LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40125\
Data File : VN@86197.D

Acqg On : 01 Apr 2025 15:37
Operator : JC\MD

Sample : Q1659-02 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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_N\methods\82N©31825W.M

Title : SW846 8260

Signal : TIC: VN@86197.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.677 270 293 294 rBV 31000 84972 1.16% 0.310%
2 3.718 296 300 302 rBV5 160936 154154 2.10% 0.562%
3  3.789 306 312 315 rBV6 502099 1009110 13.74% 3.676%
4 3.812 315 316 317 rVB 878990 310283 4.23% 1.130%
5 3.830 317 319 329 rBV 341966 487003 6.63% 1.774%

6 5.594 615 619 621 rVB 105058 111958 1.52% o
7 5.647 621 628 632 rBV 3156650 4289381 58.42% 15.
8 8.794 1153 1163 1172 rBV2 568266 1313304 17.89% 4.785%
9 9.094 1208 1214 1219 rBV 134929 313998 4.28% 1
9.182 1219 1229 1251 rVB 812013 2090575 28.47% 7

11 9.506 1276 1284 1296 rVB 737489 1472957 20.06% 5
12 10.771 1491 1499 1510 rBV 1003929 1798981 24.50% 6
13 11.959 1694 1701 1707 rBV 869164 1600613 21.80% 5.832%
14 12.888 1852 1859 1869 rVB 496828 848788 11.56% 3
15 13.717 1995 2000 2009 rBV5 40716 83564 1.14% ©

16 13.812 2009 2016 2021 rVV 402503 689449  9.39%  2.512%
17 13.876 2021 2027 2034 rVV3 60776 125523 1.71% ©.457%
18 14.241 2081 2089 2108 rBV 4534800 7342297 100.00% 26.750%
19 14.488 2126 2131 2140 rVB 344948 577089 7.86% 2.103%
20 15.370 2269 2281 2288 rBV3 102172 253274  3.45% 0.923%

21 15.506 2292 2304 2319 rVV2 392442 898413 12.24%
22 15.647 2321 2328 2341 rVB6 65735 193260 2.63%
23 15.823 2346 2358 2364 rBV3 71152 173201 2.36%
24 15.882 2364 2368 2376 rVB5 35657 75895 1.03%
25 16.006 2379 2389 2406 rBV 473026 983433 13.39%

wooow
a
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=
R

26 16.411 2451 2458 2467 rBV3 78754 166212 2.26%
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o))
(o]
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B

Sum of corrected areas: 27447687
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 01 Apr 2025 15:37

: Q1659-02 50X
: 5.0mL/MSVOA_N/WATER
: 9

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe40125\
VN@e86197.D

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN086197.D\data.ms
4000000
5.647
3000000
2000000
1000000 3.812
: §0 5.504
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
Time--> 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 6.80
Abundance TIC: VN086197.D\data.ms
4000000
3000000
2000000
10.771
1000000 9.182 9.506
8.794 ’
0= T T T T T T 1 ——
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN086197.D\data.ms
14.241
4000000
3000000
2000000
1000000+1-959
12.888 13.812 14.488 15.506 16.006
13.713.876 15.370/\15.6415.8 2% 16.411
O T ‘ T T ‘ T T T ‘ T T T ‘ T T T T T T ‘ T T ‘ T T T T T/x\ij\\’\\ ‘ T T T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40125\
Data File : VN@86197.D

Acqg On : 01 Apr 2025 15:37
Operator : JC\MD

Sample : Q1659-02 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 wunknown3.789 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

3.789 38.42 ug/l 1009110 Pentafluorobenzene 8.800

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2-pi(2,3,7,8,12,13,17,18-octae... 1093 C74H92N8 106085-73-8 11
2 5-Germaspiro[4.4]nona-1,3,6,8-te... 538 C36H32Ge 150479-95-1 11
3 1,10-Phenanthroline, 2,9-bis(dip... 548 C36H26N2P2 122768-46-1 10
4 Ferrocene, 1,1'-bis[(pentafluoro... 546 C24H12F10Fe 055494-16-1 9

