LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63178.D

Acqg On : 06 Feb 2025 00:07
Operator : MD/SY

Sample 1 Q1226-24

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 38 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\SFAMUTRO20425WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@63178.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.592 84 94 109 rBV 35447 43265 6.65% 1.009%
2 1.727 116 136 141 rBV6 5712 17353 2.67% 0.405%
3 1.904 184 191 201 rVB 32763 40681 6.25% 0.949%
4 2,557 383 394 407 rBV 57050 92982 14.30% 2.169%
5 4.615 1020 1034 1039 rBV 51418 99690 15.33%  2.326%
6 5.049 1155 1169 1199 rBV 56749 127522 19.61% 2.975%
7 5.711 1357 1375 1413 rBV2 116500 320222 49.23% 7.471%
8 6.235 1527 1538 1572 rBV 115580 225794 34.72% 5.268%
9 6.534 1622 1631 1644 rVB3 5574 10451 1.61% 0.244%
106 6.679 1660 1676 1693 rBV2 73400 143786 22.11%  3.354%
11 7.557 1935 1949 1973 rBV 33215 59388 9.13% 1.386%
12 7.888 2040 2052 2073 rBV 131037 231354 35.57% 5.397%
13 8.174 2131 2141 2158 rBV 18805 32390 4.98% 0.756%
14  8.624 2271 2281 2317 rBV 177331 339763 52.24%  7.927%
15 9.409 2508 2525 2545 rBV 159636 303333 46.64% 7.977%
16 10.746 2930 2941 2963 rBV 57367 92556 14.23% 2.159%
17 10.994 3005 3018 3024 rBV3 4738 8113 1.25% ©.189%
18 11.460 3154 3163 3174 rBV 6526 9510 1.46% 0.222%
19 11.801 3258 3269 3289 rBV 144998 244470 37.59% 5.703%
20 12.087 3348 3358 3366 rBV2 4883 7250 1.11% 0.169%
21 12.183 3377 3388 3408 rBV 122573 211881 32.58% 4.943%
22 12.466 3462 3476 3501 rBV 110598 197326 30.34% 4.604%
23 12.634 3519 3528 3539 rBV4 6283 9947 1.53% 0.232%
24 12.797 3570 3579 3590 rVB5 4974 7464 1.15% 0.174%
25 12.974 3626 3634 3646 rBV3 9370 14456  2.22% 0.337%
26 13.920 3914 3928 3936 rBV 139497 212421 32.66% 4.956%
27 13.968 3936 3943 3965 rVB2 90501 150482 23.14%  3.511%
28 14.305 4040 4048 4057 rBV3 18700 30997 4.77% 0.723%
29 14.354 4057 4063 4076 rVB 17238 27492 4.23% 0.641%
30 14.695 4159 4169 4179 rBV2 24590 37923 5.83% 0.885%
31 14.775 4185 4194 4204 rVB3 13142 19884 3.06% 0.464%
32 14.833 4204 4212 4223 rVB5 7519 11646 1.79% 0.272%
33 14.939 4236 4245 4262 rBV3 18498 29950 4.60% 0.699%
34 15.167 4303 4316 4328 rBV 406819 650413 100.00% 15.174%
35 15.251 4337 4342 4356 rVB 22785 37998 5.84% 0.886%
36 15.392 4374 4386 4408 rVB3 26537 63494 9.76% 1.481%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63178.D

Acqg On : 06 Feb 2025 00:07
Operator : MD/SY

Sample 1 Q1226-24

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 38 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\SFAMUTRO20425WMA .M
Title : TRACE VOA SFAM1.0

37 15.521 4417 4426 4444 rBV3 17702 36694 5.64% 0.856%
38 15.637 4453 4462 4469 rBV2 11206 19774 3.04% 0.461%
39 15.733 4484 4492 4501 rBv4 4043 6863 1.06% 0.160%
40 15.788 4501 4509 4519 rVVé6 6027 9804 1.51% 0.229%
41 15.981 4552 4569 4580 rBV1e 4254 10223 1.57% 0.238%
42 16.106 4595 4608 4615 rBv8 6413 11924 1.83% 0.278%
43 16.373 4682 4691 4698 rBV6 6349 11127 1.71% 0.260%
44 16.653 4764 4778 4786 rBV5S 5980 9294 1.43% 0.217%
45 17.418 5008 5016 5027 rBV6 3902 7042 1.08% 0.164%

Sum of corrected areas: 4286392

SFAMUTRO20425WMA.M Mon Feb 10 08:09:19 2025 2



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020525\

: VU@63178.D

: 06 Feb 2025 00:07

: MD/SY

¢ Q1226-24

: 25.0mL/MSVOA_U/WATER
. 38

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA .M
: TRACE VOA SFAM1.0

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

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

o

TIC: VU063178.D\data.ms

2.557
1.592 1.904

1.727

4.615

5711

5.049

6.235
6.67

6.534A

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
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VU063178.D\data.ms

