LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131370.D

Acqg On : 23 Nov 2022 20:00
Operator : CG\JU

Sample : N5642-02

Misc :

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:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131370.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.122 3 6 12 rVB 249335 322975 10.44% 1.440%
2 2.322 33 40 46 rVB 920241 1209246 39.09% 5.392%
3 5.187 522 527 538 rVB 357344 442434 14.30% 1.973%
4 5.569 586 592 595 rBV 2764648 2776010 89.74% 12.379%
5 6.569 755 762 765 rBV 2443299 2806950 90.74% 12.517%
6 6.951 823 827 830 rBV 1058596 842507 27.24%  3.757%
7 7.516 917 923 926 rBV 1776282 1835272 59.33% 8.184%
8 8.239 1038 1046 1049 rBV 1251516 1062977 34.36% 4.740%
9 9.322 1223 1230 1233 rBV 3512752 3093418 100.00% 13.794%
10 9.392 1236 1242 1245 rBV 49576 41153 1.33% 0.184%

11 10.004 1340 1346 1349 rBV 1369666 1098024 35.50%
12 10.427 1411 1418 1421 rBV 38620 34158 1.10%
13 10.722 1462 1468 1471 rBV 129894 111378 3.60%
14 10.792 1476 1480 1484 rBV 1718542 1519653 49.13%

OO P
IS
©
~
R

15 11.498 1596 1600 1603 rBV 1129065 931820 30.12% 155%
16 12.021 1685 1689 1694 rBV 264865 234395 7.58% 1.045%
17 12.716 1804 1807 1812 rBV 29760 34331 1.11% 0.153%
18 12.810 1819 1823 1827 rBV2 101229 97964 3.17% 0.437%
19 12.957 1842 1848 1851 rBV2 22211 38940 1.26% 0.174%
20 13.092 1867 1871 1875 rBV 2161521 2034691 65.77% 9.073%
21 13.663 1963 1968 1971 rBV2 46282 49377 1.60% 0.220%
22 13.998 2021 2025 2027 rBV2 60854 68291 2.21% 0.305%
23 14.157 2048 2052 2055 rVB 623634 586095 18.95% 2.614%
24 14.251 2065 2068 2076 rVB 29508 35616 1.15% 0.159%
25 14.315 2076 2079 2083 rVB 55684 47781 1.54% 0.213%
26 14.621 2128 2131 2135 rBV 54882 50249 1.62% 0.224%
27 14.951 2183 2187 2191 rVB2 51847 60612 1.96% 0.270%
28 15.033 2198 2201 2205 rVB2 55854 59140 1.91% 0.264%
29 15.315 2245 2249 2255 rBV 61503 73792 2.39% 0.329%
30 15.692 2308 2313 2316 rBV 435109 563961 18.23% 2.515%
31 15.727 2316 2319 2325 rVB 54664 76835 2.48% 0.343%
32 16.198 2395 2399 2405 rBV2 48709 71709 2.32% 0.320%
33 16.751 2488 2493 2502 rVB 36982 75569 2.44% 0.337%
34 17.398 2599 2603 2609 rVB4 22355 37761 1.22% 0.168%
Sum of corrected areas: 22425084
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\

BF131370.D
: 23 Nov 2022 20:00
: CG\JU
: N5642-02
: 9 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF131370.D\data.ms

5.569
6.569

7.516

6.951
2.322

5.187

122

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance
3500000

3000000
2500000
2000000
1500000
1000000

500000

TIC: BF131370.D\data.ms
9.322

13.092

10.792

8.239 10.004
’ 11.498

12.021

10.427 10%}@

Time-->

A A B

12.50 13.00

10.00 10.50 11.00 11.50 12.00

Abundan
500000

3000000
2500000
2000000
1500000
1000000

500000

TIC: BF131370.D\data.ms

14.157
15.692

13.663 13.99 .Qwsls.sls 15|727 16.198 16.751 17.398

Time-->

‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF112122.M Fri Nov 25 12:38:19 2022