5 Indomethacin, dodecyl ester 525 C31H40C1NO4 1000405-10-7 9

Abundance Scan 312 (3.789 min): VN086197.D\data.ms (-306) (-) m/z 37.20 100.00%
37.2

5000

I
DAL B B e e

3.40 3.60 3.80 4.00 4.20

e m/z 36.08 52.15%
miz--> 0 200 400 600 800 1000

Abundance #350600: 1,2-Di(2,3,7,8,12,13,17,18-octaethyl-21H,23H-f
548.0

0

5000 A ARSI
1092, | 3:403.60 3.80 4.00 4.20

m/z 385.60  51.15%

0 2ra0 Ll 829.0

‘ T T T T ‘ T T T T ‘ T T T [ T T T T ‘ T T T T ’ T T T
m/z--> 0 200 400 600 800 1000
Abundance #342720: 5-Germaspiro[4.4]nona-1,3,6,8-tetraene, 2,7-di
538.0

3.40 3.60 3.80 4.00 4.20
5000 m/z 412.20  49.80%
151.0

il

d
miz--> 0 200 400 600 800 1000

Abundance #343649: 1,10-Phenanthroline, 2,9-bis(diphenylphosphin RERREE ‘N‘\‘ I A ‘4‘ T
548.0 3.40 3.60 3.80 4.00 4.20

m/z 375.10  48.69%

i

o

1]
et

5000
183.0 362.0

0390 L Ll ]l l

m/z--> 0 200 400 600 800 1000 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40125\
Data File : VN@86197.D

Acqg On : 01 Apr 2025 15:37
Operator : JC\MD

Sample : Q1659-02 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 unknown3.830 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.830 18.54 ug/1 487003  Pentafluorobenzene 8.800

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 urea, N,N'-bis(2-mercaptoethyl)- 180 C5H12N20S2 1000404-84-9 47
2 Guanosine, 2'-0-methyl- 297 C11H15N505 002140-71-8 38
3 2-Chloro-2-phenylethylamine 155 C8H1eC1N 004633-92-5 28
4 2-Propenoyl chloride 90 C3H3Clo 000814-68-6 28
5 Ethanedial,1,2-dichloro-, bis(0-... 240 C6H6C12N204 089715-76-4 25

Abundance Scan 319 (3.830 min): VN086197.D\data.ms (-317) (-) m/z 43.10 100.00%

5000 J\/%
e e
1326 2278 3106 354, 4530 549. 3.60 3.80 4.00 4.20
0 m/z 45.20 54.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55111: urea, N,N'-bis(2-mercaptoethyl)-
80.0
5000 L L B I LN B
3.60 3.80 4.00 4.20
133.0 m/Z 44.20 39.33%
O \M\IN‘J\‘\‘R\\‘\\‘\\\“\\\I\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194738: Guanosine, 2'-O-methyl-
P9.0 151.0
T e
3.60 3.80 4.00 4.20
5000 m/z 42.10 25.22%
87.0 208.0
’ ‘ 297.0
0 T O A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32606: 2-Chloro-2-phenylethylamine R A R S
B0.0 3.60 3.80 4.00 4.20
m/z 35.10 20.58%
5000
91.0 n
YW T2 S —— SESNSRNR || AN——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40125\
Data File : VN@86197.D

Acqg On : 01 Apr 2025 15:37
Operator : JC\MD

Sample : Q1659-02 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 Acetic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.647 163.31 ug/1 4289380  Pentafluorobenzene 8.800

