LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47406.D

Acqg On : 30 Aug 2024 15:00
Operator : RC/JU

Sample : P3794-01

Misc :

ALS vial : 7 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:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM082624 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47406.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.263 61 64 70 rBV 56650 83096 1.08% 0.174%
2 4.557 276 284 290 rBV 165465 234742 3.06% 0.492%
3 5.010 352 361 381 rBV 2570132 3922294 51.12% 8.223%
4 6.569 619 626 650 rBV 2309816 3961420 51.63%  8.305%
5 7.345 750 758 768 rBV 800170 1259771 16.42% 2.641%
6 8.492 946 953 975 rBV 1541506 2718903 35.44% 5.700%
7 10.098 1218 1226 1239 rBV 942433 1621298 21.13% 3.399%
8 10.875 1349 1358 1367 rBV 66720 157267 2.05% 0.330%
9 12.610 1646 1653 1672 rBV 4040797 6317654 82.34% 13.245%
10 13.816 1853 1858 1864 rVB4 56350 116270 1.52%  0.244%
11 13.910 1870 1874 1880 rBV6 31060 77028 1.00% 0.161%
12 14.010 1885 1891 1900 rVV 1411382 2245759 29.27% 4.708%
13 14.239 1926 1930 1931 rBV2 84139 100638 1.31% 0.211%
14 14.263 1931 1934 1939 rVB2 161318 227257 2.96% 0.476%
15 14.798 2021 2025 2030 rBvV2 72102 97858 1.28% 0.205%

16 15.304 2106 2111 2116 rBV2 94711 164202 2.14%
17 15.398 2122 2127 2132 rVB 214873 312505 4.07%
18 15.521 2142 2148 2158 rBV 2946036 4608288 60.06%
19 15.786 2186 2193 2197 rBV 305461 524077 6.83%
20 16.127 2248 2251 2255 rVB3 197640 223726 2.92%

ORrRr VOO
o))
o))
N
R

21 16.610 2329 2333 2340 rVB 564201 857965 11.18%
22 16.774 2356 2361 2371 rBV 1557547 2426373 31.62%
23 17.710 2517 2520 2528 rVB 933139 1200169 15.64%
24 19.009 2738 2741 2744 rBV 424809 492618 6.42%
25 19.439 2809 2814 2827 rVB 5951269 7672685 100.00% 16.086%

(S IV, I
Ul
=
o)
R

26 20.127 2928 2931 2934 rVV 99039 110963 1.45% ©.233%
27 20.162 2934 2937 2947 rVB 261841 345489 4.50% ©.724%
28 20.745 3033 3036 3043 rVB 353392 491005 6.40% 1.029%
29 21.021 3078 3083 3089 rBV 1589536 2183452 28.46% 4.578%
30 21.156 3103 3106 3109 rVB 227670 250639  3.27% ©.525%

31 23.721 3536 3542 3557 rVB 994608 2692027 35.09% 5.644%

Sum of corrected areas: 47697438
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47406.D

Acqg On : 30 Aug 2024 15:00
Operator : RC/JU

Sample : P3794-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM047406.D\data.ms
6000000

5000000

12.61C
4000000

3000000
5.010
6.569

2000000
8.492

1000000 7.345 10.098

3.263 4.557 10.875

Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BM047406.D\data.ms

6000000

19.439

5000000

4000000

15.521
3000000

16.774 21.021
2000000 7.710

1
14.010
16.61 19.009
1000000 §5 7866.127 WMW 20.74%1 156
1389 14,798 183

R e e

Time--> 13. 00 13.50 14.00 14. 50 15.00 15.50 16.00 16. 50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM047406.D\data.ms
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5000000
4000000
3000000
2000000

23.721
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47406.D

Acqg On : 30 Aug 2024 15:00
Operator : RC/JU

Sample : P3794-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.557 3.73 ng 234742  1,4-Dichlorobenzene-d4 7.345

