LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acqg On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc : [YANNUZZI-PLYMOUTH-PROJECT

ALS Vvial : 16 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-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54763.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.209 320 327 338 rvB 183322 289568 11.30% 1.844%
2 5.684 401 408 419 rBV 606773 967235 37.74% 6.160%
3 7.294 672 682 690 rBV 629929 1095378 42.74% 6.976%
4 8.152 821 828 834 rBV 157854 278179 10.85% 1.772%
5 9.321 1019 1027 1041 rBV 388712 702422 27.41%  4.473%
6 10.972 1301 1308 1318 rBV 228703 415064 16.19% 2.643%
7 13.405 1715 1722 1738 rBV 1112734 1746283 68.14% 11.121%
8 14.780 1949 1956 1965 rBV 377609 599453 23.39%  3.818%
9 15.602 2091 2096 2102 rVB 47850 62825 2.45% 0.400%
10 16.008 2156 2165 2169 rBV 44050 77512  3.02%  0.494%
11 16.266 2203 2209 2221 rVB 652606 994895 38.82% 6.336%
12 16.466 2237 2243 2245 rBV 158940 232345 9.07% 1.480%
13 16.801 2296 2300 2304 rBV2 22616 37999 1.48% 0.242%
14 16.866 2308 2311 2318 rVB4 22720 32739 1.28% ©.209%
15 16.971 2325 2329 2335 rBV 23727 30097 1.17% 0.192%
16 17.036 2336 2340 2344 rBV2 18987 27648 1.08% 176%

17 17.259 2372 2378 2382 rBV 255039 341863 13.34%
18 17.312 2382 2387 2391 rVV 159619 227606  8.88%

oOhRLRNO
IN
U
()
X

19 17.524 2416 2423 2429 rBV 463610 756755 29.53% 819%
20 17.635 2439 2442 2447 rVB6 21678 29306 1.14% 187%
21 17.729 2455 2458 2465 rVB 30225 46101 1.80% ©.294%
22 17.800 2465 2470 2476 rBV3 30290 58836 2.30% ©.375%
23 17.917 2486 2490 2495 rVB2 46693 66934  2.61% 0.426%
24 17.999 2499 2504 2510 rVB 359795 442390 17.26%  2.817%
25 18.170 2531 2533 2538 rVB 34357 44784  1.75%  0.285%
26 18.281 2548 2552 2561 rBv4 21321 56313 2.20% ©.359%
27 18.399 2568 2572 2575 rBV3 21237 27780 1.08% ©0.177%
28 18.440 2576 2579 2582 rBV2 30008 38429 1.50% ©0.245%
29 18.540 2593 2596 2600 rvVB3 26592 34606 1.35% ©0.220%
30 18.687 2617 2621 2626 rBV 358889 428742 16.73%  2.730%
31 18.934 2660 2663 2668 rBV5 16241 27257 1.06% ©0.174%
32 19.092 2686 2690 2693 rBV2 20832 27271 1.06% ©.174%
33 19.145 2695 2699 2703 rVB 45629 65546 2.56% 0.417%
34 19.316 2723 2728 2734 rVV 296017 365054 14.24%  2.325%
35 19.574 2769 2772 2775 rVB 22408 26148 1.02% 0.167%

36 19.885 2821 2825 2830 rVB 193644 222717 8.69% 1.418%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\

Data File : BG@54763.D

Acqg On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :
Misc [YANNUZZI-PLYMOUTH-PROJECT
ALS Vvial : 16 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-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.938 2830 2834 2840 rVB 19463 29907 1.17% ©.190%

38 20.126 2860 2866 2873 rVB 1958932 2562944 100.00% 16.322%
39 20.420 2911 2916 2920 rVB 96853 118333 4.62% 0.754%