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid 60 C2H402 000064-19-7 90
2 Ammonium acetate 77 C2H7NO2 000631-61-8 64
3 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 45
4 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 25
5 Carbonyl sulfide 60 COS 000463-58-1 5
Abundance Scan 628 (5.647 min): VN086197.D\data.ms (-621) (-) m/z 43.10 100.00%
5000 JL
R AARRaRERES
5.40 5.60 5.80 6.00
ol b 2O 2900 myz 45010 93.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #301: Acetic acid
43.0
5000 T[T T T[T T[T rTT
150 5.40 5.60 5.80 6.00
m/z 60.10 71.80%
O' \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1128: Ammonium acetate
43.0
17.0 =
5.40 5.60 5.80 6.00
5000 m/z 42.10 16.77%
ouwlm‘:mMwHH_Hwwwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #322: Hydrazine, 1,2-dimethyl- R A ARRRRER TS
45.0 5.40 5.60 5.80 6.00
m/z 44.10 9.69%
5000
15.0 ‘
A REHEE—————
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40125\
Data File : VN@86197.D

Acqg On : 01 Apr 2025 15:37
Operator : JC\MD

Sample : Q1659-02 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 Ammonium acetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.182 70.97 ug/l 2090580 1,4-Difluorobenzene 9.506

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid 60 C2H402 000064-19-7 90
2 Ammonium acetate 77 C2H7NO2 000631-61-8 64
3 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 50
4 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 37
5 Formic acid hydrazide 60 CH4N20 000624-84-0 9
Abundance Scan 1229 (9.182 min): VN086197.D\data.ms (-1219) (-) m/z 43.10 100.00%
60.1
5000
T
6.1 M 3 8.80 9.00 9.20 9.40 9.60
. 73.1 o
Ot e e e e e e e e e m/z 45.10 96.03%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #301: Acetic acid
43.0
60.0
5000 L L L L LN B I I
150 8.80 9.00 9.20 9.40 9.60
m/z 60.10 74.01%
29.0
O H‘HH‘HE\‘Ml\‘\H\‘HMMH\‘HH“\! 1 HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1128: Ammonium acetate
43.0
17.0 T
60.0 8.80 9.00 9.20 9.40 9.60
5000 m/z 42.10 16.93%
29.0 ‘
O breprrreertHHb ey e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #322: Hydrazine, 1,2-dimethyl-  EAREaEES L —
45.0 60.0 8.80 9.00 9.20 9.40 9.60
m/z 44.10 12.30%
30.0
5000
15.0
0 HWWH}HWm‘ml‘llu‘mwm b T R mma e RRRaamas
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40125\
Data File : VN@86197.D

Acqg On : 01 Apr 2025 15:37
Operator : JC\MD

Sample : Q1659-02 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 1-Octanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.241 532.48 ug/l 7342300 1,4-Dichlorobenzene-d4 13.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol 130 C8H180 000111-87-5 91
2 Formic acid, octyl ester 158 C9H1802 000112-32-3 90
3 1-Nonanol 144 C9H200 000143-08-8 86
4 Cyclooctane 112 C8H16 000292-64-8 80
5 1-Heptene 98 C7H14 000592-76-7 47
Abundance Scan 2089 (14.241 min): VN086197.D\data.ms (-2081) (- | m/z 56.15 100.00%
56.1
84.2
5000
1122 ) 14 00 14 50
bl A 22 2072 2671 h/p 5520 91.05%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #15658: 1-Octanol
56.0
5000 84.0 — —_
14.00 14.50
2710 m/z 41.1 78.24%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #35336: Formic acid, octyl ester
41.0
70.0 ——
14.00 14 50
5000 m/z 69.2 71.24%
LiLL e
Ot wWm_m_m‘w‘w,wwmemm
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24382: 1-Nonanol ——
56.0 14.00 14 50
m/z 70.15 69.40%
5000
97.0
O o 1280 S —
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40125\
Data File : VN@86197.D