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 28
3 Tetraglyme 222 C10H2205 000143-24-8 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 25
Abundance Scan 284 (4.557 min): BM047406.D\data.ms (-276) (-) m/z 43.10 100.00%
43.1
5000
101.1
e R ABBARSEEEEE R
4.20 4.40 4.60 4.80
Obrrrprrr bl 2l 1880 1929 sz s9.10 63.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L B L LI L B
4.20 4.40 4.60 4.80
101.0 m/z 101.10 27.03%
073.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16417: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43.0
R Aal RammanET
4.20 4.40 4.60 4.80
5000 m/z 58.05 15.80%
101.0
18.0
o PO e amo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #100836: Tetraglyme e SAREEAsTNSsSE St
59.0 4.20 4.40 4.60 4.80
m/z 41.10 8.93%
5000
31.0
103.0
0 ‘\‘ h‘ | N ‘ 133.0 177.0
A e e AR EES R AR mmmEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 30

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
BM047406.D

Aug 2024 15:00

: RC/JU
: P3794-01

7

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.263 2.02 ng 227257  Acenaphthene-di10 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 64
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 64
4 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 50

5 Succinic acid, 2-methylpent-3-yl... 286 C15H2605 1010390-71-5 50

Abundance Scan 1934 (14.263 min): BM047406.D\data.ms (-1931) (- | m/z 43.10 100.00%

43.1
85.1
5000

——
14.00 14.50
mu“ ‘m 27.1169.2 221.1

ol ol Pt TS m/z 71.10

g
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0

5000 T —
14.00 14.50
m/z 57.10 96.18%
ol ‘ h | ‘\ ] 141 0183.0225.0267.0 323.0 380.0
\\\\‘ \\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400
Abundance #303744: Disulfide, di-tert-dodecyl
57.0
— —
14.00 14.50
5000 m/z 85.10 67.33%

o

9.0
‘ 169.0
s QU LAl 00 aoa
m/z--> 50 100 150 200 250 300 350 400

Abundance #74024: Dodecane, 4,6-dimethyl- — —
57.0 14.00 14.50
m/z 69.10 39.48%
5000
‘ ‘11301550
AL U .. R, B O —
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47406.D

Acqg On : 30 Aug 2024 15:00
Operator : RC/JU

Sample : P3794-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.398 2.58 ng 312505 Phenanthrene-d10 16.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Azobenzene 182 C12H1ON2 000103-33-3 53
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 1,2(4H)-Oxazine-3-0l, 5,6-dihydr... 219 C11H9NO4 1000253-25-6 43
5 Phenylglyoxal 134 C8H602 001074-12-0 43

Abundance Scan 2127 (15.398 min): BM047406.D\data.ms (-2122) (- m/z 105.05 100.00%

105.1
77.0 182.1
5000
51.0 — —
15.00 15.50
152.0 5
OFrreepditpreits b Sl 2071 23627 77,05 64.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
770 182.0
5000 = 7
15.00 15.50
51.0 m/z 182.05  61.28%
0 2?.0 | I | 152.0 |
‘\\\\“\\\\’\\\”\‘\\\\‘\\\\’\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56777: Azobenzene
77.0
— =
182.0 15.00 15.50
5000 ITI/Z 51.05 22.37%
51.0 105.0
oo | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #30107: Benzenecarbothioic acid, S-methyl ester

= S

105.0 15.00 15.50
m/z 181.16  9.00%

77.0
5000
51.0
152.0
-4 S S o N g PSSl Vi
miz-> 20 40 60 80 100 120 140 160 180 200 220 240  15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47406.D

Acqg On : 30 Aug 2024 15:00
Operator : RC/JU

Sample : P3794-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane, 5-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.786 4.32 ng 524077  Phenanthrene-d10 16.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 87
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 83
5 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 83
Abundance Scan 2193 (15.786 min): BM047406.D\data.ms (-2186) ({ m/z 57.10 100.00%
57.1
—— —
‘ | 11‘3114711822 15.50 16.00
ol A i | L nSef 24112809 8270 /7 71.10  86.11%
m/z--> 50 100 150 200 250 300
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 e —
15.50 16.00
m/z 43.10 51.03%
1120
O T \ ‘h H‘ T ‘ \“ T \ T ‘ T %8\“3\.0‘ \2\26\.0\ ‘ T T T T ‘ L
miz--> 100 150 200 250 300
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
—— —
15.50 16.00
5000 ITI/Z 85.10 33.23%
113.0
Ll e
miz--> 50 100 150 200 250 300
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester —— —
57.0 15.50 16.00
m/z 41.10 25.79%
‘ ‘ ‘ 113.0
o“‘”‘“”“‘,‘H“HH‘HH‘HH‘H‘ — —
m/z--> 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47406.D

