LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BG@56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc :

ALS vial : 5 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-BG012723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56567.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.303 337 343 350 rBV 73768 113589 4.88% 0.466%
2 5.791 420 426 438 rBB 289981 475985 20.44% 1.953%
3 7.418 695 703 714 rVB 288925 505870 21.72% 2.076%
4 8.270 840 848 855 rBV 100925 168125 7.22% 0.690%
5 9.445 1039 1048 1056 rBV 174010 310160 13.32% 1.273%
6 11.102 1323 1330 1337 rBV 131847 232212 9.97% 0.953%
7 13.517 1734 1741 1748 rBV 632474 975143 41.87% 4.001%
8 14.892 1969 1975 1981 rBV2 245063 378884 16.27%  1.555%
9 16.378 2221 2228 2236 rBV 480009 759665 32.62% 3.117%
10 17.406 2397 2403 2410 rBV 28558 86029 3.69% 0.353%
11 17.630 2435 2441 2446 rBV 334697 525059 22.54% 2.155%
12 17.671 2446 2448 2453 rVB 49019 60322 2.59% 0.248%
13 17.806 2460 2471 2482 rVB4 158949 570887 24.51% 2.343%
14 18.476 2581 2585 2595 rVB3 59973 98665 4.24%  0.405%

5.

15 19.087 2677 2689 2697 rBV2 499837 1298905 55.77%

16 19.181 2697 2705 2713 rVB 254257 554094 23.79%
17 19.522 2756 2763 2769 rBV2 64892 144735 6.21%
18 19.668 2783 2788 2791 rBV 95020 151090 6.49%
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19 19.727 2792 2798 2807 rVB4 84417 223160 9.58% 916%
20 20.039 2844 2851 2857 rVB2 937093 1644553 70.61% 748%
21 20.209 2874 2880 2885 rBV 1292414 1659902 71.27% 6.811%
22 20.620 2945 2950 2957 rBV8 25178 59285 2.55% 0.243%
23 20.826 2977 2985 2993 rBV 1106098 2006586 86.15%  8.234%
24 21.231 3050 3054 3061 rvv2 55878 99285 4.26% 0.407%
25 21.308 3064 3067 3074 rVB3 44759 81482 3.50% ©0.334%
26 21.502 3096 3100 3106 rBv4 45516 75347 3.24% 309%

27 21.625 3107 3121 3134 rVB 1010425 2329042 100.00%
28 21.819 3148 3154 3163 rVB2 190537 400181 17.18%
29 21.919 3164 3171 3177 rBV2 329888 616347 26.46%
30 22.536 3266 3276 3288 rVB 831169 1960907 84.19%
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31 23.587 3445 3455 3474 rVB2 594448 1693577 72.72%
32 24.827 3655 3666 3677 rVB 440034 1367406 58.71%
33 25.344 3747 3754 3764 rVB2 199235 563282 24.19%
34 26.319 3909 3920 3932 rVB2 316352 1186602 50.95%
35 28.070 4208 4218 4235 rVB2 245139 993350 42.65%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BG@56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS vial : 5 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-BG012723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 24369713
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056567.D\data.ms
1200000
1000000
800000
600000
400000

5.791 7.418

200000 9.445

11.102

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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: BG056567.D\data.ms

20.p09

1200000 20.826
21.625

20.039
1000000 22 536

800000

13.517

600000

21.919
400000

21.819

20620 2% E

O == = = e T

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
Abundance TIC: BG056567.D\data.ms

200000

1200000
1000000
800000

23.587
600000 24.827

26.319
400000

200000
PNRAV.

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\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.303 13.51 ng 113589  1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
2 DL-Lactamide, N,N-dimethyl-, met... 131 C6H13NO2 1000452-57-0 42
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
4 Oxirane, tetramethyl- 100 C6H120 005076-20-0 25
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 25