40 20.914 2997 3000 3004 rVB 45347 53124 2.07% 0.338%
41 21.431 3083 3088 3103 rVB2 73858 126794 4.95% 0.807%
42 21.689 3127 3132 3137 rVB 32791 48282 1.88% 0.307%
43 21.819 3147 3154 3171 rVB2 447000 817347 31.89% 5.205%
44 23.364 3412 3417 3424 rVB4 17509 34658 1.35% 0.221%
45 24.216 3557 3562 3567 rVB5 14280 29852 1.16% 0.190%
46 25.185 3715 3727 3743 rBV2 274348 854488 33.34% 5.442%
47 26.419 3928 3937 3946 rBvV4 16767 52150 2.03% 0.332%
48 27.864 4174 4183 4192 rVB7 14228 50171 1.96% 0.320%
Sum of corrected areas: 15702130
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acq On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc : [YANNUZZI-PLYMOUTH-PROJECT

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Ab%%adgzgo TIC: BG054763.D\data.ms

1500000

1000000

5.684 7.294

500000 0.321

5.209 8.152 10.972

O\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 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
TIC: BG054763.D\data.ms

Abund
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S
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0 20.126

1500000

13.405
1000000

16.266
21.819

20.420
15.6026.008 20.914 21'42%4\@
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Time--> 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
Ab ce .
%adboo TIC: BG054763.D\data.ms

500000 14.780

1500000

1000000

500000
25.185

23.364 24.216 26.419 27.864

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\BG082622\
Data File : BGO54763.D

Acq On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc : [YANNUZZI-PLYMOUTH-PROJECT

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.209 20.82 ng 289568 1,4-Dichlorobenzene-d4 8.152

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, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 327 (5.209 min): BG054763.D\data.ms (-320) (-) m/z 43.05 100.00%

3.0
59.1
5000
101.1 T
831 4.80 5.00 5.20 5.40 5.60
) SR M R &t S N — m/z 59.10 57.31%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L B R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.10 19.16%
15.0 101.0
‘ wl ol | 83.0 |
O\\\\‘\\\\‘1\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R EARESERRE
4.80 5.00 5.20 5.40 5.60
5000 2410 m/z 58.10 16.79%
126.0
bl L 12001459
m/z--> 20 40 60 80 100 120 140
Abundance #4528 2,3-Butanedione, monooxime T
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.92%
5000
101.0
ol 130 600 840
e R R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acq On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc : [YANNUZZI-PLYMOUTH-PROJECT

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 2 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.602 2.10 ng 62825  Acenaphthene-d1e 14.780
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 72
2 Hexadecane 226 C16H34 000544-76-3 72
3 Octadecane 254 C18H38 000593-45-3 59
4 2-Nonanol, trimethylacetate 228 C14H2802 1000463-21-6 59
5 5-Nonanol, trimethylacetate 228 C14H2802 1000463-48-2 53

Abundance Scan 2096 (15.602 min): BG054763.D\data.ms (-2091) (- | m/z 57.10 100.00%

57.1
5000 850
1550 1600
113.1 : :
o‘,‘HJMH‘h‘,‘u“‘wuuH_m“1“?}1“1‘“HH_wwwwwm m/z 43.10 69.96%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #158600: Nonadecane
57.0
5000 A ~
85.0 15.50 16.00
29.0 m/z 71.10 53.79%

o

“ h | | [130141.0169.0197.0 268.(
\’\H\‘HH’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #107218: Hexadecane
57.0
U’\/‘\/\‘ IYPYal

7T L

15.50 16.00
5000 m/z 85.05 39.99%
85.0
29.0
0 \ ‘ L 4 H‘ 113.0141.0169.0197.0 226.0
et e e e e T P e
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #141057: Octadecane
57.0 15.50 16.00

m/z 41.10  29.82%

5000 85.0
29.0 113.0
L P01410160.0167.0225.0 254.0

m/z--> 20 40 60 80 100120140160 180 200 220240 260 15.50 16.00

o

8270-BGO82522.M Mon Aug 29 14:56:03 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acq On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc : [YANNUZZI-PLYMOUTH-PROJECT