Page: 3




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131370.D

Acq On : 23 Nov 2022 20:00
Operator : CG\JU

Sample : N5642-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.322  28.71 ng 1209250 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 25
Abundance  Scan 40 (2.322 min): BF131370.D\data.ms (-33) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
e e
‘ ‘ 220 240 2.60
Oberrrrerrrerrredibe 20wz 43.65  49.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI LA ELA L B BB A
220 240 2.60
43.0 o
‘ 87.0 m/z 55.00  33.86%
29.0
O H\‘\H\‘\H\“\H\“H!\[H\\9‘(\)\H“\}H‘H\\‘\H\‘\H\‘H\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0 /\
R ma e e
220 240 2.60
5000 m/z 87.10 26.43%
55.0
27.0 41|
oL 140 ol 98.0 115.0
“W‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15768: 2,2,4-Trimethyl-3-pentanol R
73.0 220 240 2.60
m/z 41.10 15.56%
87.0
41.0 55.0
5000
Joase ML)l
“W‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131370.D

Acq On : 23 Nov 2022 20:00
Operator : CG\JU

Sample : N5642-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.187 10.50 ng 442434  1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 32
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 527 (5.187 min): BF131370.D\data.ms (-522) (-) m/z 43.00 100.00%
43.0
59.0
5000
s ERR R o
| 650 10‘1'0 4.80 5.00 5.20 5.40 5.60
bt bl L m/z 59.00 53.71%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R L
59.0 4.80 5.00 5.20 5.40 5.60
m/z 58.00 16.07%
101.0
O \\’\\\\‘\\\?‘T‘-\.O\\\“”‘\\\‘\\‘}1‘\\\\‘\\\\8‘:\3\.?\‘\\\1‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
s AR o
4.80 5.00 5.20 5.40 5.60
5000 57.0 m/z 101.00 14.75%
29.0
101.0
0 H,‘m“H““‘m“lm“mm“““7‘8"9‘”‘””_”“
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4156: 1-Propen-2-ol, acetate s A maR R o
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.15%
5000
58.0
150 270 20 100.0
O b e e T e e e R R e R
m/z--> 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131370.D

Acq On : 23 Nov 2022 20:00
Operator : CG\JU

Sample : N5642-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.722 2.03 ng 111378  Acenaphthene-di0 10.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzoylformic acid 150 C8H603 000611-73-4 55
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 49
4 Isonitrosoacetophenone 149 C8H7NO2 000532-54-7 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 1468 (10.722 min): BF131370.D\data.ms (-1462) (- m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0
—r— =
10.50 11.00
152.0
O b el e b 22T Tz 77.00 61.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 e ot
10.50 11.00
510 m/z 182.10  56.21%
NELE Ll 1260 1520 |
\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28215: Benzoylformic acid
105.0
77.0 — —
10.50 11.00
5000 m/z 51.00 32.30%
51.0
210, L | 150.0
R A s o A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40424: Benzeneacetic acid, .alpha.-oxo-, methyl ester ey L. ‘
105.0 10.50 11.00
m/z 50.00 10.96%
77.0
5000
51.0
o290 | 1360 1640
et —— ——
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131370.D

Acq On : 23 Nov 2022 20:00
Operator : CG\JU

Sample : N5642-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.021 5.03 ng 234395 Phenanthrene-d10 11.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1689 (12.021 min): BF131370.D\data.ms (-1685) (- m/z 43.05 100.00%
43.0 |73.0
5000
129.0
213.2 T T
‘ 101.0 157.2185.1 256.1 12.00
A — m/z 59.95  95.46%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
12.00
167.01g5 02130  256.0 m/z 72.95 94.99%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
a30 |30
1 \
12.00
5000 129.0 m/z 57.00 80.79%
171.0
214.0
0150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid B
43.0 ,73.0 12.00
m/z 55.00 77.90%
5000 129.0
199.0
s ) e T
0%§Rk“JWNWwmewWMMMWHJMJHJHWH‘WHH_‘H_ s
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131370.D

Acq On : 23 Nov 2022 20:00
Operator : CG\JU

Sample : N5642-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.810 2.10 ng 97964  Phenanthrene-d10 11.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Undecanoic acid 186 C11H2202 000112-37-8 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1823 (12.810 min): BF131370.D\data.ms (-1819) (- m/z 43.05 100.00%
43.0

73.0

5000

2

12.50 13.00
m/z 57.10  84.20%

0,
m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid

73.0

IS
w
o

5000 129.0
12.50 13.00
m/z 72.95 83.44%
LT O
0\\\‘\" h \“ HH\H‘H‘ M“““\“‘\‘ ‘L““\‘
m/z--> 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
ey P
12.50 13.00
5000 129.0 m/z 60.00 81.11%
185.0
228.0
oL ‘\“ H il u‘“‘ uh\‘\‘ ;M‘\‘h; “ : \‘\“ At “‘ e
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid e TS o
60.0 12.50 13.00

m/z 55.00  79.56%

5000 129.0

97.0 171 0 2130 256.0

oLb—— ‘M’ HH‘\ \\h”\ ‘H‘\ ul, | “ L

m/z--> 100 150 200 250 12.50 13.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131370.D

