LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58581.D

Acqg On : 2 Aug 2023 16:47

Operator : MA/JU

Sample : 03686-05 :
Misc : SB-20-0-2-20230720

ALS Vvial : 14 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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58581.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.381 384 390 406 rVB 616203 1003893 49.33% 6.286%
2 6.985 655 663 679 rBvV 610787 1053417 51.76% 6.596%
3 7.403 728 734 743 rBV2 15642 31585 1.55% ©.198%
4 7.814 797 804 811 rBV 176003 293654 14.43%  1.839%
5 8.977 994 1002 1014 rBV 356177 651645 32.02% 4.081%
6 10.616 1271 1281 1297 rBV 236365 448576 22.04% 2.809%
7 13.078 1693 1700 1709 rBV 898673 1395367 68.56% 8.738%
8 13.354 1739 1747 1762 rBV 706188 1173317 57.65% 7.347%
9 14.459 1928 1935 1942 rBV 409774 643728 31.63% 4.031%
10 15.951 2182 2189 2202 rBV 820300 1250420 61.44% 7.830%
11 16.457 2272 2275 2289 rBV2 13497 35589 1.75% 0.223%
12 16.568 2289 2294 2300 rBv4 12881 27066 1.33% 0.169%
13 17.203 2395 2402 2406 rBV 509643 785400 38.59% 4.918%
14 17.244 2406 2409 2416 rVWW 217606 325763 16.01%  2.040%
15 17.332 2418 2424 2430 rVB2 23561 48877  2.40%  0.306%
16 17.614 2466 2472 2480 rBV2 13197 25067 1.23% 0.157%
17 18.096 2546 2554 2557 rBV2 160954 253167 12.44%  1.585%
18 18.125 2557 2559 2569 rVB 48542 81992 4.03% 0.513%
19 18.278 2578 2585 2588 rBV5 26895 49229 2.42% 0.308%
20 18.313 2588 2591 2598 rVB3 16211 25742 1.26% 0.161%
21 18.584 2632 2637 2640 rBV 18873 25573 1.26% 0.160%
22 18.625 2640 2644 2649 rVB3 21709 32902 1.62% 0.206%
23 19.007 2701 2709 2711 rBV4 37301 60663 2.98% 0.380%
24 19.042 2711 2715 2721 rVB2 94261 132008 6.49% 0.827%
25 19.142 2727 2732 2735 rBV3 19083 32175 1.58% 0.201%
26 19.171 2735 2737 2741 rVWV2 17326 20764 1.02% 130%

27 19.265 2745 2753 2762 rVV 321925 485101 23.84%
28 19.371 2767 2771 2782 rVV2 61292 106279  5.22%

NOOWO
o))
o))
(o))
R

29 19.594 2804 2809 2810 rBV2 49342 62224  3.06% 390%
30 19.624 2810 2814 2822 rVV 229340 341653 16.79% 139%
31 19.694 2823 2826 2833 rVB6 14391 21988 1.08% ©.138%
32 19.823 2841 2848 2854 rBV 1562626 2035219 100.00% 12.744%
33 19.941 2865 2868 2876 rVB6 20850 50209 2.47% ©.314%
34 20.123 2896 2899 2902 rVB4 32190 33876 1.66% ©0.212%
35 20.276 2921 2925 2928 rVB2 19073 25049 1.23% ©0.157%
36 20.458 2952 2956 2960 rBV2 34593 41428 2.04% 0.259%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58581.D

Acqg On : 2 Aug 2023 16:47

Operator : MA/JU

Sample : 03686-05 :
Misc : SB-20-0-2-20230720

ALS Vvial : 14 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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.616 2980 2983 2987 rVB 25766 27182 1.34% ©.170%
38 20.869 3022 3026 3031 rVB2 29517 46037 2.26% ©0.288%
39 21.051 3050 3057 3058 rBV3 28360 53764 2.64% 0.337%
40 21.186 3077 3080 3091 rVB3 67771 127319 6.26% 0.797%
41 21.445 3116 3124 3129 rBV3 537711 986360 48.46% 6.177%
42 21.492 3129 3132 3140 rVB 91982 138135 6.79% 0.865%
43 21.621 3151 3154 3161 rVB2 24113 39056 1.92% 0.245%
44 22.203 3249 3253 3257 rBVS5 16240 33106 1.63% 0.207%
45 23.542 3474 3481 3487 rBV2 61870 183954 9.04% 1.152%
46 24.230 3593 3598 3607 rVB2 32994 84595 4.16% 0.530%
47 24.365 3616 3621 3633 rVB3 50021 133813 6.57% 0.838%