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 3 Pentadecane, 2,6,10-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.008 2.59 ng 77512  Acenaphthene-d10 14.780
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
3 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 72
4 Heneicosane 296 C21H44 000629-94-7 64
5 Octacosane 394 (C28H58 000630-02-4 64

Abundance Scan 2165 (16.008 min): BG054763.D\data.ms (-2156) (- | m/z 57.10 100.00%

57.1
5000 J\A
\ = ‘

99.1
L | L 1992 2070 =
ob—dplh b b 4 o TR 2900 m/z 71.18  45.22%
miz--> 50 100 150 200 250
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 J\A = :
16.00

R7.0 ‘99.0
04 “\ ‘\‘ ’H‘\ H‘ \“ T ‘M’ \“ T ‘:\L4\1‘0\ }8\3\()‘ T \2\3\9? T T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
U \

16.00
5000 m/z 85.10 22.69%
99.0
0 ‘\\ HH\ Jl \‘ | \14?-0 183.0 239.0 296.(
i e T o = e
miz--> 50 100 150 200 250 jL
Abundance #141064: Heptadecane, 7-methyl- : el ‘
57.0 16.00

5000
112.0
oE10 h‘ ol ‘\ ‘ h 207.0239.0 .

miz--> 50 100 15 200 250 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acq On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc : [YANNUZZI-PLYMOUTH-PROJECT

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 4 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.466 6.14 ng 232345 Phenanthrene-d10 17.524
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2243 (16.466 min): BG054763.D\data.ms (-2237) (- | m/z 57.10 100.00%
57.1
—
h 99.1 1561 16.50
ob b bl oL 207.02403 m/z 43.10  64.52%
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 T
16.50
99.0 m/z 71.10 58.66%
O \2\5J\0‘!“ ““\ ‘ H‘ H‘ \ T “]\-4‘%[ ’()\ ?‘8\3\0‘ T T 2\4?.‘0 T T T T
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
T
16.50
5000 m/z 85.05 41.15%
99.0
0 | \‘\ Al H\ bl 1410 183.0 268.0
e L
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane T
57.0 16.50
m/z 41.10 30.18%
5000
‘ 99.0
410
L2801 | M0 1830 250 296 e
m/z--> 50 100 150 200 250 16.50

8270-BGO82522.M Mon Aug 29 14:56:04 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acq On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc : [YANNUZZI-PLYMOUTH-PROJECT

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Heptadecane, 8-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.259 9.03 ng 341863 Phenanthrene-d10 17.524
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 94
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 2378 (17.259 min): BG054763.D\data.ms (-2372) (- | m/z 57.10 100.00%
57.1
- /wLVkAM“MAANNJVMWAA
T —
h 99.1 1410 17.00 17.50
ob b di | 4 2410 1831 2542 m/z 43.10  68.52%
miz--> 50 100 150 200 250
Abundance #141070: Heptadecane, 8-methyl-
57.0
5000 M —
17.00 17.50
126.0 m/z 71.10  61.73%
O T T T ‘\“‘ ‘ “\ H ‘“‘ h \ T \ ﬁ6?9 T ‘ T \2\3?.? T T T T
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
e —
17.00 17.50
5000 m/z 85.10 42.11%
99.0
o200 L [T 10 2o
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane T T
57.0 17.00 17.50
m/z 41.10 30.19%
5000
99.0
0 26\L0‘\ ‘\ H\ h\ h‘ u \?‘410 1830 225.0 296.(
e — ; T —— —
m/z--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acq On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc [YANNUZZI-PLYMOUTH-PROJECT

