LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57911.D

Acqg On : 29 Jun 2023 19:32

Operator : CG/JU

Sample : 03429-01

Misc . SB-COMP-0627

ALS Vvial : 12 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_ G\Methods\8270-BG062723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57911.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.015 323 328 335 rBV 61800 96864 2.78% ©.518%
2 5.491 402 409 427 rBV 1120947 1770627 50.85% 9.465%
3 7.083 672 680 694 rBV 1088221 1885340 54.15% 10.078%
4 7.912 814 821 828 rBV 172976 284292 8.16% 1.520%
5 9.075 1010 1019 1028 rBV 634940 1103328 31.69% 5.898%

6 10.714 1291 1298 1309 rVB 231774 415620 11.94%  2.222%
7 13.176¢ 1709 1716 1726 rVB 1512302 2358452 67.73% 12.608%
8 14.545 1944 1950 1959 rVB 378006 600056 17.23%  3.208%
9 15.903 2173 2181 2186 rBV 134355 185141 5.32% 0.990%
10 16.038 2197 2204 2218 rBV 1403504 2195563 63.06% 11.737%

11 16.232 2231 2237 2248 rVB 79265 130853 3.76% ©.700%
12 17.295 2411 2418 2423 rBV 511702 796227 22.87% 4.256%
13 17.336 2423 2425 2429 rVB 34836 37415 1.07% 0.200%
14 18.182 2564 2569 2579 rBV2 148500 298690  8.58% 1.597%
15 19.346 2762 2767 2772 rBV 132822 188496 5.41% 1.008%
16 19.463 2782 2787 2795 rBV 25119 65825 1.89% ©.352%

17 19.710 2820 2829 2834 rBV 108594 202033 .80% 1.080%
18 19.910 2857 2863 2869 rBV 2680836 3481953 100.00% 18.614%
19 21.196 3077 3082 3091 rVB3 233460 376851 10.82%  2.015%
20 21.543 3134 3141 3146 rBV2 501441 895978 25.73%  4.790%

(9]

21 21.737 3170 3174 3181 rVB 109342 148151
22 22.330 3271 3275 3285 rVB3 103948 211446
23 23.006 3386 3390 3399 rVB 57994 108679
24 24.692 3669 3677 3688 rVB 320224 868678 2

.25%
.07%
.12%
.95%
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9
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=
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Sum of corrected areas: 18706558
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57911.D

Acqg On : 29 Jun 2023 19:32

Operator : CG/JU

Sample : 03429-01

Misc . SB-COMP-0627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057911.D\data.ms

2500000
2000000

1500000

5.491 7.083
1000000

9.075

7.912 10.714
5.015

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057911.D\data.ms

500000

19.910
2500000

2000000

1500000 13.170 16.038

1000000

21.543
17.295

18.182 19.34
15E?E§ﬁ32 17336 1548570

L e L S L 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: BG057911.D\data.ms

500000 14.545 21.196

1.737 22.330

2500000
2000000
1500000
1000000
500000 24.692

?3.006

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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_G\Data\BG062923\
Data File : BG@57911.D

Acqg On : 29 Jun 2023 19:32

Operator : CG/JU

Sample : 03429-01

Misc . SB-COMP-0627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.015 6.81 ng 96864 1,4-Dichlorobenzene-d4 7.912

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 33
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 328 (5.015 min): BG057911.D\data.ms (-323) (-) m/z 43.00 100.00%
43.
59.0
5000
101.0  EAERN S R
4.60 4.80 5.00 5.20 5.40
‘ ‘ 83.0 .
O et e e e e m/z 59.00 61.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B LA B N
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.00  18.73%
101.
OH\‘H\\‘%ﬁiﬁ\\\“w}H‘Hw\‘\\\\‘\Hﬁ%\-e‘\\\}o“\\(\)\‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
REaas AR o
4.60 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 17.41%
27ﬁ ‘ 87.0
o‘H_m_‘;‘1_"“;:““““‘1“;“‘%‘3:9_H‘WH;_ww_ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15705: 3-Heptanol, 4-methyl- e e  RRARNEAEE S
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 7.44%
5000
27.0 41.0
83.0 101.0
o"a%-\q_‘w‘:‘LwMww\w“\““1_1‘5‘;9‘1”2‘?;9” Py
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57911.D

Acqg On : 29 Jun 2023 19:32

Operator : CG/JU

Sample : 03429-01

Misc . SB-COMP-0627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.903 6.17 ng 185141  Acenaphthene-di10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Azobenzene 182 C12H1ON2 000103-33-3 59
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 2181 (15.903 min): BG057911.D\data.ms (-2173) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 — e
15.50 16.00
152.0
b e e 2200 SR 20TL 7 77,00 62.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000 - e
182.0 15.50 16.00
51.0 m/z 182.08  52.33%
P O D I | 12701520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56777: Azobenzene
717.0
— A
182.0 15.50 16.00
5000 m/z 51.00 24 .84%
51.0 105.0
oL 270 \ ‘ 128.0 15%0 \
e o A L B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58785: 2-(2-Ox0-2-phenyl-ethyl)-malononitrile — A A
105.0 15.50 16.00
m/z 181.00 9.15%
77.0
5000
51.0
Ob i A280 1500 TR0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
BGO57911.D

: 29 Jun 2023 19:32
: CG/IU
¢ 03429-01

: 12 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 Benzenesulfonamide, N,4-dim...