Abundance Scan 343 (5.303 min): BG056567.D\data.ms (-337) (-) m/z 59.00 100.00%

59.0
43.0
101.0
5000
 EAEEmaEE TS
83.0 5.00 5.20 5.40 5.60
O et m/z 43.e0  81.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LR L R B I I L R
5.00 5.20 5.40 5.60
101.0 m/z 101.00 67.87%
0 2\9\'\0 L m 8?\’0 |
\\‘HH‘\\H‘HH‘\H\‘HH‘H\\‘HH‘H\\‘HH‘\H\‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance  #15972: DL-Lactamide, N,N-dimethyl-, methyl ether
59.0
 EAEEEEEEEES S
5.00 5.20 5.40 5.60
5000 101.0 m/z 58.00 20.88%
72.0
0 3‘1"0 L . 8.0 | 116.0130.0
e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #5056: Propane, 1-ethoxy-2-methyl- At
31.0 59.0 5.00 5.20 5.40 5.60
m/z 39.00 10.82%
5000
O%P'°73'°87-01°2'°
m/z--> 20 30 40 50 60 70 80 90 100110120 130 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 unknownl7.406 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.406 3.28 ng 86029  Phenanthrene-d1e0 17.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7-Tetradecyne 194 C14H26 035216-11-6 49
2 (2,2,2)-6,9,15-0Octadecatrienoic ... 292 C19H3202 1000427-70-1 43
3 (1S,4aS,4bs,7S,8aS,10aS)-7-Isopr... 262 C19H34 002221-95-6 38
4 Cyclopentene, 1-(1-methylethyl)- 110 C8H14 001462-07-3 22
5 erythro-(trans)(1,4),(trans)(1',... 254 C16H3002 1000154-12-7 22
Abundance Scan 2403 (17.406 min): BG056567.D\data.ms (-2397) (- | m/z 67.00 100.00%
67.0
5000
——
Ll
oL Lk m/z 81.05 90.92%
miz--> 50 100 150 200 250
Abundance #69378: 7-Tetradecyne
67.0
5000 09.0 — W
17.50
29.0 m/z 72.00 71.46%
‘ 165.0
0- ““\M’ !‘\“\‘\ “\‘\\\’\\\\‘\\\\‘
miz--> 50 100 150 200 250
Abundance #189434: (Z,Z,2)-6,9,15-Octadecatrienoic acid methyl est
67.0
17.50
5000 121.0 m/z 59.60  68.84%
163.0
L peo 0
0l l‘h“\“ ‘\‘h H‘H“\‘ Hw“‘ - 1 N ‘i “‘ ]
m/z--> 50 100 150 200 250
Abundance #151061: (1S,4aS,4bS,7S,8aS,10aS)-7-Isopropyl-1,4a-di ‘%‘m :
81.0 17.50
m/z 95.05 68.26%
41.0
5000 163.0 262.0
23.0
‘ 219.0 ‘
0! \“‘\H’LHM “H\“H‘ h\\ “\‘ \H‘ | — ‘} — \‘ “‘ — —r
m/z--> 50 100 150 200 250 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 3 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.806  21.75 ng 570887  Phenanthrene-d10 17.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 78
2 Hexadecane 226 C16H34 000544-76-3 55
3 Hexacosane 366 C26H54 000630-01-3 53
4 Tridecane 184 C13H28 000629-50-5 53
5 Oxirane, 2-ethyl-3-propyl-, cis- 114 C7H140 056052-94-9 53
Abundance Scan 2471 (17 806 min): BG056567.D\data.ms (-2460) (-~ ' m/z 71.00 100.00%
71.0
240.2 o Talon
“ W “ 184.0 2854 17.50 18.00
b Ly 3T 02838 m/z 85.00  79.42%
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 — i
17.50 18.00
0.0 m/z 57.05 70.00%
|11, ] 1101830 2540
O\\‘\‘f“‘!H‘\“‘f‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
— —
17.50 18.00
5000 ITI/Z 72.00 69.78%
ool || P00 momsoz0
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane w/ﬂﬁﬁwvm‘ N
57.0 17.50 18.00
m/z 58.95 69.29%
5000
ol L \k | 141018302250 26703000 3674 )L
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Tridecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.476 3.76 ng 98665 Phenanthrene-d10 17.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 58
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 37
3 Pentadecanoic acid 242 C15H3002 001002-84-2 37
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 32
5 Octadecanoic acid 284 C18H3602 000057-11-4 25
Abundance Scan 2585 (18.476 min): BG056567.D\data.ms (-2581) (- | m/z 73.00 100.00%
5000 129.0 213.1 MW’K‘WMM
41.0 171.0
——
256.3 18.50
0! m/z 55.00 51.88%
miz--> 50 100 150 200 250
Abundance #92068: Tridecanoic acid
73.0
43.0
5000 R
18.50
1200 o 2140 m/z 60.00 47.86%
ol ‘M W‘$‘MHWWM‘JH‘;H‘MIJ‘N‘ “k S
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0 —r
18.50
5000 129.0 m/z 213.10  44.16%
185.0
228.0
