LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV@92525\
Data File : VV@39178.D

Acqg On : 25 Sep 2025 14:03

Operator : SY/MD

Sample : Q3168-06

Misc : 5.0mL/MSVOA_V/WATER [TOTES COMP#2

ALS Vvial : 12 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 V\Method\82V092225W.M

Title : SW846 8260

Signal : TIC: VV@39178.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.098 15 18 36 rVB2 30099 49652 1.65% 0.180%
2 1.233 49 60 63 rBv2 37589 70809 2.35% 0.257%
3 1.362 94 100 111 rBV 88924 111756 3.72% 0.405%
4 2.056 310 316 327 rBV2 29635 43354 1.44% 0.157%
5 2.121 328 336 357 rvW 233813 427597 14.22%  1.549%
6 2.227 361 369 389 rVB 106715 221898 7.38% 0.804%
7 3.629 796 805 825 rBv4 33021 90096 3.00% 0.326%
8 3.892 880 887 908 rVvB2 27295 68659 2.28% 0.249%
9 4.503 1056 1077 1096 rBVv2 412895 1107204 36.82% 4.011%
10 4.603 1096 1108 1147 rVB 436907 1201889 39.97% 4.354%
11  4.944 1202 1214 1252 rBV 453742 1152163 38.32% 4.174%
12 5.252 1295 1310 1330 rBV5 20518 59512 1.98% 0.216%
13 5.535 1387 1398 1431 rBV 727435 1662397 55.29% 6.023%
14 6.130 1574 1583 1603 rBV3 29399 93373 3.11% ©.338%
15 6.227 1604 1613 1633 rVV3 35466 87065 2.90%  0.315%
16 7.169 1896 1906 1913 rBv4 22171 40443 1.35% 0.147%
17 7.239 1917 1928 1947 rBV 925713 1746010 58.07% 6.326%
18 7.609 2033 2043 2045 rBv4 31385 43952 1.46% ©0.159%
19 7.635 2045 2051 2073 rVB3 59005 130145 4.33% 0.472%
20 8.082 2181 2190 2210 rBV2 69532 160663 5.34% 0.582%
21 8.172 2210 2218 2240 rVV 120926 233816 7.78% 0.847%
22 8.776 2391 2406 2437 rBV 1109209 1943037 64.62% 7.040%
23 8.976 2451 2468 2469 rBvV2 28654 62597 2.08% 0.227%
24 9.069 2491 2497 2512 rVB2 41952 79178 2.63% 0.287%
25 9.172 2514 2529 2546 rVV3 95133 289799 9.64% 1.050%
26  9.246 2547 2552 2567 rVB3 55035 92863 3.09% 0.336%
27  9.323 2568 2576 2591 rVB5 27974 59612 1.98% 0.216%
28 9.429 2600 2609 2617 rBv4 43206 81188 2.70%  0.294%
29 9.532 2634 2641 2655 rVB 65302 111335 3.70% 0.403%
30 9.632 2664 2672 2693 rBV 424138 707476 23.53%  2.563%
31 9.741 2697 2706 2718 rBV2 197902 353778 11.77%  1.282%
32 10.001 2777 2787 2816 rVvV 839249 1442552 47.98% 5.226%
33 10.146 2818 2832 2842 rVB7 33462 94110 3.13% 0.341%
34 10.284 2869 2875 2892 rVB 99320 170697 5.68% 0.618%
35 10.368 2892 2901 2916 rBV3 53312 142084 4.73% 0.515%

36 10.451 2919 2927 2935 rWs5 83512 137326 4.57%  0.498%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV@92525\
Data File : VV@39178.D

Acqg On : 25 Sep 2025 14:03

Operator : SY/MD

Sample : Q3168-06

Misc : 5.0mL/MSVOA_V/WATER [TOTES COMP#2

ALS Vvial : 12 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 V\Method\82V092225W.M
Title : SW846 8260
37 10.506 2935 2944 2970 rVB 1837466 2869213 95.42% 10.395%
38 10.628 2976 2982 2986 rBV3 50549 68653  2.28% 0.249%
39 10.667 2987 2994 3011 rVB2 201147 495799 16.49% 1.796%
40 10.866 3051 3056 3068 rVB2 104159 156404 5.20% 0.567%
41 10.966 3076 3087 3099 rBV 549590 899665 29.92%  3.260%
42 11.082 3118 3123 3134 rVB5 79566 122075 4.06% 0.442%
43 11.175 3142 3152 3170 rVB 1144136 1828231 60.80% 6.624%
44 11.265 3175 3180 3188 rVB6 56110 81039 2.70% 0.294%
45 11.709 3310 3318 3325 rBV 364351 549082 18.26%  1.989%
46 11.754 3326 3332 3347 rVB5 241417 485776 16.16% 1.760%
47 11.834 3348 3357 3372 rBV4 472040 985370 32.77% 3.570%
48 12.162 3451 3459 3474 rBV2 484066 886165 29.47%  3.211%
49 12.667 3609 3616 3625 rVB2 291100 415593 13.82% 1.506%
50 12.924 3691 3696 3702 rBV2 139693 181133 6.02% 0.656%