Concentration Rank 7

SB-COMP-0627

R.T. EstConc Area Relative to ISTD
16.232 3.29 ng 130853  Phenanthrene-di10
Hit# of 5 Tentative ID MW MolForm CAS#
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO2S
2 (2R)-(-)-Glycidyl p-toluenesulfo... 228 C10H1204S
3 Benzenesulfonamide, N,4-dimethyl... 214 C8H1ON203S
4 Benzene, 1-methyl-2-nitroso- 121 C7H7NO
5 Ethyl(E/Z)-.alpha.-cyano-4-nitro... 416 C19H16N207S

000640-61-9 95
113826-06-5 53
000080-11-5 53
000611-23-4 53
1000287-26-8 50

Abundance Scan 2237 (16.232 min): BG057911.D\data.ms (-2231) (- | m/z 91.00 100.00%
91.0
5000
185.0 — et
39.0 ‘ 142, ‘ 16.00 16.50
Obdpda b 50T L2860 383 L., gs.ee 27.92%
miz--> 50 100 150 200 250 300
Abundance #60176: Benzenesulfonamide, N,4-dimethyl-
91.0
30.0 A
5000 — e
16.00 16.50
185.0 m/z 185.00 20.98%
0 T ”‘ \‘L\”\ ““\ }‘l?\g‘d‘\ T \“\ L L I
miz--> 50 100 150 200 250 300
Abundance #108359: (2R)-(-)-Glycidyl p-toluenesulfonate
91.0
—— et
16.00 16.50
5000 155.0 ITI/Z 155.00 19.17%
39.0 ‘
obodbpd oo by 20
miz--> 50 100 150 200 250 300
Abundance #92624: Benzenesulfonamide, N,4-dimethyl-N-nitroso- L ‘A‘A o
91.0 16.00 16.50
m/z 92.00 19.04%
5000
155.0
39.0 ‘ l A
m/z--> 50 100 150 200 250 300 16.00 16.50

8270-BGO62723.M Fri Jun 30 11:05:59 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57911.D

Acqg On : 29 Jun 2023 19:32

Operator : CG/JU

Sample : 03429-01

Misc SB-COMP-0627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.182 7.50 ng 298690  Phenanthrene-di10 17.295
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Undecanoic acid 186 C11H2202 000112-37-8 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2569 (18.182 min): BG057911.D\data.ms (-2564) (- | m/z 73.00 100.00%

43.0 73.0
5000
129.0
213.1 e

| 157.1185.1 256.1 18.00 18.50
om,w‘u‘” m/z 60.80  95.29%

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0

5000 256.0 s T
129.0 18.00 18.50

m/z 43.00 87.49%

213.0
L] ) HH 157.0185.0
O\H’\‘H\“\‘HH\H\M‘\H!\H“‘\\‘”‘M\H\‘H‘\H\‘H‘H‘\‘H‘\“HH‘HH‘HH“H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— —
18.00 18.50
5000 129.0 ITI/Z 57 .00 83.99%
199.0
5wl A
REESTIN P 1 S R
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #60689: Undecanoic acid — —
60.0 18.00 18.50

m/z 55.00 76.52%

5000
29.0 87.0 129.0
\‘ I ‘\H‘\ \ﬂ 0 w‘ ‘157018?'0

o

m/z--> 20 40 60 80 100120140160 180 200 220240 260 18.00 18.50

8270-BGO62723.M Fri Jun 30 11:06:00 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\

Data File : BG@57911.D

Acqg On : 29 Jun 2023 19:32

Operator : CG/JU

Sample : 03429-01

Misc SB-COMP-0627

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentafluoropropionic acid, Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.196 8.41 ng 376851  Chrysene-d12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91

Abundance Scan 3082 (21.196 min): BG057911.D\data.ms (-3077) (- | m/z 57.00 100.00%
57.0
. JL
11.0 —— ——
d o5 1 21.00 21.50
ol dd “ pi3eo1206.0 2910 3560 ./, 43.08  73.60%
miz--> 50 100 150 200 250 300 350 400
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester
57.0
5000 — —
11.0 21.00 21.50
m/z 55.00 64.95%
\\\\‘ \\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
—— —
21.00 21.50
m/z 83.00 52.16%
5000 11.0
224.0
ol 11 “‘ L “‘ M uwu_mzsgw L
m/z--> 50 100 150 200 250 300 350 400
Abundance #146039: Ethanol, 2-(tetradecyloxy)- T —
57.0 21.00 21.50
m/z 71.00 47 .38%
5000
11.0
UL, e
I 11 VN Y S .
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

8270-BGO62723.M Fri Jun 30 11:06:01 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57911.D

Acqg On : 29 Jun 2023 19:32

Operator : CG/JU

Sample : 03429-01

Misc SB-COMP-0627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.737 3.31 ng 148151  Chrysene-di12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 81
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 76
3 Tetradecane 198 C14H30 000629-59-4 76
4 Hentriacontane 437 C31H64 000630-04-6 74
5 9-Methylheneicosane 310 C22H46 070475-51-3 74

Abundance Scan 3174 (21.737 min): BG057911.D\data.ms (-3170) (1 | m/z 57.00 100.00%

57.0
5000

9.0
uh\ ‘\‘h‘ ‘Mi ‘h‘ ,

S
228.0 2150  22.00
41.0 190.