dLH”JMJMlmLMLM\‘ L L
[ L N S
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —
43.0 73.0 18.50
m/z 129.00 43.68%
5000 129.0
‘ 199.0 2420
oL 167.0 JW ‘ ——
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.087 49.48 ng 1298910  Phenanthrene-d10 17.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 86
Abundance Scan 2689 (19.087 min): BG056567.D\data.ms (-2677) (- | m/z 71.00 100.00%
71.0
5000 ]\
=T \
‘ ‘ | #131 163.0 2252 19.00
ol b gLyl 2252 2811 3550 L gsos 77.914
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — :
19.00
m/z 57.00 67.39%
oL ‘L‘ ¥ H | 141:9183.0225.0267.0309.0 367.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
T \
19.00
5000 m/z 43.05 40.11%
ol h‘ I H | 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 #158602: Tridecane, 7-hexyl- T
57.0 19.00
m/z 99.05 24.63%
5000
182.0
REEN RS aEZE: | 220z
B e B e e e =
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Phenyl(2-phenyl-1,3-dioxola... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.181 21.11 ng 554094  Phenanthrene-d10 17.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 74
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
3 1,3-Dioxolane, 2-phenyl-2-(pheny... 240 C16H1602 004362-19-0 64
4 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 56
5 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 56
Abundance Scan 2705 (19.181 min): BG056567.D\data.ms (-2697) (- | m/z 105.00 100.00%
105.0
148.9
5000
P —
51.0 19.00 19.50
Ol L 1791 2210 2830 s 948,95 83.04%
miz--> 50 100 150 200 250
Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m
149.0
105.0 /L
5000 —— -
19.00 19.50
m/z 77.00 41.46%
0 51.0 | | || 179.0209.0239.0
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 #216953: Diethylene glycol dibenzoate
105.0 149.0
P e
19.00 19.50
5000 m/z 149.95 7.91%
51.0
o180 | | | 179.0
R e I R S SRR
m/z--> 50 100 150 200 250 /\
Abundance  #123822: 1,3-Dioxolane, 2-phenyl-2-(phenylmethyl)- s ectly i
149.0 19.00 19.50
m/z 106.00 7.33%
5000 105.0
0 51.0 L | 179.0209.0
‘ e e e
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\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Phthalic acid, hex-3-yl iso... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.522 5.51 ng 144735 Phenanthrene-d10 17.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, hex-3-yl isohexyl... 334 C20H3004 1000356-95-6 80
2 Phthalic acid, di(hept-4-yl) ester 362 C22H3404 1000356-80-0 80
3 Phthalic acid, di(hept-2-yl) ester 362 C22H3404 1000356-98-3 72
4 Di-5-nonyl phthalate 418 C26H4204 094054-23-6 72
5 Phthalic acid, hept-3-yl isohexy... 348 C21H3204 1000356-98-9 64
Abundance Scan 2763 (19.522 min): BG056567.D\data.ms (-2756) (- | m/z 148.95 100.00%
148.9
5000
71.0 iQ%d
113.1 279.1 :
N — ‘l‘vm‘u‘ Sk 208 T 3850 n/z 166.95  29.19%
m/z--> 50 100 150 200 250 300 350
Abundance #241719: Phthalic acid, hex-3-yl isohexyl ester
149.0
5000 AV‘”\W’”WT“ R
19.50
430 850 m/z 71.05 17.40%
251.0
O\‘\\““‘\‘\‘\‘\“\\\\\\\\‘\\\\“\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #271771: Phthalic acid, di(hept-4-yl) ester
149.0
U
19.50
5000 m/z 149.90 11.61%
o 57.0 104.0 221.0 265.0
\\\“‘\\\\“\\\\\‘\\\‘\\\\‘\‘\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 f\
Abundance #271772: Phthalic acid, di(hept-2-yl) ester ol o L ppousibagan
149.0 19.50
m/z 70.00 11.05%
5000
570 950 265.0
B e
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 unknownl9.727 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.727 8.50 ng 223160  Phenanthrene-di0 17.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 46
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 35
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 25
4 Tridecanoic acid 214 C13H2602 000638-53-9 22
5 Pentadecanoic acid 242 C15H3002 001002-84-2 18

