LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc : SP-303-20231005

ALS vial : 6 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135908.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.951 484 487 495 rBV 31507 47567 1.17% 0.246%
2 5.375 556 559 585 rBvV 457543 830083 20.50% 4.284%
3 6.392 729 732 755 rBV 330220 476623 11.77% 2.460%
4 6.734 787 790 797 rBV 381403 343810 8.49% 1.774%
5 7.304 883 887 902 rBV 1375733 1228561 30.34% 6.341%

.010 1004 1007 1013 rBV 510366 437942 10.81% 2
.092 1187 1191 1194 rBV 2424560 1995254 49.27% 1e.
.769 1303 1306 1312 rBV 626820 497423 12.28% 2.567%
5
6

O O 0

10.569 1438 1442 1454 rBV 1147594 1061161 26.20%
10 11.139 1532 1539 1558 rBV2 317054 1308375 32.31%

11 11.269 1558 1561 1566 rVB 584766 548365 13.54% 2.830%

12 11.645 1622 1625 1629 rVB3 47870 52297 1.29% 0.270%
13 11.804 1638 1652 1674 rVB 1848271 3376696 83.38% 17.428%
14 12.445 1758 1761 1764 rBV2 34310 43930 1.08% ©.227%

15 12.592 1766 1786 1817 rVB 2224489 4049640 100.00% 20.901%

16 12.863 1828 1832 1836 rVB 2025668 1910496 47.18% 9.860%
17 13.933 2011 2014 2020 rBV 398403 377528 9.32% 1.948%
18 14.074 2034 2038 2043 rVB3 35585 55243 1.36% 0.285%
19 14.392 2088 2092 2095 rBV 41698 43762 1.08% 0.226%
20 14.439 2097 2100 2106 rVB 40941 49421 1.22% 0.255%
21 14.692 2140 2143 2146 rBV 40493 42311 1.04% 0.218%
22 14.804 2158 2162 2167 rVB 41808 50703 1.25% 0.262%
23 15.027 2196 2200 2206 rVB 43871 54485 1.35% 0.281%
24 15.198 2226 2229 2235 rVB 40205 53808 1.33% 0.278%
25 15.410 2260 2265 2274 rBV 232113 335270 8.28% 1.730%
26 15.657 2302 2307 2315 rVB3 35376 58546 1.45% 0.302%
27 16.174 2390 2395 2402 rVB2 24855 46255 1.14% 0.239%
Sum of corrected areas: 19375555
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc : SP-303-20231005

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135908.D\data.ms

2000000

1500000 7304

1000000

500000 5.375
6392 6734

4951

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 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 7.00 7.20 7.40 7.60
Abundance TIC: BF135908.D\data.ms
9.092 12.592

12.863
2000000 11.804

1500000

10.569

1000000

8.010
500000

0 A A T —_— =T —_— — — — —_
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF135908.D\data.ms

2000000

1500000

1000000

500000 13.933
15.410

4.074 134892914.593045.028.198 15.657 16.174

O T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc SP-303-20231005

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 9
R.T. EstConc Area Relative to ISTD R.T.
4.951 2.77 ng 47567 1,4-Dichlorobenzene-d4 6.734

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9
4 4-Pentene-2-0l, 2-methyl 100 C6H120 000624-97-5 9
5 3-Octanol 130 C8H180 000589-98-0 9

Abundance Scan 487 (4.951 min): BF135908.D\data.ms (-484) (-) m/z 43.00 100.00%

43.0
59.0
EEEEEER R RS
| 6ot 1011 4.60 4.80 5.00 5.20
OFrrrrrrrprrrr e e e m/z 59.00  53.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.60 4.80 5.00 5.20
m/z 58.00 14.29%
15.0 101.0
0 2%\ Ll | ‘ 83.0 | ‘
H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘H\\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59.0
31.0 4.60 4.80 5.00 5.20
5000 m/z 101.10 14.03%
0 15.0 45.0 87.0 116.0
R R L N R e aaARaRa SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4153: 1-Propen-2-ol, acetate SNSBNSNNE M 1 A PN
43.0 4.60 4.80 5.00 5.20
m/z 40.95 7.55%
5000
15.0 >80
: 72.0 100.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc SP-303-20231005

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 2 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.139 47.72 ng 1308380  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1539 (11.139 min): BF135908.D\data.ms (-1532) (- m/z 43.05 100.00%