48 24.512 3637 3646 3666 rVB 341672 1005519 49.41% 6.297%

Sum of corrected areas: 15969445
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58581.D

Acq On : 2 Aug 2023 16:47

Operator : MA/JU

Sample : 03686-05 :
Misc : SB-20-0-2-20230720

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058581.D\data.ms

1400000
1200000
1000000

800000

5.381 6.985
600000

400000 8.977
10.616
200000 7.814

7.403

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

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058581.D\data.ms

19.823
1400000

1200000

1000000
B.078
15.951

800000 13.354

21.445
600000 17.203

400000 14.459

17244
200000 18.096

19.042
o tA 168568 .33261418ﬁ§g§§§%§3@"
e e R e i i

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: BG058581.D\data.ms

1400000
1200000
1000000
800000
600000
400000 24512

200000 23542 504

0\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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

8270-BGO72823.M Thu Aug 03 03:32:39 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\

Data File : BG@58581.D

Acq On 2 Aug 2023 16:47

Operator : MA/JU

Sample : 03686-05 :
Misc SB-20-0-2-20230720

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
: 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 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
7.403 2.15 ng 31585 1,4-Dichlorobenzene-d4 7.814
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 74
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 50
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
5 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 45
Abundance Scan 734 (7.403 min): BG058581.D\data.ms (-728) (-) m/z 45.00 100.00%
45.0
5000
72.0 S
“ 104.0 7.00 7.20 7.40 7.60 7.80
H‘HH_H‘_HWN‘WHH‘Hu_m‘_uw‘uwuu‘uu_u‘_uw“ m/z 59.00 42.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘\\H‘HH‘HHM’HN\‘"H
7.00 7.20 7.40 7.60 7.80
2900 72.0 m/z 72.00 20.81%
H‘H‘\q\‘\\\H“\H\‘\‘\‘H‘HH‘HH‘!‘\‘H‘\ﬁ\g‘\()\\?_‘o\ﬁ\()‘\H\‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #38390: Diethyl carbitol
45.0
N 0 VT SN
7.00 7.20 7.40 7.60 7.80
5000 720 m/z 73.00 15.65%
29.0
4.0 87,0 1030
H_‘H_‘H‘HH‘H‘WH‘W‘Hw‘H‘_H‘_H‘_‘H_‘H‘HH‘H‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 n
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)- A&“H“““‘w‘,“““
45.0 7.00 7.20 7.40 7.60 7.80
m/z 43.00 12.89%
5000
27 T ‘ 73.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58581.D

Acq On : 2 Aug 2023 16:47

Operator : MA/JU

Sample : 03686-05 :
Misc SB-20-0-2-20230720

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.354 36.45 ng 1173320  Acenaphthene-d10 14.459
Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 Acetaminophen 151 C8HINO2 000103-90-2 49
4 Metacetamol 151 C8HINO2 000621-42-1 47
5 2-Thiophenecarbonitrile 109 C5H3NS 001003-31-2 43
Abundance Scan 1747 (13.354 min): BG058581.D\data.ms (-1739) (- | m/z 42.95 100.00%
43.0
109.0
5000 151.1
‘ ‘69‘-0 | 13.00 13.50
el e 1930 /7 109.00  69.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
13 00 13 50
69.0 m/z 151.05 37.62%
\\\‘\\‘\\"‘w\‘\“\‘”‘ \“\“\ \H“\‘\‘\H\’\\H‘\‘\‘\\\\‘\\1\’\\‘\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0 /\
13 00 13 50
5000 151.0 m/z 41.00 19.61%
32.0 79.0 \ ‘ ‘
R EE EE R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen
109.0 13 00 13 50
m/z 69.00 13.79%
5000 151.0
43.0 80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13 00 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58581.D