Acq On : 23 Nov 2022 20:00
Operator : CG\JU

Sample : N5642-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.998 2.33 ng 68291  Chrysene-d12 14.157
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Heneicosane 296 (C21H44 000629-94-7 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 2025 (13.998 min): BF131370.D\data.ms (-2021) (- m/z 57.00 100.00%
57.0
2000 M
——
163.1229.9 14.00
Ol bbb B e m/z 43.00 78.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
5000 T
14.00
m/z 71.10 59.92%
ol L f27.0197.0 281.0  394.0
‘\H\‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
——
14.00
5000 m/z 85.00 38.42%
7.0
ol LI 1270197.0267.0337.0407.0 491.0562.0
A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194588: Heneicosane T
57.0 14.00
m/z 55.00 30.27%
- Mm
0 J 12709970 296.0
e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131370.D

Acq On : 23 Nov 2022 20:00
Operator : CG\JU

Sample : N5642-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Tridecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.951 2.15 ng 60612  Perylene-d12 15.692
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 83
2 Octacosane 394 C28H58 000630-02-4 83
3 Octadecane 254 C18H38 000593-45-3 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 2187 (14.951 min): BF131370.D\data.ms (-2183) (- m/z 57.05 100.00%
57.0
5000 m
9.0 15.00
219.1 :
ol 3L, 2ses020 m/z 43.00 61.83%
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 IR
15.00
m/z 71.05 53.19%
‘ 9.0 183.0
O \“\‘ ‘\“‘ \‘L‘ \“\“‘ \‘\]T\4.\]-‘()\ T ‘ T T ‘ T \3‘ \0\0\ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
——
15.00
5000 m/z 85.00 39.50%
9.0
oL | 1] 141.0183.0225.0 281.0 337.0 394.
A o o B S L
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane —
57.0 15.00
m/z 55.00 23.61%
0 \\‘ L H‘ ‘ 141 0 183 0 254 0
“““““““““““““““““““ ——
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131370.D

Acq On : 23 Nov 2022 20:00
Operator : CG\JU

Sample : N5642-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.033 2.10 ng 59140  Perylene-di2 15.692
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 89
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 76
3 Squalene 410 C30H50 000111-02-4 64
4 Supraene 410 C30H50 007683-64-9 64
5 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 59

Abundance Scan 2201 (15.033 min): BF131370.D\data.ms (-2198) (- m/z 69.00 100.00%

69.0
5000
149.0 o ‘
15.00
ol byl 0}, 191023922800 3410 - ai o0 4360
m/z--> 50 100 150 200 250 300 350 400
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
5000 —— :
15.00
m/z 41.00 28.48%
7.
L0 arr
O\H H‘“\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
T \
15.00
5000 ITI/Z 149.00 25.60%
137.0
027'4 byl 4290
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene T ‘
69.0 15.00
m/z 67.95 15.04%
5000
121.0
0270 || |11 1750 23102130 3410 10
e —
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131370.D

Acq On : 23 Nov 2022 20:00
Operator : CG\JU

Sample : N5642-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.315 2.62 ng 73792  Perylene-d12 15.692
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2249 (15.315 min): BF131370.D\data.ms (-2245) (- m/z 57.05 100.00%
57.0
5000 m
15‘00‘ ‘15‘50‘
4. o 183.1 2250 2819 . : :
ob— J h“ ‘H LA Lol 28193820 s 4310 62.41%
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 — —
15.00 15.50
m/z 71.10 58.44%
99.
O \‘\ M“‘\ H‘ H‘ “‘ \“ \]‘_\4\]_‘0‘\ ]\-8\3\()‘ T T T ‘2\6§.9\ ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
— —
15.00 15.50
5000 m/z 85.00 36.24%
99.0
L 14101830 2250 2820
; — A
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane — —
57.0 15.00 15.50
m/z 55.05 27.11%
w MM
0 ‘\ L L “990 141.0 183.0 226.0
“““““““““““““““““‘ — —
m/z--> 100 150 200 250 300 350 15.00 15.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