43.0
73.0
5000 129.1

185.2 M —
2413 ooy 11.00 11.50

R g - ‘ el L m/z 60.00  84.46%
miz-> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.( e e
185.0 241.0 11.00 11.50
m/z 57.10 84.27%
L

o

— H! wl] H“‘ - ‘L e “ N “ 1 ‘\‘ : “‘
m/z--> 50 100 150 200 250
Abundance
60.0

— —
11.00 11.50

5000 129.0 m/Z 73.00 77 .11%
97.0 1710 2130 256.0
ob——— Wl b g 4L L L Ll
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —— —
43.0 73.0 11.00 11.50

m/z 55.05 73.50%

5000 129.0
199.0 2420
L‘ L \ MU“H‘\H“ H\h‘L il \‘1910\ \‘ ]

oL L abf Laenol Lo Lo ‘ .
miz--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc SP-303-20231005

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.804 123.16 ng 3376700  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# 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 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1652 (11.804 min): BF135908.D\data.ms (-1638) (- m/z 43.10 100.00%
43.1 |73.0
5000
129.1
213.2 T T
L H‘ ? ‘ 171.1 ‘ 256.3 11.50 12.00
0ot Al o L L L L I myz ee.ee 95.94%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — —_—
129.0 11.50 12.00
213.0 m/z 73.00 89.62%
H H H (W 157.0185.0 ‘
O ]‘-ﬁ‘o“l‘w“‘”‘” \h\‘\“‘\‘\H““H“”h “\H\‘H‘\\H‘\\‘H‘\‘\\‘H‘HH‘\‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
43.0 730
— —
11.50 12.00
5000 129.0 m/z 57.10 80.43%
171.0
101.0 214.0
0 15.0
A RaEs L L e e e
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #126199: Pentadecanoic acid — T
43.0 ,73.0 11.50 12.00
m/z 41.10 77 .33%
5000 129.0
99.0
s e
ST 0 0 O o W N g N—
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc : SP-303-20231005

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Pentadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.592 147.70 ng 4049640  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
Abundance Scan 1786 (12.592 min): BF135908.D\data.ms (-1766) (- m/z 43.10 100.00%
43.1
73.0
5000 129.1
185.2 241.2 T 7 \
‘ 284.2 12.50
ob——M, bbb b L L m/z 60.00  86.82%
miz-> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284. — :
1850 2410 12.50
‘ m/z 73.00 82.93%
0! H‘ H‘HH‘\M“‘\‘ ‘ \‘ ‘ A “ | ““ ‘\ ‘\‘ : “‘
miz--> 50 150 200 250
Abundance
43.0 73.0
1 \
12.50
5000 129.0 m/z 57.05 82.81%
199.0 92420
0 167.0
e e
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T ‘
60.0 12.50
m/z 55.10 74.76%
5000 129.0
97.0 1710 2130 256.0
o) S— ‘M‘ H‘\ Hh”\ “H‘\‘n‘\ ‘ ‘ ‘ . \‘ ““\‘ , “\‘ — =
m/z--> 50 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc : SP-303-20231005

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 5 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.074 2.93 ng 55243  Chrysene-d12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
5 Triacontane 422 C30H62 000638-68-6 80
Abundance Scan 2038 (14.074 min): BF135908.D\data.ms (-2034) (- m/z 57.00 100.00%
57.0
5000 M
99.0 EI.4‘Od |
. 141.1 .
— Jm“‘h bl T92922r 2881 4310 61.88%
miz-> 50 100 150 200 250
Abundance #141057: Octadecane
57.0
5000 — :
14.00
m/z 71.10 48.76%
99.0
O \2\6‘\\0‘\‘ ‘h‘\ H‘ \H‘\ H“ \“ T “]\_4\‘]_.‘()‘\ }8\3.\0‘ 2\2\1.\0\25“4\.0\ T T
miz--> 50 100 150 200 250
Abundance
57.0
T
14.00
5000 m/z 85.10 39.91%
260 99.0 155.0 225.0
L
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane 7 ‘
57.0 14.00
m/z 55.05 21.54%
5000 MW/\AMMM/\M
99.0
015.q‘ L Ll 1410 1830 2250 296.(
el e e e ——
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

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

BF101323.M

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 Tetratetracontane

Concentration Rank 13

SP-303-20231005

R.T. EstConc Area Relative to ISTD R.T.
14392 2.32ng 43762 Chrysene-di2 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 casrion 007098-22-8 90

2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S
3 Sulfurous acid, butyl pentadecyl... 348 C19H4003S
4 Eicosane 282 (C20H42
5 Heptacosane 380 C27H56