8.624
9.409

7.888

10.746

11.801
121

12.087

0
Time-->

9.00 9.50

10.00

10.994

11.460
7 \
11.00

10.50

11.50

12.00

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VU063178.D\data.ms
15.167

13.920

12.466
13.968

12.632.797.974

Time-->

12.50 13.00 13.50 14.00 14.50 15.00

14‘&9\54 141@?%%39 2 %ﬁé@&sg@ﬂoemsn 16.65
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63178.D

Acqg On : 06 Feb 2025 00:07
Operator : MD/SY

Sample : Q1226-24

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.466 4.04 ug/L 197326 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 3-Acetamidofuran 125 C6H7NO2 059445-85-1 53
Abundance Scan 3476 (12.466 min): VU063178.D\data.ms (-3462) (- | m/z 83.00 100.00%
83.0
5000
55.0
140.0 ]
=P Lo 1m0 250
0F el bl TR L m/z 69.00  51.67%
miz-> 20 40 60 80 100 120 140
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 T
55.0 12.50
140.0 m/z 55.00 35.06%
39‘0 125.0
O \]-\5\-0’\‘\‘\ \‘i“\ T \‘\“ \‘\‘\ T “! T \9“8‘.‘0\ T T ‘ \‘\ L “\ T
miz-> 20 40 60 80 100 120 140
Abundance
83.0
=
12.50
41.0 m/z 56.00 32.71%
5000 56.0
140.0
15.0 980 1250
e e e
miz--> 20 40 60 80 100 120 140
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl- : /\ =
83.0 12.50
m/z 41.00  25.22%
5000
55.0
390 140.0
‘ 98.0 125.0
P N | S T . o L,
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63178.D

Acqg On : 06 Feb 2025 00:07
Operator : MD/SY

Sample : Q1226-24

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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 5-Nonanone, 2,8-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.920 4.34 ug/L 212421 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Nonanone, 2,8-dimethyl- 170 C11H220 002050-99-9 94
2 5-Nonanone, 2,8-dimethyl- 170 C11H220 002050-99-9 64
3 (Trimethylsilyl)diazomethane 114 C4AH1eN2Si 018107-18-1 38
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 38
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 35
Abundance Scan 3928 (13.920 min): VU063178.D\data.ms (-3914) (- | m/z 58.00 100.00%
58.0
81.0
5000
—
389 114.1 1701 14.00
Ot Ml gl L AS2LTT s 43,00 96.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45408: 5-Nonanone, 2,8-dimethyl-
58.0
81.0
5000 T
14.00
m/z 81.00 78.69%
39,0 114.0 170.0
H\ ‘\‘\ | Ll LI A ‘\ | ‘
O\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
—r—
14.00
5000 810 m/z 71.00 44 ,95%
ol 150 114.0 170.0
LA e B L
m/z--> 20 40 60 80 100 120 140 160 /L
Abundance #7984: (Trimethylsilyl)diazomethane T i
43.0 14.00
m/z 99.00 41.87%
5000 114.0
‘ 73.0
o 20 ;m‘“u‘m‘Wm“m_m_m A
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63178.D

Acqg On : 06 Feb 2025 00:07
Operator : MD/SY

Sample : Q1226-24

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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 4-Nonanone, 2,6,8-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.968 3.08 ug/L 150482 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Nonanone, 2,6,8-trimethyl- 184 C12H240 000123-18-2 96
2 Heptyl isobutyl ketone 184 C12H240 019594-40-2 94
3 4-Nonanone, 2,6,8-trimethyl- 184 C12H240 000123-18-2 90
4 5-Nonanone 142 C9H180 000502-56-7 38
5 4-Octanone, 2-methyl- 142 CSH180 007492-38-8 38

Abundance Scan 3943 (13.968 min): VU063178.D\data.ms (-3936) (- | m/z 57.00 100.00%
57.0
85.0
5000 109.0
— =
L 1410 1842 1490
oHwm“imm_wmm;_m_:wm”_m_‘:‘ m/z 85.00 71.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58940: 4-Nonanone, 2,6,8-trimethyl-
57.0
85.0
5000 L
m/z 58.00 59.27%
29.0 ‘
141.0 184.0
O\\\‘\‘\‘\\‘i‘\\\‘m‘\‘\“}\‘!‘\\\U\\‘\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
—
85.0 14.00
5000 ITI/Z 43.00 42 .59%
127.0
29.0
0 105.0 1510 184.0
L I e M M S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58941: 4-Nonanone, 2,6,8-trimethyl- —= ‘ffArf
57.0 14.00
m/z 40.95 41.89%
85.0
5000
109.0
29.0
ol Lo 180 L
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63178.D

Acqg On : 06 Feb 2025 00:07
Operator : MD/SY

Sample : Q1226-24

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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|
Cyclohexanone, ... 12.466 4.0 ug/L 197326 3 11.804 244470 5.0
5-Nonanone, 2,8... 13.920 4.3 ug/L 212421 3 11.804 244470 5.0
4-Nonanone, 2,6... 13.968 3.1 ug/L 150482 3 11.804 244470 5.0
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