Abundance Scan 2798 (19.727 min): BG056567.D\data.ms (-2792) (- | m/z 73.00 100.00%

73.0
5000 185.1 241.2

T
19.50 20.00
0- m/z 241.15  40.96%

m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0 284.0

5000 T T
s 185.0 241.0 19.50 20.00
m/z 185.10  38.96%

O H\}‘““‘m‘ﬂl Hf“ ‘ ‘\ \L \‘\ “ \‘ \‘ L\ \‘ “\ T \‘\ ‘ L ‘ 11
m/z--> 50 100 150 200 250 300 350
Abundance #109284: Tetradecanoic acid
73.0

129.0

T
19.50 20.00

m/z 60.00 37.66%
2000 185.0 228.0
29. H
0 ‘u‘\“\ “\““‘ ‘h‘\“ ;h‘\‘ o “ ‘ L h“\ u “ e R
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid T T
73.0 19.50 20.00

m/z 69.10  35.48%

129.0 256.0
5000 213.0
LT
‘H‘u H‘H\ ‘;‘\H‘HM} A ‘ L] ‘

T T
m/z--> 50 100 150 200 250 300 350 19.50 20.00

o
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\

BGO56567.D
7 Feb 2023 14:37
: CG/JU
: 01462-01
: 5 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG012723.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT 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 9 Triacontane Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
20.826 65.11 ng 2006590  Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 (C21H44 000629-94-7 91
4 Eicosane 282 (C20H42 000112-95-8 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 2985 (20.826 min): BG056567.D\data.ms (-2977) (- | m/z 71.00 100.00%
71.0
5000
o —
‘ ‘ ‘ “ 1831 2392 2053 20.50 21.00
ol LI AL 8 E 2392 2088 3515 s 10 se.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 o ——
20.50 21.00
m/z 57.00 71.21%
0 | Mhm J u‘ | \6\90 2250 281.0 337.0 422(
\\\\‘ Y\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
2050 2100
5000 m/z 43.05 43.50%
‘ Hl 1690
ol m |1, 1690 2250 2050 3670
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0 2050 2100
m/z 99.05 27.06%
5000 /\
0 1 M M (3000 2250 2060
m/z--> 50 100 150 200 250 300 350 400 2050 2100

8270-BG012723.M Wed Feb 08 11:02:22 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 unknown21.231 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

21.231 3.22 ng 99285  Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Terephthalic acid, 4-octyl octyl... 390 C24H3804 1000323-73-7 46
2 Isophthalic acid, 3,3-dimethylbu... 362 C22H3404 1000356-55-3 43
3 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 43
4 Isophthalic acid, octyl 1-propyl... 376 C23H3604 1000356-40-3 35
5 Didecan-2-yl phthalate 446 (C28H4604 028029-89-2 22

Abundance Scan 3054 (21.231 min): BG056567.D\data.ms (-3050) (- | m/z 261.05 100.00%

70.0 149.0 2611
5000
2100 2150
215.0 \ 2 : :
ol— “‘\ ‘L“m Mh\ \M I . N T ‘n\‘m‘wm}\ T ‘3‘(‘)5“1‘ ?5’\? - m/z 70.00 87.49%
m/z--> 50 100 150 200 250 300 350
Abundance #295651: Terephthalic acid, 4-octyl octyl ester
261.0
5000 T AL
167.0

112.0 21.00 21.50

m/z 149.00 83.77%

70.0
O \ “m ““‘\‘h\ “\ \“\ T " \‘\ L ‘ L ‘ ‘\ 1 T ‘ UL ’ UL ‘
m/z--> 50 100 150 200 250 300 350
Abundance #271961: Isophthalic acid, 3,3-dimethylbut-2-yl octyl este
261.0