BF131370.D
: 23 Nov 2022 20:00
: CG\JU
: N5642-02
: 9 Sample Multiplier: 1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: ASP BNA STANDARDS FOR 5 POI

: C:\Database\NIST20.L

NT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 11 Hexacosane Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
16.198 2.54 ng 71709  Perylene-d12 15.692
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 83
2 Hexacosane 366 C26H54 000630-01-3 83
3 Eicosane, 9-octyl- 394 C28H58 013475-77-9 80
4 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 80
5 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 72

Abundance Scan 2399 (16.198 min): BF131370.D\data.ms (-2395) (- m/z 57.10 100.00%
57.1
5000 AW¢MM“WAN/\NMWMWWW¢M
1600  16.50
155.1 : :
ol “‘ ' “h uh“L R TR ‘2\‘2‘?‘9‘2‘6??‘ 81 m/z 43.10 66.95%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
16.00 16.50
m/z 71.10 58.23%
ol b H “‘ 141.0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— —
16.00 16.50
5000 m/z 85.10 51.23%
9.0
N A S o B e R S
m/z--> 50 100 150 200 250 300 350
Abundance #298428: Eicosane, 9-octyl- T T
43.0 16.00 16.50
m/z 55.00 33.72%
5000 5.0 AMWW%W%WJ\%WMMMMWMJ
27.0 2330281'o
127.
ol Ll om0 B T apoaeg
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131370.D

Acq On : 23 Nov 2022 20:00
Operator : CG\JU

Sample : N5642-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Eicosane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.750 2.68 ng 75569  Perylene-d12 15.692
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane, 2-methyl- 296 C21H44 001560-84-5 80
2 Octadecane 254 C18H38 000593-45-3 80
3 Eicosane 282 C20H42 000112-95-8 76
4 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 72
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 2493 (16.751 min): BF131370.D\data.ms (-2488) (- m/z 57.05 100.00%
1.0

5
5000

113.1 P P
“ Ll \ (1551 2110 2650 355. 16.50 17.00
0 ""‘“meuwﬁwmmjﬁm\kuqmw\‘ugmwg“‘u“H m/z 43.00 64.15%
m/z--> 0 50 100 150 200 250 300 350
Abundance #194594: Eicosane, 2-methyl-
57.0
5000 ToTT

T
16.50 17.00
m/z 71.05 54.38%

9.0 253.0
2‘.(\) T h‘\ ‘\“ “ T “h‘ \““\ ““ \h‘ \?‘-\4\‘]"‘9\ ]‘\.8\‘3\"0‘ \‘ UL “L L \29\6‘.(\) L ‘ T
m/z--> 0 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0

T
16.50 17.00

o

5000 m/z 85.00 46.16%
9.0
0 - ‘\“ | ““ “U\ “H\‘ H“ ‘u‘ ‘:!\-‘4%.‘9‘ ]“'8‘3‘0‘ — ‘2‘5“4‘(‘) T
m/z--> 0 50 100 150 200 250 300 350
Abundance #176385: Eicosane P e
57.0 16.50 17.00

m/z 55.00 24.87%

L7 4018302050 2820
I e A A AL B e R —— —
m/z--> 0 50 100 150 200 250 300 350 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131370.D

Acqg On : 23 Nov 2022 20:00
Operator : CG\JU

Sample : N5642-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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|
Butane, 2-metho... 2.322 28.7 ng 1209250 1 6.951 842507 20.0
2-Pentanone, 4-... 5.187 10.5 ng 442434 1  6.951 842507 20.0
Benzophenone 10.722 2.0 ng 111378 3 10.004 1098020 20.0
n-Hexadecanoic ... 12.021 5.0 ng 234395 4 11.498 931820 20.0
Octadecanoic acid 12.810 2.1 ng 97964 4 11.498 931820 20.0
Octacosane 13.998 2.3 ng 68291 5 14.157 586095 20.0
Tridecane, 1-iodo- 14.951 2.1 ng 60612 6 15.692 563961 20.0
1,5,9-Undecatri... 15.033 2.1 ng 59140 6 15.692 563961 20.0
Nonadecane 15.315 2.6 ng 73792 6 15.692 563961 20.0
Hexacosane 16.198 2.5 ng 71709 6 15.692 563961 20.0
Eicosane, 2-met... 16.750 2.7 ng 75569 6 15.692 563961 20.0
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