51 15.512 4495 4501 4513 rVB 1933460 3006828 100.00% 10.894%

Sum of corrected areas: 27601111
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092525\
Data File : VV@39178.D

Acqg On : 25 Sep 2025 14:03

Operator : SY/MD

Sample : Q3168-06

Misc : 5.0mL/MSVOA_V/WATER [TOTES COMP#2

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\82V@92225W.M
Quant Title : SW846 8260

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

Abundance TIC: VV039178.D\data.ms
4000000

3500000
3000000
2500000
2000000
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1 T \ T
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.6 .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
Abundance TIC: VV039178.D\data.ms

4000000

o0

3500000
3000000
2500000
2000000 10.506

1500000
8.776 11.175

1000000 7.239 10.001

10.966 34

500000 9. 6932741 0.66 1%. /
o 7.1 77&% 8 &;;;72 8,916 mgs 0. 1453 gg 0.8641.092 265

T T T T T =T T T T T T T T T T T T T T
Time--> 7.00 7. 50 8. 00 0 9 00 9 50 10 00 10 50 11 00 11.50 12.00

Abundance TIC: VV039178.D\data.ms
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3500000
3000000
2500000
2000000
1500000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092525\
Data File : VV@39178.D

Acqg On : 25 Sep 2025 14:03

Operator : SY/MD

Sample : Q3168-06

Misc : 5.0mL/MSVOA_V/WATER [TOTES COMP#2

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\82V@92225W.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-Heptanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.632 18.21 ug/l 707476  Chlorobenzene-d5 8.776

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 83
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 72
4 Pentanal, 2-methyl- 100 C6H120 000123-15-9 42
5 Hexanal, 2-methyl- 114 C7H140 000925-54-2 42
Abundance Scan 2672 (9.632 min): VV039178.D\data.ms (-2664) (-) m/z 43.10 100.00%
43.1
- J\w
71.1 ‘9\0‘ ‘dod
.5 10.
114.1
‘H‘_H‘H‘MHMH:wuum_‘m_‘1‘3‘?-‘51”_”””2‘9?19 m/z 58.85 68.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8424: 2-Heptanone
43.0
5000 A — ——
9.50 10.00
m/z 71.10 18.70%
710
\?‘\5‘\.‘0\‘\‘\\““\\\‘\“\\\\‘\\\\‘\].\1\‘4\."0\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8503: 2-Hexanone, 5-methyl-
43.0
. =
9.50 10.00
5000 m/z 41.05 12.99%
710
B T T~ R —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8492: 2-Hexanone, 4-methyl- T —
43.0 9.50 10.00
m/z 59.10 11.09%
5000
120 71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092525\
Data File : VV@39178.D

Acqg On : 25 Sep 2025 14:03

Operator : SY/MD

Sample : Q3168-06

Misc : 5.0mL/MSVOA_V/WATER [TOTES COMP#2

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\82V@92225W.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-Heptanone, 6-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.506  78.47 ug/l 2869210 1,4-Dichlorobenzene-d4 11.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 94
2 Butanimidamide 86 C4H1ON2 000107-90-4 72
3 2-Isopropyl-5-oxohexanal 156 C9H1602 015303-46-5 64
4 2-Heptanone 114 C7H140 000110-43-0 59
5 2-Octanone 128 C8H160 000111-13-7 50
Abundance Scan 2944 (10.506 min): VV039178.D\data.ms (-2935) (- m/z 43.05 100.00%
43.0
5000
71.1
| | 95\'1 128.2 1050
Ob el L L L2282 1612 2043 p o sg1p 75.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14350: 2-Heptanone, 6-methyl-
43.0
5000 i j\
10.50
710 m/z 41.10 18.56%
?-\E)‘\.‘()\‘\‘\ \“‘” T \‘\“‘ T \“‘\.\ ‘ \‘\9\!:_7\.‘()\ \‘\ \]‘-\2\8\-\0‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1814: Butanimidamide
58.0
T \
10.50
5000 m/z 71.10 17.70%
m ‘8?0
i I
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33765: 2-Isopropyl-5-oxohexanal = I
43.0 10.50
m/z 95.10 13.82%
5000
71.0
e N
“w‘HHm‘ﬁhJLﬁWHM_ﬂHHH‘q‘u‘_‘u‘u‘w‘u‘_‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092525\
Data File : VV@39178.D

Acqg On : 25 Sep 2025 14:03

Operator : SY/MD

Sample : Q3168-06

Misc : 5.0mL/MSVOA_V/WATER [TOTES COMP#2

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\82V@92225W.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-Heptanone, 5-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.667 13.56 ug/l 495799  1,4-Dichlorobenzene-d4 11.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 5-methyl- 128 C8H160 018217-12-4 87
2 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 50
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 43
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 38
5 2-Heptanone 114 C7H140 000110-43-0 32

Abundance Scan 2994 (10.667 min): VV039178.D\data.ms (-2987) (- m/z 43.10 100.00%
3.1

9.