Acqg On : 01 Apr 2025 15:37
Operator : JC\MD

Sample : Q1659-02 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 3-Carene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.488 41.85 ug/l 577089 1,4-Dichlorobenzene-d4 13.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Carene 136 C1OH16 013466-78-9 60
2 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1lOH16 000488-97-1 60
3 .gamma.-Terpinene 136 C1OH16 000099-85-4 55
4 Linalool 154 C1eH180 000078-70-6 53
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 53
Abundance Scan 2131 (14.488 min): VN086197.D\data.ms (-2126) (- | m/z 93.15 100.00%
71.2 93.2
41.2
5000
121.2 PSS
14.50
0! ol L 2542 2072 g1 15 87.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18000: 3-Carene
93.0
5000
1450
41.0 136.0 m/z 41.20 54.26%
‘ 67.0 ‘ ‘
0\\\‘\‘\‘\\‘i‘\\‘}“\“\“”‘\\ \\‘\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18216: Tricyclo[2.2.1.0(2,6)]heptane, 1,3,3-trimethyl-
93.0
1450
5000 m/z 55.20 41.70%
121.0
410 4 ‘ ‘
o"“WUMMMM""H"wwwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18039: .gamma.-Terpinene ——
93.0 14.50
m/z 69.20 40.83%
5000
136.0
43.0 ‘
oo el hoy |l L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe40125\
Data File : VN@86197.D

Acqg On : 01 Apr 2025 15:37

Operator JC\MD

Sample : Q1659-02 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.M
: 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 Isoborneol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.370  18.37 ug/1 253274  1,4-Dichlorobenzene-d4 13.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoborneol 154 C10H180 000124-76-5 81
2 endo-Borneol 154 C10H180 000507-70-0 76
3 Bicyclo[2.2.1]heptan-2-01, 1,7,7... 154 C1OH180 000464-45-9 70
4 1,7,7-Trimethylbicyclo[2.2.1]hep... 154 C10H180 010385-78-1 60
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 58

Abundance Scan 2281 (15.370 min): VN086197.D\data.ms (-2269) (- | m/z 95.20 100.00%
95.2
41.2
67.2 121.2 T T 7
1541 15.00 15.50
0 e WAL 2072 sy 93,20 36.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30933: Isoborneo
95.0
5000 | UM
410 15.00 15.50
: m/z 41.20 30.17%
67.0 121.0
0 \Hi‘m‘\‘r“‘l“ \W“\ T “‘\ TT H \1\5\‘\1‘0\ T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30954: endo-Borneo
953.0
. ——
15.00 15.50
5000 m/z 67.20 24 .05%
410 67.0 139.0
0‘}%9W‘wHJM‘mewwﬂ‘whﬂ‘u‘$“w‘u“u‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31315: Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-, (1S-e —4 R
95.0 15.00 15.50
m/z 55.05 23.15%
5000
41.0 7.0 139.0
Oyl ol L o, S
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40125\
Data File : VN@86197.D

Acqg On : 01 Apr 2025 15:37
Operator : JC\MD

Sample : Q1659-02 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 .alpha.-Terpineol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.506  65.15 ug/1 898413 1,4-Dichlorobenzene-d4 13.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Terpineol 154 C10H180 000098-55-5 91
2 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1@H16 000099-86-5 90
3 .gamma.-Terpinene 136 C1OH16 000099-85-4 87
4 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 83
5 2-Carene 136 C10H16 000554-61-0 83

Abundance Scan 2304 (15.506 min): VN086197.D\data.ms (-2292) (- | m/z 59.20 100.00%

59.2 93.2
121.2
5000
T

H 15.50
1L \‘H M‘ -

2082 250 )
b A L2082 2890 g3 50 o4.64%

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #30996: .alpha.-Terpineol
59.0 93.0
121.0

5000
15 50

m/z 121.20  66.57%

2ol JLi
\\\’\\\\}\\“\“\i‘\‘\“\\‘\\JL‘\“1\\“\\\‘\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #18219: 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)-
93.0 121.0
o

o

o

15.50
5000 m/z 136.30 50.50%
43.0
TP W N S—
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18039: .gamma.-Terpinene P ‘
93.0 15.50

m/z 81.15 44.83%

5000
136.0
43.0 ‘
0, \“ W ‘\ “ J
P

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 15.50

O
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40125\
Data File : VN@86197.D

