%
5000
27.0
69.0
180 | ‘
oln20 1 Ml b e e e
m/z--> 0 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\VU070524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Benzene, propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.901 0.73 ug/L 65474  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 76
2 Benzene, propyl- 120 C9H12 000103-65-1 76
3 Benzene, propyl- 120 C9H12 000103-65-1 76
4 Benzene, propyl- 120 C9H12 000103-65-1 64
5 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2 004152-09-4 59
Abundance Scan 2989 (10.901 min): VU059856.D\data.ms (-2979) (- | m/z 91.00 100.00%
91.0
5000
120.0 S A O
50.9 | 280 10.50 11.00
0 etk bt e e e M/z 120.00 24.00%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10701: Benzene, propyl-
91.0
5000 /\\ ' ‘ \/\A‘
10.50 11.00
120.0 m/z 92.00 11.26%
39.0 |
O\\\‘\‘H\“‘\\‘H"HH“‘HH‘\‘\H“\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10700: Benzene, propyl-
91.0 A
— AL
10.50 11.00
5000 m/z 65.00 8.87%
120.0
39.0 | ‘
O bbbt e b e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl- Q ‘ ‘ ‘Mﬂ
91.0 10.50 11.00
m/z 78.00 7.38%
5000
120.0
39.0 /\
Orreprrratbepterbpbrrebere e - : M
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.287 1.12 ug/L 99886 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 91
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3109 (11.287 min): VU059856.D\data.ms (-3096) (- | m/z 105.00 100.00%
105.0
5000
120.0 fJ\ A
76.9 91.0 1100 1150
38.9 62.9 “ ‘ ‘ : :
Obrprrrrprrrr et et e m/z 120.00  30.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10695: Mesitylene
105.0
120.0 /\
b L
5000 WA RN
11.00 11.50
m/z 91.00 13.38%
39.0 77.0 91.0
OH‘\\H‘H\P\‘\\\\“‘\\\\i“\‘\\}‘e‘%\-‘\o\‘\i\‘H‘HH“MH‘\Hl\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
AU | W
11.00 11.50
5000 m/z 76.90 11.99%
120.0
77.0 91.0
0380, 00 80 i
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 A A
Abundance #10722: Benzene, 1-ethyl-2-methyl- : A : ‘A‘ﬁ I
105.0 11.00 11.50
m/z 79.00 9.26%
5000
120.0
39.0 77.0 91.0
obrrrrr 230 b B30 el | LB
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.090 2.91 ug/L 259267 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 58
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 58
4 Indane 118 C9H1e 000496-11-7 55
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 53
Abundance Scan 3359 (12.090 min): VU059856.D\data.ms (-3343) (- | m/z 117.00 100.00%
117.0
5000
91.0 toT ‘
389 62.9 ‘ 134.0 12.00
O bbbt e m/z 118,00 50.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 — :
12.00
m/z 115.00  44.46%
300 630 910
O\\‘1\\5\.9‘\H‘\‘\H\“.\\\\i‘\\\M\“\-‘H‘\\\‘i’H\\“H\\’i‘u\‘uu"uu‘uu‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0
T \
12.00
m/z 116.00 17.95%
5000 91.0
51.0
o"""‘ﬂ"o“‘:‘WHM“E‘:“Zﬁﬂﬁ),Hu“;:"‘,:‘m_m,www
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #10198: Benzene, cyclopropyl-
117.0 12.00
m/z 91.00 15.16%
5000 910
39.0 65.0 ‘ /\ /\
0u‘uuMuwu\ﬁuuﬁuuﬂﬁwuﬂwuﬂﬂuwﬁuw\MLuwuuw\ A b “’\A‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 o-Cymene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.570 0.53 ug/L 46932 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 p-Cymene 134 C1eH14 000099-87-6 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94
Abundance Scan 3508 (12.570 min): VU059856.D\data.ms (-3497) (- | m/z 119.00 100.00%
119.0
5000 A
o el LU
38.9 65.0 | | “‘ 12.50
O e e e e m/z 134.00  29.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
5000 N\ M [\ - ‘
12.50
910 134.0 m/z 91.00  16.43%
41.0 65.0 ‘