T 7
21.00 21.50

5000 m/z 166.95  40.98%

149.0
ol 430 890 T 1%40 | 30703470
m/z--> 50 100 150 200 250 300 350

Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) ‘ 7

261.0 21.00 21.50
149.0 m/z 112.05 32.82%
5000
0‘H\\‘h“w“““‘\‘\‘\‘"“1‘89‘0”H‘ 13040 3610 I o)
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Octadecane, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.308 2.64 ng 81482  Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 81
2 Triacontane 422 C30H62 000638-68-6 74
3 Heptadecane 240 C17H36 000629-78-7 74
4 4-Methylheneicosane 310 C22H46 025117-29-7 72
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 64
Abundance Scan 3067 (21 308 min): BG056567.D\data.ms (-3064) (- | m/z 71.00 100.00%
71.0
5000
— —
| ‘ | 52 5150 2810 3502 21.00 21.50
0 P “ | il M y “ ‘\ \‘ h\ J‘n‘h‘ I n uh‘ e \“M | ’\u‘\‘ R ITI/Z 85.00 65.99%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158611: Octadecane, 2-methyl-
57.0
5000 — .
21.00 21.50
2250 m/z 57.05 65.48%
13.0
02‘0\\“\“ h‘\h‘\l"\“\\\!“\a‘\g!?‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
— —
21.00 21.50
5000 m/z 43.05 58.45%
0 Ll “h h‘ “\ 699 225 0 281.0 337.0 42?'(
e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane = =
57.0 21.00 21.50
m/z 55.00 30.61%
5000
nn “ 30 1600 240.0
o_w_m,‘uw‘mwm‘_m_m,mw” —_ e
m/z--> 0 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 E-15-Heptadecenal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.502 2.44 ng 75347  Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 60
2 2-Heptadecenal 252 C17H320 1000143-48-6 58
3 Cyclotetracosane 336 C24H48 000297-03-0 58
4 E-14-Hexadecenal 238 C16H300 330207-53-9 58
5 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 52
Abundance Scan 3100 (21.502 min): BG056567.D\data.ms (-3096) (- | m/z 83.00 100.00%
83.0
43.Q
5000
LN \
oL ‘LNJ HMJWMMMUHMWWWWHWHW”NWWWN\W‘\WJW‘H m/z 97.00 93.25%
miz--> 50 100 150 200 250 300 350
Abundance #138490: E-15-Heptadecenal
43.0
83.0
5000 —
21.50
m/z 69.00 92.50%
H‘ J{ZS'O 252.0
Ot “\H\‘ \‘ \“L‘ 1“\“‘\ 4 ‘1\68\\0\2‘1\0\0\ T “.\ LSRN I e
m/z--> 50 100 150 200 250 300 350
Abundance #138486: 2-Heptadecenal
43.0
83.0 s |
21.50
5000 m/z 71.10 61.53%
24.0
ol LLLLIT 1st0 2900
m/z--> 50 100 150 200 250 300 350
Abundance #244232: Cyclotetracosane ==
43.0 83.0 21.50
' m/z 55.05 61.15%
5000
25.0
oldd | ||l 1670 2100 2500 2830 3360
I s T T e e e e R T
m/z--> 50 100 150 200 250 300 350 21.50

8270-BG012723.M Wed Feb 08 11:02:30 2023 Page: 15



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\

BGO56567.D
7 Feb 2023 14:37

: CG/JU
. 01462-01

: 5 Sample Multiplier: 1

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG012723.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 13 Heptacosane Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
21.625 75.58 ng 2329040  Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3121 (21.625 min): BG056567.D\data.ms (-3107) (- | m/z 71.00 100.00%
71.0
W 2150  22.00
11972 : ’
ol \L‘ - ‘ | M LI T00239-2 29933374 394 ./, 8510  77.07%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — —
21.50 22.00
m/z 57.00 70.43%
ol ‘ || ‘\ ) 1‘410183022502670 323.0 380.0
\\\‘\\\\‘\\\\‘\T\\‘\\\\‘\\\\\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
== —
21.50 22.00
5000 m/z 43.00 41.89%
oL ‘L‘ ”h‘ i \\ | 141.0183.0225.0267.0309.0 367.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- = =
57.0 21.50 22.00
m/z 99.05 25.69%
5000
9.0
41
ol LLL L 1401830225 0067.03000 3850 |
m/z--> 50 100 150 200 250 300 350 21.50 22.00