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 6 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.312 6.02 ng 227606  Phenanthrene-die 17.524
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Heptacosane 380 C27H56 000593-49-7 87
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 83
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
Abundance Scan 2387 (17.312 min): BG054763.D\data.ms (-2382) (- | m/z 57.10 100.00%
57.1
- \NAAANAJUKVVJVMWAAA
17‘00‘ ‘17‘50‘
183.2 . .
ol m”‘WJhkw‘uu L B e m/z 71.10 78.28%
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 = =
17.00 17.50
m/z 43.10 49.54%
0 L‘ h\ I \‘ u‘ \ | 01830 239.0 296.0
\\\‘ \\‘\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
. —
17.00 17.50
5000 m/z 85.10 40.16%
ol \ \‘ | F ‘}410183022502670 323.0 380.
i AT e e
m/z--> 50 100 150 200 250 300 350
Abundance #74013: Tridecane, 2-methyl- — T
57.0 17.00 17.50
m/z 41.10 24.57%
5000
| ] %90 155.0
ol d il T80 - it
m/z--> 50 100 150 200 250 300 350 17.00 17.50

8270-BGO82522.M Mon Aug 29 14:56:06 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acq On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc : [YANNUZZI-PLYMOUTH-PROJECT

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Tetradecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.000 11.69 ng 442390  Phenanthrene-d10 17.524
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tetradecane 198 C14H30 000629-59-4 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2504 (17.999 min): BG054763.D\data.ms (-2499) (- | m/z 57.10 100.00%
57.1
- \vav\AkaAuu,\,NufﬁJ
—
‘ ‘ 9.1 112 18.00
ol A A LAy, 1412183222522681 ./, 43.10  66.21%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 T
18.00
m/z 71.10 61.46%
9.0
oL | 1|1 99 1101630225 02600
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane
57.0
—
18.00
5000 m/z 85.10 42 .76%
J 0 198.0
LRSS
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane —
57.0 18.00
m/z 41.10 26.58%
- MLWV
ol \ L F ‘3}410183022502670 323.0 380.
A A T e e ——
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acq On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc : [YANNUZZI-PLYMOUTH-PROJECT

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.687 11.33 ng 428742  Phenanthrene-d10 17.524
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane 226 CleH34 000544-76-3 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2621 (18.687 min): BG054763.D\data.ms (-2617) (-~ | m/z 57.10 100.00%

57.1
5000

T
18.50 19.00

1411
ol 14 J‘uh\ L107o1822225.2 2821 . m/z 43.10 64.27%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T —r
18.50 19.00

m/z 71.10 60.84%

ol L4 F | 141.0183.0225.0267.0 3230 3804
L L \ T ‘ T LI ‘ T T T ‘ L ‘ L UL ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane

57.0

T
18.50 19.00

5000 m/z 85.10 41.82%
‘ 9.0
41.0
ots0LLLiL #01m00s0 2060
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane T —
57.0 18.50 19.00

m/z 41.10  26.85%

| L ‘ | i u\ d 141.0183.0 225.0 268.0

oL b e

T 7
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acq On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc [YANNUZZI-PLYMOUTH-PROJECT

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.316 9.65 ng 365054  Phenanthrene-di0 17.524
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Pentacosane 352 (C25H52 000629-99-2 90
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
Abundance Scan 2728 (19.316 min): BG054763.D\data.ms (-2723) (- | m/z 57.10 100.00%
57.1
w0 NL
— —
99.1 19.00 19.50
141.1 . 4
ob— ‘h‘ ha g 2411 20612391 2965 L., 4310 65.72%
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 — i
19.00 19.50
99.0 m/z 71.10 61.95%
0 ZGLO ““\ “H‘ \‘h‘\ h“ \“‘ \“\41}.3\ %8\‘3\0‘ \22\5\0\ T \2\96’(
miz--> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
— T
19.00 19.50
5000 m/z 85.10 43.76%
99.0
0L 2610 |||, 1410 1830 2250 2680
el e e
miz--> 50 100 150 200 250
Abundance #123958: Heptadecane T T
57.0 19.00 19.50
m/z 41.10 26.69%
B ML
99.0
ohzsol || 7% w10 geso 200 erlodllos
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acq On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc [YANNUZZI-PLYMOUTH-PROJECT