W— | IR0 1909 | 28103212 .. 7100 63.79%

m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0

5000

9.0 '
‘ | |, | 14101820 240.0
T ‘\“ T “\‘ \‘H‘\ H‘ \“‘ i LA f AL L
m/z--> 50 100 150 200 250 300 350
Abundance #123970: Hexadecane, 2-methyl-
57.0

o

5000 m/z 85.00 42 .04%
9.0 197.0
41.0
ol d H P .
m/z--> 50 100 150 200 250 300 350
Abundance #74004: Tetradecane T 7
57.0 21.50 22.00

2000 wﬂmij

9.0 198.0
015"3‘141'0, — —
miz--> 50 100 150 200 250 300 350 21.50 22.00

8270-BGO62723.M Fri Jun 30 11:06:02 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57911.D

Acqg On : 29 Jun 2023 19:32

Operator : CG/JU

Sample : 03429-01

Misc SB-COMP-0627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Tricosane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.330 4.72 ng 211446  Chrysene-di12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane, 2-methyl- 338 C24H50 001928-30-9 94
2 Docosane 310 C22H46 000629-97-0 91
3 Tetracosane 338 C24H50 000646-31-1 83
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 83
Abundance Scan 3275 (22.330 min): BG057911.D\data.ms (-3271) (- | m/z 57.00 100.00%
57.0
5000 \M/\“\M
22‘06 ‘22‘50‘
1410 2420 : :
- ‘ “ L “‘ L 20007 1728003221 s 71,80 56.98%
m/z--> 50 100 150 200 250 300 350
Abundance #246490: Tricosane, 2-methyl-
43.0
5000 — e
5.0 22.00 22.50
m/z 43.00 52.29%
L 1270 1690 2110 2530 25 s3m0
\\!\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
— ——
22.00 22.50
5000 m/z 85.00 43.00%
9.0
‘\ ‘ | \‘ | 141(\)18?0 239.0 3100
ol b b e e
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane “ —
57.0 22.00 22.50
m/z 41.00 21.03%
- MM\/\/\/NMVMJ\\AWMW\M
9.0
ol Ll 141018302250 2670 3380
e L e A = — —
m/z--> 50 100 150 200 250 300 350 22.00 22.50

8270-BGO62723.M Fri Jun 30 11:06:03 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57911.D

Acqg On : 29 Jun 2023 19:32

Operator : CG/JU

Sample : 03429-01

Misc . SB-COMP-0627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.006 2.43 ng 108679  Chrysene-di12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 80
2 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 80
3 Docosane 310 C22H46 000629-97-0 80
4 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 74
5 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
Abundance Scan 3390 (23.006 min): BG057911.D\data.ms (-3386) (- | m/z 57.00 100.00%
57.0
5000 %\M/LAA
99.0 T \
23.00
15511961 2440 298.1 \
ol “Lu“w“ s ““ bl L R S 395 sz 71005 51.64%
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 —— ‘
23.00
m/z 43.05 47.84%
99.0
[ 1]} 14101830 2540
O\‘\‘\‘ ‘\‘“‘\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #126398: Tridecanol, 2-ethyl-2-methyl-
57.0
T \
23.00
5000 ITI/Z 85.05 41.40%
99.0
LT e e
ol bV
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane T ‘
57.0 23.00
m/z 41.00 17.90%
2000 WAMW/\WMW
99.0
0 ‘ h “\ \h h‘ u‘ 10 1830 225.0 267.0 310.0
““ — e e ——
m/z--> 100 150 200 250 300 350 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57911.D

Acqg On : 29 Jun 2023 19:32

Operator : CG/JU

Sample : 03429-01

Misc . SB-COMP-0627

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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-... 5.015 6.8 ng 96864 1 7.912 284292 20.0
Benzophenone 15.903 6.2 ng 185141 3 14.551 600056 20.0
Benzenesulfonam... 16.232 3.3 ng 130853 4 17.295 796227 20.0
n-Hexadecanoic ... 18.182 7.5 ng 298690 4 17.295 796227 20.0
Pentafluoroprop... 21.196 8.4 ng 376851 5 21.543 895978 20.0
Heptadecane 21.737 3.3 ng 148151 5 21.543 895978 20.0
Tricosane, 2-me... 22.330 4.7 ng 211446 5 21.543 895978 20.0
Octadecane 23.006 2.4 ng 108679 5 21.543 895978 20.0
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