8270-BG012723.M Wed Feb 08 11:02:31 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 14 Supraene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.819 12.99 ng 400181  Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 (.+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 64
3 trans-Farnesol 222 C15H260 000106-28-5 59
4 8-Chloro-1-octanol, benzyldimeth... 312 C17H29C10Si 1000375-56-9 59
5 Cyclopropanecarboxylic acid, 4-i... 204 C13H1602 1000331-01-9 50
Abundance Scan 3154 (21.819 min): BG056567.D\data.ms (-3148) (- | m/z 69.00 100.00%
69.0
- LAA/J\\J/\M“WJ\,\
2150 22,00
2030 : :
ol b iy M“ “ b 2120 3411 3955 u,; 81.00  54.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — s
21.50 22.00
m/z 95.00 14.31%
137.0
0260 1 |yl 1910 2730 3410 4104
\\\\‘\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #198763: (.+/-.)-Lavandulol, pentafluoropropionate
69.0
119.0 - —
21.50 22.00
5000 m/z 41.05 13.27%
2050
s J‘“m \ i ‘w‘ | U 2703000
m/z--> 50 100 150 200 250 300 350 400
Abundance #101946: trans-Farnesol e ™
69.0 21.50 22.00
m/z 68.05 11.58%
5000
2 | 138917902220
o280 | 0 mezz20 Ll e
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00

8270-BG012723.M Wed Feb 08 11:02:32 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 15 Tetracosane, 11-decyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.536 63.63 ng 1960910  Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane, 11-decyl- 479 (C34H70 055429-84-0 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3276 (22.536 min): BG056567.D\data.ms (-3266) (- | m/z 71.00 100.00%
71.0
LN \
\ ‘ ” 3.1 239.2 2953 22:59
ot u‘h 12,3302 2083 3514 o g5 0p 77.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #333755: Tetracosane, 11-decyl-
57.0
5000 — :
22.50
m/z 57.00 68.05%
0 ‘L‘ |12 1690 2250 2810 2270 5030
\\\\’1\\‘\\\‘\f\\‘\\\T‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
RN \
22.50
5000 m/z 43.00 39.89%
13.0
ol ,L‘ L ,169-0 225.0 281.0 336.0380.0
e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- =T :
57.0 22.50
m/z 99.05 25.11%
5000
N ‘L “\\ A 0 1690 2250 210 3650
e “‘ B B R P
m/z--> 50 100 150 200 250 300 350 400 22.50

8270-BG012723.M Wed Feb 08 11:02:33 2023 Page: 18



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

7

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
BGO56567.D

Feb 2023 14:37

: CG/JU
. 01462-01

: 5

hod :
le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG012723.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 Octacosane Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
23.587 54.96 ng 1693580  Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 (C28H58 000630-02-4 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87

Abundance Scan 3455 (23.587 min): BG056567.D\data.ms (-3445) (- | m/z 71.00 100.00%
71.0
5000 AAMA\J¥J/\A
13.0 A ‘
155.1 791, 2 23.50
ok | “‘w T' [ 4] L5750 2001 82333653 ./, g5.10  79.48%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 —— :
23.50
9.0 m/z 57.00 73.20%
o LI 1] 1410183.0225.0267.0309.0 367.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
T 7
23.50
5000 m/z 43.00 40.46%
REY. | i 114101830225 026703090 3600
e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane — T ‘
57.0 23.50
m/z 99.05 26.47%
5000
ol I H | 1419183 0225.0 281.0 337.0 394.
‘““H“‘““‘H“““‘_““““_““ =
m/z--> 50 100 150 200 250 300 350 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 17 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.827 48.55 ng 1367410  Perylene-di12 25.344
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hentriacontane 437 C31He64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-Methylhexacosane 380 C27H56 001561-02-0 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 3666 (24.827 min): BG056567.D\data.ms (-3655) (- | m/z 71.00 100.00%
71.0
5000 /\v
= ==
‘ H 1831 239 2 3092 24.50 25.00
0 mw w‘ ‘ Lornats. 399.2 3652 4168y gs.ee  75.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
5000 = e
24.50 25.00
m/z 57.00 69.80%
ol | h‘ LIy “ ‘1690 225.0  309.0 365.0 436.(
\\\‘ \\‘\\\\‘\\\\‘Y\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
= =
24.50 25.00
5000 m/z 43.00 38.55%
‘ | ] ]11 169.0
ol A LIT T, 1690 2250 2050 3670
m/z--> 50 100 150 200 250 300 350 400
Abundance #287978: 2-Methylhexacosane — —
57.0 24.50 25.00
m/z 99.00 26.51%
5000
‘ ]"13 .0
ol L Ui L1 3500 2250 2810 8870 )
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00