Acqg On : 01 Apr 2025 15:37
Operator : JC\MD

Sample : Q1659-02 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 unknownl5.647 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.647 14.02 ug/l 193260 1,4-Dichlorobenzene-d4 13.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 49
2 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 45
3 Cyclohexaneethanol 128 C8H160 004442-79-9 43
4 Bicyclo[4.1.0]heptane, 2-methyl- 110 C8H14 041977-46-2 41
5 Hexenyl angelate, 4z- 182 C11H1802 1000383-63-7 35
Abundance Scan 2328 (15.647 min): VN086197.D\data.ms (-2321) (1 m/z 57.20 100.00%
57.2
128.2
5000
95.2
= =
“ ‘\ | 208.3 . 15.50 16.00
ob——Li At m/z 67.20 99.51%
miz-> 50 100 150 200 250
Abundance #6699: Bicyclo[3.2.1]octane
67.0
5000 - e
110.0 15.50 16.00
m/z 41.10 92.92%

0-—1— “‘H‘\“h\ } \“| T L B B B B B
miz--> 50 100 150 200 250
Abundance #19520: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
81.0
123.0

T =
15.50 16.00

so00{ 410 m/z 81.20 87.40%
AR TAY 1
m/z--> 50 100 150 200 250
Abundance #14312: Cyclohexaneethanol LN e
81.0 15.50 16.00

m/z 82.20 77.91%

5000 41.0

‘?

I \ h\‘h L 110

I
m/z--> 50 100 150 200 250 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40125\
Data File : VN@86197.D

Acqg On : 01 Apr 2025 15:37
Operator : JC\MD

Sample : Q1659-02 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 Cyclodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.006 71.32 ug/l 983433  1,4-Dichlorobenzene-d4 13.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecane 140 C10H20 000293-96-9 96
2 1-Decanol 158 C10H220 000112-30-1 91
3 1-Undecanol 172 C11H240 000112-42-5 91
4 Bromoacetic acid, decyl ester 278 C12H23Bro02 005436-93-1 90
5 E-11,13-Tetradecadien-1-o0l 210 C14H260 1000131-00-3 90
Abundance Scan 2389 (16.006 min): VN086197.D\data.ms (-2379) (-~ | m/z 55.15 100.00%
55.1
- e \_MJL
U \
‘ | 1402 207.3 ' 16.00
ol ol dhlrd ) 1402 0 2073 2811 o 76,15 80.93%
miz-> 50 100 150 200 250
Abundance #20646: Cyclodecane
55.0
5000 ) :
97.0 16.00
m/z 56.20 76.59%
‘ 140.0
01\5.\()“‘\ L “‘ T H \H T ““ \‘H T T ! ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #34602: 1-Decano
70.0
N \
16.00
5000 m/z 69.20 71.37%
112.0
AL
oL “w‘“‘, “ S
miz--> 50 100 150 200 250
Abundance #47350: 1-Undecanol =T
55.0 16.00
m/z 41.20 70.29%
- | ¢
g0 e L
m/z--> 50 100 150 200 250 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40125\
Data File : VN@86197.D

Acqg On : 01 Apr 2025 15:37
Operator : JC\MD

Sample : Q1659-02 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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|
unknown3.789 3.789 38.4 ug/l 1009110 1 8.800 1313300 50.0
unknown3.830 3.830 18.5 ug/l 487003 1 8.800 1313300 50.0
Acetic acid 5.647 163.3 ug/l 4289380 1 8.800 1313300 50.0
Ammonium acetate 9.182 71.0 ug/l 2090580 2 9.506 1472960 50.0
1-Octanol 14.241 532.5 ug/l 7342300 4 13.812 689449 50.0
3-Carene 14.488 41.9 ug/l 577089 4 13.812 689449 50.0
Isoborneol 15.370 18.4 wug/l 253274 4 13.812 689449 50.0
.alpha.-Terpineol 15.506 65.2 ug/l 898413 4 13.812 689449 50.0
unknown15.647 15.647 14.0 ug/l 193260 4 13.812 689449 50.0
Cyclodecane 16.006 71.3 ug/l 983433 4 13.812 689449 50.0
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