1000309-17-9 87
1000309-18-2 86

000112-95-8 86
000593-49-7 86

Abundance Scan 2092 (14.392 min): BF135908.D\data.ms (-2088) (- m/z 57.10 100.00%
57.1
5000 ”WWJ\w%WMWKAWWWMAwA“
‘ l4bd i4%d
41.0 2271 ; :
o‘Hw‘“‘J“uwm,uH_m_HwHH‘HHw‘_m_wm m/z 43.85  60.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — e
14.00 14.50
m/z 71.10 51.76%
0 IJJﬁfJJ‘;970267033704070 491.0562.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
— —r
14.00 14.50
5000 ITI/Z 85.10 35.73%
169.0
Ol e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #257561: Sulfurous acid, butyl pentadecyl ester P ——
57.0 14.00 14.50
m/z 41.00 24.99%
- W/\WWM»UW
‘H M 27.0 211.0
Ol e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc SP-303-20231005

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.439 2.62 ng 49421  Chrysene-d12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Hexacosane 366 C26H54 000630-01-3 86
3 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 86
4 Pentacosane 352 (C25H52 000629-99-2 86
5 Hentriacontane 437 C31He64 000630-04-6 86
Abundance Scan 2100 (14.439 min): BF135908.D\data.ms (-2097) (- m/z 57.10 100.00%
57.1
5000 MMU\«
7.0 1450
14.50
169.2 241.2 282.0
0 ! T m/z 71.10 62.33%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 T
14.50
m/z 43.05 57.25%
9.0
0 \‘ ‘\ ., ,1410183.02250 2820
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
——
14.50
5000 m/z 85.05 43.43%
99.0
0 141.0 183.0 225.0 267.0 309.0  367.(
T e T
m/z--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo- T
57.0 14.50
m/z 41.05 24.40%
5000
9.0
ARRRS RN 20 TP LI o
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc SP-303-20231005

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.692 2.52 ng 42311  Perylene-d12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 83
2 Tetracosane 338 (C24H50 000646-31-1 83
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Eicosane 282 C20H42 000112-95-8 76

Abundance Scan 2143 (14.692 min): BF135908.D\data.ms (-2140) (- m/z 57.05 100.00%

57.0
5000

9.1 —T— —

14.50 15.00
1.1
0 ““ L ML i T A 2611 851 h/z 43.10 56.35%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — —

14.50 15.00
m/z 71.05 49.11%

oLl h‘ H ] 141 0183.0225.0 281.0 337.0 394.
L ‘ T \ \ ‘ T \ \ ‘ T \ TT ‘ T ‘ L ‘ L ‘ L ‘
miz--> 50 100 150 200 250 300 350
Abundance

57.0

—
14.50 15.00

5000 m/z 85.10 39.55%
99.0
0 141.0183.0225.0267.0  338.0
R B o o I B S e R SR
m/z--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl- T 7
57.0 14.50 15.00

m/z 55.05  28.50%

T

9.0

154.0
OLildii i, Ti7 197023002810

T \ \
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\

Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc SP-303-20231005

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: 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 Heptadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.804 3.02 ng 50703  Perylene-d12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Heptadecane 240 C17H36 000629-78-7 83
3 Nonadecane 268 C19H40 000629-92-5 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 2162 (14.804 min): BF135908.D\data.ms (-2158) (| m/z 57.85 100.00%
57.0
5000 JUUUUM
113.0 [ A
14.50 15.00
ol “‘ “““ il “‘y J“‘ mmlﬁ'g “18“3‘.‘0”“2%?.‘1‘.‘ — 28L1 4z 43.10 63.59%
miz-> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
5000 — ——
14.50 15.00
m/z 71.05 54.95%
99.0
L2700 % 1410 1ms0 2s0  2sc
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
— ——
14.50 15.00
5000 m/z 85.05 45.37%
99.0
27.0 141.0 183.0 240.0
ol b b
miz--> 50 100 150 200 250
Abundance #158597: Nonadecane “ T
57.0 14.50 15.00
m/z 55.10 21.65%
2000 WWM
99.0
. 270 | | *° 1610 1830 250 2080
—d— A e — ——
m/z--> 50 100 150 200 250 14.50 15.00

8270-BF101323.M Sat Oct 21 02:16:17 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc SP-303-20231005

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.027 3.25 ng 54485  Perylene-d12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Heneicosane, 3-methyl- 310 C22H46 006418-47-9 72
3 1,3-Propanediol, dodecyl ethyl e... 272 C17H3602 1000406-35-1 64
4 Hexadecane 226 C1l6H34 000544-76-3 59
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 59
Abundance Scan 2200 (15.027 min): BF135908.D\data.ms (-2196) (- m/z 57.10 100.00%
57.1
5000 M
I S
1541 2049 2811 '
0 “km‘mdwd“‘w“ S s I T m/z 43.10 58.57%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 —— :
15.00
m/z 71.10 56.35%
ol \ | ‘\ ‘1‘410183022502670 323.0 380.(
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T
15.00
5000 m/z 85.10 35.55%
281.0
99.0 0
o 141.0 183.0 225.0
e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #163819: 1,3-Propanediol, dodecy! ethyl ether —— ‘
57.0 15.00
m/z 55.00 20.19%
213.0
L.
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\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc SP-303-20231005