8270-BG012723.M Wed Feb 08 11:02:35 2023 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BG@56567.D

Acq On 7 Feb 2023 14:37

Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 18 Dotriacontane, 1-iodo- Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
26.320 42.13 ng 1186600  Perylene-di12 25.344
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 87
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
3 Octacosane 394 C28H58 000630-02-4 74
4 Heneicosane 296 C21H44 000629-94-7 72
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 72

Abundance Scan 3920 (26.319 min): BG056567.D\data.ms (-3909) (- | m/z 71.10 100.00%
71.1
= =
‘ H 197.1 2532 3934 26.00 26.50
0 m“m“_u“‘”‘ L e 3234 3985 0 n/z 85.05  76.91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 == —
26.00 26.50
m/z 57.00 73.19%
oLl L \ \\ J 1090 2250 2950 3510 449
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0
— —=
26.00 26.50
5000 ITI/Z 43.00 37.14%
oL LT 2690 2250 2810 3650
e ““‘H“‘“‘H“““w“““u“““_
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane “ T
57.0 26.00 26.50
m/z 99.05 25.56%
5000
13.
oL ‘ | 11130 160.0 225.0 281.0 337.0 394.0
“‘_““"H“‘“‘H“““w“““u“““_ . .
m/z--> 50 100 150 200 250 300 350 400 450 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 19 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
28.070  35.27 ng 993350  Perylene-di12 25.344
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hentriacontane 437 C31He64 000630-04-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-Methylhexacosane 380 C27H56 001561-02-0 91

Abundance Scan 4218 (28.070 min): BG056567.D\data.ms (-4208) (- | m/z 71.00 100.00%

71.0
5000
J J 28.00 |
41. .
11.2
ob Ll ‘“Jﬁw«wm_H‘3_2‘3”2_‘H‘HHw?"l‘??_wm m/z 85.10 78.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320590: Hentriacontane
57.0
5000 ~— :
28.00
m/z 57.00 70.17%
oh s |11 1F7 P 197.0267.0 351.0 436.0
‘\\TT’\H\‘H\f‘\H\‘1\H‘HH‘1\\\[\H\‘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
T \
28.00
5000 ITI/Z 43.00 33.46%

oL Lkl 019702670387 04070 49105620

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #339055: Hexatriacontane
57.0 28.00
m/z 69.00 26.01%
- Nm//\/\/w
ol ‘ || 127-0197.0 281.0351.0421.0 506.0
A e o T T T I ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BG@56567.D

Acq On : 7 Feb 2023 14:37
Operator : CG/JU

Sample : 01462-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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-... 5.303 13.5 ng 113589 1  8.270 168125 20.0
unknownl7.406 17.406 3.3 ng 86029 4 17.630 525059 20.0
Octadecane 17.806 21.8 ng 570887 4 17.630 525059 20.0
Tridecanoic acid 18.476 3.8 ng 98665 4 17.630 525059 20.0
Hexacosane 19.087 49.5 ng 1298916 4 17.630 525059 20.0
Phenyl(2-phenyl... 19.181 21.1 ng 554094 4 17.630 525059 20.0
Phthalic acid, ... 19.522 5.5 ng 144735 4 17.630 525059 20.0
unknown19.727 19.727 8.5 ng 223160 4 17.630 525059 20.0
Triacontane 20.826 65.1 ng 2006590 5 21.919 616347 20.0
unknown21.231 21.231 3.2 ng 99285 5 21.919 616347 20.0
Octadecane, 2-m... 21.308 2.6 ng 81482 5 21.919 616347 20.0
E-15-Heptadecenal 21.502 2.4 ng 75347 5 21.919 616347 20.0
Heptacosane 21.625 75.6 ng 2329040 5 21.919 616347 20.0
Supraene 21.819 13.0 ng 400181 5 21.919 616347 20.0
Tetracosane, 11... 22.536 63.6 ng 1960910 5 21.919 616347 20.0
Octacosane 23.587 55.0 ng 1693580 5 21.919 616347 20.0
Hentriacontane 24.827 48.5 ng 1367410 6 25.344 563282 20.0
Dotriacontane, ... 26.320 42.1 ng 1186600 6 25.344 563282 20.0
Tetratetracontane 28.070 35.3 ng 993350 6 25.344 563282 20.0
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