O\\‘HH‘H\‘\‘\H\“‘\H\“\Hw‘\‘\‘H‘\\\‘HHH“i‘\H‘\WH‘Hwiluu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
110.0 /\ /W\
Lo ol A
12.50
5000 m/z 117.00 13.27%
91.0 134.0
410 650 |
0u_u\EﬁguﬂﬂuﬁuuNﬁwuﬁwuwmuwwuwﬂﬂuu_mwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ,AJ\
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl- e
119.0 12.50
m/z 104.90 9.87%
5000
91.0 134.0
39.0 65.0 ‘
0H%ﬁﬂuquﬁﬁuﬂwuﬁwwuwuumwuwﬁm_MHHHMMW“ ‘ A ‘A“ AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Benzene, (1-methyl-1-propen... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.676 0.96 ug/L 85238 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 86
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86
4 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 83
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 83
Abundance Scan 3541 (12.676 min): VU059856.D\data.ms (-3530) (- | m/z 117.00 100.00%
117.0
5000
132.0
90.9 1oE0 1a
510 750 L 12.50 13.00
Olerprrrprereprredprree e dber i el el el m/z 114,95 38.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
11v.0
132.0 ANA
5000 A S
12.50 13.00
91.0 m/z 132.08  27.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
132.0
— =
12.50 13.00
5000 m/z 90.90 14.17%
39.0 65.0
Y N PR PR MU NS SORPTOUN VO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #16134: 1-Methyl-2-phenylcyclopropane DA = i il
117.0 12.50 13.00
m/z 118.00 11.25%
5000 132.0
91.0
51.0 ‘ \
ob 2901 "L 780 oML 0y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Cyclopropane, 1l-methyl-1-ph... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.451 1.02 ug/L 91161 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 81
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 80
3 (E)-1-Phenyl-1-butene 132 C1eH12 001005-64-7 76
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 74
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 74
Abundance Scan 3782 (13.451 min): VU059856.D\data.ms (-3771) (- | m/z 116.95 100.00%
117.0
5000
132.0 A
91.0 e
wo | I
0 beprrerrrrrrpreedpererp el el m/z 115,00 38.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16147: Cyclopropane, 1-methyl-1-phenyl-
117.0
5000 A/\\\"/\\\‘/\\/\\A\
91.0 13.50
51.0 132.0 m/z 132.00 34.97%
O\\‘H\\‘H\M‘HH“\‘\\\}‘“H‘\‘m\\‘?ﬁ*\(‘)\\\\‘\H\‘M“H‘HH‘H\“‘M‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
11
I -
132.0 13.50
5000 m/z 131.00 20.10%
91.0
o270760
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A /VW
Abundance #16123: (E)-1-Phenyl-1-butene L I
117.0 13.50
m/z 119.00 16.43%
5000
91.0 132.0
51.0
28.0 ‘
0 H_‘H‘HN‘H‘hH‘JH‘wJ»w‘MLMHJM‘HHWH‘HH‘H‘MM‘W“ po N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70524\
Data File : VU@59856.D

Acqg On : 05 Jul 2024 12:58
Operator : MD/SY

Sample : P3136-17DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 3.0 ug/L 231421 1 6.242 389792 5.0
(DEL) Alkane: S... 2.197 2.8 ug/L 221285 1 6.242 389792 5.0
(DEL) Alkane: S... 3.129 0.8 ug/L 63948 1 6.242 389792 5.0
(DEL) Alkane: S 3.354 1.6 ug/L 126088 1 6.242 389792 5.0
(DEL) Alkane: S 3.692 1.1 ug/L 84444 1 6.242 389792 5.0
(DEL) Alkane: C... 4.522 3.8 ug/L 299746 1 6.242 389792 5.0
Benzene, propyl- 10.901 0.7 ug/L 65474 3 11.807 445842 5.0
Benzene, 1l-ethy... 11.287 1.1 ug/L 99886 3 11.807 445842 5.0
Indane 12.090 2.9 ug/L 259267 3 11.807 445842 5.0
o-Cymene 12.570 0.5 ug/L 46932 3 11.807 445842 5.0
Benzene, (1-met... 12.676 1.0 ug/L 85238 3 11.807 445842 5.0
Cyclopropane, 1... 13.451 1.0 ug/L 91161 3 11.807 445842 5.0
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