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 11 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.198 3.21 ng 53808 Perylene-d12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86
4 Pentacosane 352 C25H52 000629-99-2 83
5 Docosane 310 C22H46 000629-97-0 80
Abundance Scan 2229 (15.198 min): BF135908.D\data.ms (-2226) (- m/z 57.10 100.00%
57.1
— —
‘ “ ‘ ELE 2115 082 1 15.00 15.50
e L N R m/z 43.00  68.03%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 — —
15.00 15.50
99.0 m/z 71.10 57.30%
L 101830 250 2820
0+ ‘\“‘\”\‘ \”\" \“\“\ }““\“\ \‘\“ L T T T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— —
15.00 15.50
5000 m/z 85.05 44 .78%
99.0
239.0
ob i 201830 TTT 2810 3230
m/z--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl- — —
43.0 15.00 15.50
m/z 41.10 21.08%
5000
85.0
27. 225.
ob il IO 1s00 2250 5680 I
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc SP-303-20231005

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 12 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.657 3.49 ng 58546  Perylene-d12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
5 Octacosane 394 (C28H58 000630-02-4 78

Abundance Scan 2307 (15.657 min): BF135908.D\data.ms (-2302) (- m/z 57.05 100.00%

57.0
5000

I — I —
“ | %90 141.0 15.50 16.00
Il bt \‘\ il ‘\M | \‘m\

197.3 239.1 281.0  341.1
I e B il m/z 43.85 57.95%

Hu‘iw gl
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0

5000 — e
15.50 16.00

m/z 71.10 56.05%

9.0
| M1018302250 2670 3000 366
\\\‘\ \\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350
Abundance
57.0

——
15.50 16.00
5000 m/z 85.00  36.54%

99.0
TR A B o e e R LA S S
m/z--> 50 100 150 200 250 300 350

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— ——
57.0 15.50 16.00

m/z 55.05 19.51%

o

o

5000

? .

0 L\ H\ I \‘ u‘ 14101830 239.0 296.0
e B L e e

T —
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc SP-303-20231005

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 13 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.174 2.76 ng 46255  Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 78
2 Tritetracontane 605 C43H88 007098-21-7 72
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 68
4 9-Methylheneicosane 310 C22H46 070475-51-3 59
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 59
Abundance Scan 2395 (16.174 min): BF135908.D\data.ms (-2390) (- m/z 57.10 100.00%
57.1
5000
—— —
ob b Ll et T e m/z 43.10 60.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane
57.0
5000 — ——
16.00 16.50
m/z 71.10 55.88%

7.
0‘H‘\"“J‘ﬂ\l“'\"\(\)l‘l‘lﬂ"(‘)“w“?"(\)9"9‘\3‘7‘?"?“H\HHWH!HHW m
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0

1600 1650
5000 ITI z 85.00 46.66%
. 127.0 197.0 267.0 337.0 463.0 533.0 604.1 MM
P T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #228591: Tetradecane, 1-iodo-
57.0 1600 1650
m/z 55.00 25.22%
5000
27.0197.0
o‘J‘H‘mwM“HH\_HwHH‘HwawwWm,ww — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102023\
Data File : BF135908.D

Acqg On : 20 Oct 2023 15:04

Operator : CG\JU

Sample : 04793-03

Misc : SP-303-20231005

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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-... 4.951 2.8 ng 47567 1 6.734 343810 20.0
Octadecanoic acid  11.139 47.7 ng 1308380 4 11.269 548365 20.0
n-Hexadecanoic ... 11.804 123.2 ng 33767060 4 11.269 548365 20.0
Pentadecanoic acid 12.592 147.7 ng 4049640 4 11.269 548365 20.0
Octadecane 14.074 2.9 ng 55243 5 13.933 377528 20.0
Tetratetracontane 14.392 2.3 ng 43762 5 13.933 377528 20.0
Eicosane 14.439 2.6 ng 49421 5 13.933 377528 20.0
Octacosane 14.692 2.5 ng 42311 6 15.410 335270 20.0
Heptadecane 14.804 3.0 ng 50703 6 15.410 335270 20.0
Heptacosane 15.027 3.3 ng 54485 6 15.410 335270 20.0
Heptadecane, 9-... 15.198 3.2 ng 53808 6 15.410 335270 20.0
Hexacosane 15.657 3.5 ng 58546 6 15.410 335270 20.0
Hentriacontane 16.174 2.8 ng 46255 6 15.410 335270 20.0
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