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.886 5.45 ng 222717  Chrysene-d12 21.819
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 86
Abundance Scan 2825 (19.885 min): BG054763.D\data.ms (-2821) (- | m/z 57.10 100.00%
57.1
e WL
‘ 9.1 19.50 20,00
1410 . :
ok M“ Li 3010 197.323032810 /7 43.18  65.31%
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
5000 — —
19.50 20.00
F m/z 71.10 63.41%
9.0
Ol\\r’\d\ ‘\“ \“‘\ ““ \“ \]‘-\4\‘]_“0\ T \2‘1\2\0\ T ‘ T T ‘ L ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
— ——
19.50 20.00
5000 m/z 85.10 46.38%
ol \ L F ‘1‘410183022502670 323.0 380.
A A e e
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane “ —
57.0 19.50 20.00
m/z 41.10 25.56%
oLl oo awe el
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acq On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc [YANNUZZI-PLYMOUTH-PROJECT

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 11 Hexacosane

Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
20.420 2.90 ng 118333  Chrysene-d12 21.819
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Eicosane 282 (C20H42 000112-95-8 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87

Abundance Scan 2916 (20.420 min): BG054763.D\data.ms (-2911) (- | m/z 57.10 100.00%
57.1
‘ : 2050
- w‘h‘““‘ J3fA8sl2es3 w2 7110 68.94%
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 1
20.50
9.0 m/z 43.10  64.00%
OL\5\d\ ‘Y““‘ “ \“‘\ ”“ \“‘ \%\4}‘(‘)\ ]\_8\3\()‘ T \2\4? ‘O\ L ‘ T 1T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—
20.50
5000 m/z 85.10 50.83%
ol ‘L‘ Hh‘ i \\ | 14} 9 183.0 225.0 267.0 309.0 _367.(
gl A e
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane 1
57.0 20.50
m/z 41.10 26.00%
5000
9.0
oL 111 141018302250267.0  338.0
e e —
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acq On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc : [YANNUZZI-PLYMOUTH-PROJECT

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Pentadecafluorooctanoic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.431 3.10 ng 126794  Chrysene-d12 21.819
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
Abundance Scan 3088 (21.431 min): BG054763.D\data.ms (-3083) (- | m/z 57.10 100.00%
57.1
—
f 21.50
0‘H‘pu‘_Akuwﬂm‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_ m/z 43.10 71.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 ]
21.50
m/z 55.10 55.07%
ok lh‘.‘ 2520 3600 648,
\H\‘HH‘\HT‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #339001: Octacosyl trifluoroacetate
57.0
—
21.50
5000 m/z 83.05 54.40%
5.0
ol UL Jm19502640 364.0437.0
e T P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #336402: 17-Pentatriacontene —
43.0 21.50
m/z 71.10 49.71%
5000
1.0
0 111,.182.0 267.0 490.0
H"H‘W‘H"H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acqg On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc : [YANNUZZI-PLYMOUTH-PROJECT

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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-... 5.209 20.8 ng 289568 1  8.152 278179 20.0
Nonadecane 15.602 2.1 ng 62825 3 14.780 599453 20.0
Pentadecane, 2,... 16.008 2.6 ng 77512 3 14.780 599453 20.0
Heptadecane 16.466 6.1 ng 232345 4 17.524 756755 20.0
Heptadecane, 8-... 17.259 9.0 ng 341863 4 17.524 756755 20.0
Heptadecane, 2,... 17.312 6.0 ng 227606 4 17.524 756755 20.0
Tetradecane 18.000 11.7 ng 442390 4 17.524 756755 20.0
Heptacosane 18.687 11.3 ng 428742 4 17.524 756755 20.0
Heneicosane 19.316 9.7 ng 365054 4 17.524 756755 20.0
Pentadecane 19.886 5.5 ng 222717 5 21.819 817347 20.0
Hexacosane 20.420 2.9 ng 118333 5 21.819 817347 20.0
Pentadecafluoro... 21.431 3.1 ng 126794 5 21.819 817347 20.0
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