Acqg On : 30 Aug 2024 15:00

Operator : RC/JU

Sample : P3794-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Hexacosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
l6.610  7.07ng 85795 Phenanthrene-dio 16.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 Co6Hs4 000630-01-3 90

2 Octadecane, 1-iodo- 380 C18H37I

3 Heptadecane

240 C17H36

4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44
5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34

000629-93-6 90
000629-78-7 90
054833-48-6 86
1000432-25-9 86

Abundance Scan 2333 (16.610 min): BM047406.D\data.ms (-2329) (- | m/z 57.10 100.00%
57.1
o1 —— —
| ‘ ‘}411 1972 9533 16.50 17.00
ol b b e e m/z 71.10 91.26%
mi/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — ——
16.50 17.00
9.0 m/z 85.10 49.65%
0 ‘ | uh\ \h\ \‘\‘ h‘ %4%? 17830 225.0 267.0 309.0 367.(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #287350: Octadecane, 1-iodo-
57.0
—— —
16.50 17.00
5000 ITI/Z 43.10 48.56%
o0 155.0 253.0
S e M
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane T ——
57.0 16.50 17.00
m/z 41.10 27.03%
= AAﬂdewwmwAfoﬁwmmN%w
9.0
oiso || om0 200 R
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47406.D

Acqg On : 30 Aug 2024 15:00
Operator : RC/JU

Sample : P3794-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.709 9.89 ng 12001706  Phenanthrene-d10 16.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Octadecanoic acid 284 C18H3602 000057-11-4 59
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 2520 (17 710 min): BM047406.D\data.ms (-2517) (- | m/z 73.10 100.00%

5000 129.1 L
213.2

1711 ‘ 256.3 1750 18.00

0 n ol Ll 12951 3%5. . ce.e5 76.76%

\h“ ‘\ whh ‘
mi/z--> 100 150 200 250 300 350
Abundance #143510.n-Hexadecanok:add

5000 129.0 T =1
17.50 18.00

m/z 55.10 51.33%

171.0 213.0 256.0
. w\\mmm_\M\MW,\ WJLW
mi/z--> 100 150 200 250 300 350
Abundance #126199:Pentadecan0k:acm

—— —
17.50 18.00
5000 129.0 m/z 41.10 50.50%
29.0
‘ 199.0 242.0
o= ‘L‘ H w\h”w ‘\\‘\ ul “ ‘ ‘ ‘ ‘\ N— “\‘ T
m/z--> 5 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid —— —
73.0 17.50 18.00

m/z 43.10  48.96%

5000 129.0 wjt\u
29. 185.0 47 284.0

0 ¥ VBRSSO M E—
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47406.D

Acqg On : 30 Aug 2024 15:00
Operator : RC/JU

Sample : P3794-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.009 4.51 ng 492618 Chrysene-d12 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 2741 (19.009 min): BM047406.D\data.ms (-2738) (- | m/z 73.10 100.00%
73.1
5000 129.1 wﬁh
185.2 241.2
T \
m | T
(- O O N P W L 5 m/z 60.85  75.37%
m/z--> 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
5000 S :
129 0 19.00
3.0 284.0 m/z 43.10 74.82%
‘ 185.0 2410
oL “\‘ ‘ HH u‘h\ M\ al ‘\"‘ 1 “‘ \’ it “ - €L .
miz--> 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
T \
19.00
5000 m/z 55.10 51.44%
129.0
185.0 228.0
0 “ uhh h” M‘\ il \ L m\ ‘\ \’ ) “\‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid —
43.0 19.00
m/z 41.10 51.15%
5000
20 129.0 242.0
‘ 199.0
0 H“‘M‘H‘\ \\M‘ h\‘ ‘H‘\‘\“"\‘ ‘\‘\“ HH\“H“HH“ ——
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47406.D

Acqg On : 30 Aug 2024 15:00
Operator : RC/JU

Sample : P3794-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane, 10-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.162 3.16 ng 345489 Chrysene-d12 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
2 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 72
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
4 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 50
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 47

Abundance Scan 2937 (20.162 min): BM047406.D\data.ms (-2934) (- ' m/z 71.10 100.00%