5000 71.1

a

“ 95.1 10.50 11.00
I

128.2
el Ly 3202 1630 2070 p s 71 10 41.63%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14377: 2-Heptanone, 5-methyl-
43.0

5000 RN
71.0 10.50 11.00
m/z 58.10 40.18%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14375: 2-Heptanone, 6-methyl-
43.0

10.50 11.00
5000 m/Z 70.10 27.56%
710 950
LT T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8662: Pentane, 2,3,4-trimethyl- = T
43.0 10.50 11.00
m/z 41.10 14.89%
71.0
5000
15\.0 M “‘\ \H | 114'0
T T T e e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092525\
Data File : VV@39178.D

Acqg On : 25 Sep 2025 14:03

Operator : SY/MD

Sample : Q3168-06

Misc : 5.0mL/MSVOA_V/WATER [TOTES COMP#2

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\82V@92225W.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-Octanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.966 24.60 ug/l 899665 1,4-Dichlorobenzene-d4 11.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octanone 128 C8H160 000111-13-7 91
2 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 78
3 2-Heptanone 114 C7H140 000110-43-0 72
4 2-Hexanone 100 C6H120 000591-78-6 64
5 Pentanal, 2,3-dimethyl- 114 C7H140 032749-94-3 53
Abundance Scan 3087 (10.966 min): VV039178.D\data.ms (-3076) (- m/z 43.10 100.00%
3.1
5000
71.0 ‘11100‘
128.2 . :
Ww“‘u ‘ u‘n“ ‘ A8 I 16271891 2302 ., 58 1p  86.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14279: 2-Octanone
43.0
5000 1
11.00
m/z 71.05 18.27%
71.0
150y | ) |  99.0 1280
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14374: 2-Heptanone, 6-methyl-
43.0
=
11.00
5000 m/z 41.05 15.72%
71.0 950
15.0 :
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8424: 2-Heptanone T
43.0 11.00
m/z 59.10 15.68%
5000
71.0
180) ) 4 [ 110
P e e e e e e e =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092525\
Data File : VV@39178.D

Acqg On : 25 Sep 2025 14:03

Operator : SY/MD

Sample : Q3168-06

Misc : 5.0mL/MSVOA_V/WATER [TOTES COMP#2

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\82V@92225W.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.512  82.23 ug/1 3006830 1,4-Dichlorobenzene-d4 11.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 87
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 47
3 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 27
4 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 22
5 Iminostilbene 193 C14H11N 000256-96-2 18

Abundance Scan 4501 (15.512 min): VV039178.D\data.ms (-4495) (- m/z 193.30 100.00%
198.3

69.1
5000 1232

e
‘ ‘ ‘ ‘ ’ 15.50
WWH‘ b4l MH‘MMWMHW‘H_H?ﬁ‘?:%”?ﬁ?ﬂ-r m/z 69.10  60.46%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

o

123.0
5000 9.0 — ‘
550 15.50

m/z 123.20 48.74%
‘H\ ‘\ \‘ \“ ‘ ‘15?0 ! ‘

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0

—
15.50
5000 55.0 m/z 83.10 47.51%

109.0
2‘ I H m‘\ A S0 222.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe T
123.0 193.0 15.50

m/z 109.10  46.56%

41.0

‘ ‘H ‘h‘ H“\ i \‘ H ‘1]'520 ! ‘ \‘

T
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV@92525\
Data File : VV@39178.D

Acqg On : 25 Sep 2025 14:03

Operator : SY/MD

Sample : Q3168-06

Misc : 5.0mL/MSVOA_V/WATER [TOTES COMP#2

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\82V@92225W.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-Heptanone 9.632 18.2 ug/l 707476 3 8.776 1943040 50.0
2-Heptanone, 6-... 10.506 78.5 wug/l 2869210 4 11.175 1828230 50.0
2-Heptanone, 5-... 10.667 13.6 wug/l 495799 4 11.175 1828230 50.0
2-Octanone 10.966 24.6 ug/l 899665 4 11.175 1828230 50.0
Decahydro-1,1,4... 15.512 82.2 ug/l 3006830 4 11.175 1828230 50.0
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