71.1
5000
13.1

—— —
20.00 20.50
208.1

- ‘Mw W’ | ‘ ‘ dr,2690315.3357.0 403 /s 57 10 86.93%

mi/z--> 50 100 150 200 250 300 350 400

Abundance #194595: Eicosane, 10-methyl-

57.0
5000 — ——

20.00 20.50

m/z 85.10  80.44%

9.0
154.0
o bty T asroz0zeio
m/z--> 50 100 150 200 250 300 350 400
Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0

20.00 20.50

5000 m/z 43.10 63.17%
155.0
0 %,2070 W
m/z--> 50 100 150 200 250 300 350 400
Abundance #45512: Decane, 3,8-dimethyl- — —
57.0 20.00 20.50

m/z 99.10  35.97%

5000
L
0]

I - e
miz--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47406.D

Acqg On : 30 Aug 2024 15:00
Operator : RC/JU

Sample : P3794-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Heptadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.745 4.50 ng 491005  Chrysene-d12 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 92
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91

Abundance Scan 3036 (20.745 min): BM047406.D\data.ms (-3033) (- | m/z 57.10 100.00%

57.1
5000

51 — ‘ ‘
20.50 21.00
207.1
0l ‘Wh*uxzsmsgm m/z 43.1e 83.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #121337: 1-Heptadecene
43.0

5000 U
20.50 21.00

m/z 83.10 79.19%

1.0
O\\‘\ “\\\‘\J‘l\i\‘\‘\\\\‘\2\3\‘\8‘.9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0

7
20.50 21.00
5000 m/z 55.10 76.98%

| %5.0

238.0 434.0
0+ “HM‘N\\‘\‘M‘u\‘m\H‘\u\‘u\\‘uu‘\u\‘\m‘\m‘\m‘uu‘\
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester 7
57.0 20.50 21.00
m/z 69.10 71.15%

- NJ\\/JWA
5.0
] 1 h ] 252.0
L] v

LT AN TROR M. <1 6481

7 7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47406.D

Acqg On : 30 Aug 2024 15:00
Operator : RC/JU

Sample : P3794-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.156 2.30 ng 250639  Chrysene-di2 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 78
3 9-Methylheneicosane 310 C22H46 070475-51-3 58
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 52
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 46

Abundance Scan 3106 (21.156 min): BM047406.D\data.ms (-3103) (- | m/z 71.10 100.00%
711

1271 . ‘
2100 2150

93.0
- ‘LmMJWVLELM‘“w?7?ﬁ“3ﬁ?}w,4?9ﬁ‘4§%' m/z 57.10 93.77%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141058: Octadecane
57.0

5000

T
21.00 21.50
m/z 85.10  83.37%

\“\ ‘J“‘\ ‘f‘ 1”\1“]-\“3\-‘\\0{‘]‘-\\6?.\‘0\“ T \2\5“4\.9\ T ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123970: Hexadecane, 2-methyl-
57.0

T
21.00 21.50

o

5000 m/z 43.10 66.02%
197.0
113.0
I 18355 AT S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212285: 9-Methylheneicosane —— —
57.0 21.00 21.50

m/z 99.10 44.31%

5000
140.0
196.0
\ u‘\ | JH bl | 295.0

O b b e e ST = ahas
miz--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47406.D

Acqg On : 30 Aug 2024 15:00
Operator : RC/JU

Sample : P3794-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@82624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Pentanone, 4-... 4.557 3.7 ng 234742 1 7.345 1259770 20.0
Heptacosane 14.263 2.0 ng 227257 3 14.010 2245760 20.0
Benzophenone 15.398 2.6 ng 312505 4 16.774 2426370 20.0
Tridecane, 5-pr... 15.786 4.3 ng 524077 4 16.774 2426370 20.0
Hexacosane 16.610 7.1 ng 857965 4 16.774 2426370 20.0
n-Hexadecanoic ... 17.709 9.9 ng 1200170 4 16.774 2426370 20.0
Octadecanoic acid 19.009 4.5 ng 492618 5 21.021 2183450 20.0
Eicosane, 10-me... 20.162 3.2 ng 345489 5 21.021 2183450 20.0
1-Heptadecene 20.745 4.5 ng 491005 5 21.021 2183450 20.0
Octadecane 21.156 2.3 ng 250639 5 21.021 2183450 20.0
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