Acq On : 2 Aug 2023 16:47

Operator : MA/JU

Sample : 03686-05 :
Misc : SB-20-0-2-20230720

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.096 6.45 ng 253167 Phenanthrene-di0 17.203
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2554 (18.096 min): BG058581.D\data.ms (-2546) (- | m/z 60.00 100.00%

60.0
5000 129.0
2131
. —

| 157.1185.1 y561 P
SRS [0 m/z 73.00 97.98%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
e [

5000
129.0 18.00
m/z 43.00 95.11%

213.0
‘ H (ﬂ 157.0185.0 ‘

]\-ﬁ‘o\\\\ HH\H “‘\‘H\‘\\\““\\“”h“\H\‘H‘\\H‘H‘H‘\‘\\‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid

73.
43.0 0
T \

[ i

18.00
5000 129.0 m/z 57.00 89.39%
171.0
214.0
15.0 W JM ‘(‘h“u 7 Y A O A
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid g ‘
43.0 73.0 18.00

m/z 55.00 82.75%

5000 129.0
199.0
s e T
1s.0) (Il gl B \m ul L e,

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58581.D

Acq On : 2 Aug 2023 16:47

Operator : MA/JU

Sample : 03686-05 :
Misc SB-20-0-2-20230720

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.125 2.09 ng 81992  Phenanthrene-d10 17.203
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
2 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 93
3 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 93
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
Abundance Scan 2559 (18.125 min): BG058581.D\data.ms (-2557) (- | m/z 192.05 100.00%
192.1
5000 /\j\
165.0 18.00 1850
39.0 63.0 139.0 240(:
_‘H‘H‘W‘H“NJM‘H‘_‘H‘H‘WJ‘HNA et M/z 191,00 50.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0
5000 I“\l‘\/\AM
18 00 18. 50
165.0 m/z 189.00  24.26%
300 630 960 1390 | w
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67045: Phenanthrene, 3-methyl-
192.0
18 00 18 50
5000 m/z 190.00 18.39%
300 630 940 1391650 w
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67017: 1H-Indene, 1-phenyl- ‘
192.0 18. 00 18 50
m/z 193.05 14.82%
5000
165.0
280 650 89.0 1201390 | w Dty
A e R oA e s L =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58581.D

Acq On : 2 Aug 2023 16:47

Operator : MA/JU

Sample : 03686-05 :
Misc SB-20-0-2-20230720

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 11-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.042 3.36 ng 132008 Phenanthrene-di0 17.203
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
2 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
4 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 99
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
Abundance Scan 2715 (19.042 min): BG058581.D\data.ms (-2711) (-~ | m/z 55.00 100.00%
55.0
5000
R \
|
A 444" m/z 69.00  54.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194425: 11-Octadecenoic acid, methyl ester
55.0
5000 Sl :
19.00
11.0 m/z 83.00 50.96%
‘ 180.0 26‘4'0
\\‘L ‘r““\‘ “‘m\”‘\ ‘L\‘\VL\‘\‘\‘\H"HH‘\H\‘HH’
m/z--> 50 100 150 200 250 300 350 400
Abundance  #194453: 11-Octadecenoic acid, methyl ester, (2)-
55.0
vvxf\/\/v{\/\w"’\f\r‘l\ — ‘
19.00
5000 m/z 74.00 46.90%
264.0
11.0
1 e
LI \“‘ T
m/z--> 50 100 150 200 250 300 350 400 A
Abundance #194419: 10-Octadecenoic acid, methyl ester wh L ‘/\(‘MM
55.0 19.00
m/z 41.00 45.17%
5000
264.0
\\‘ | o
LI \“ \“ T ‘ T
m/z--> 50 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58581.D

Acq On : 2 Aug 2023 16:47

Operator : MA/JU

Sample : 03686-05 :
Misc SB-20-0-2-20230720

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.371 2.15 ng 106279  Chrysene-d12 21.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2771 (19.371 min): BG058581.D\data.ms (-2767) (- | m/z 72.95 100.00%
73.0
o %
241.1 ak —
m | 1711 1 19.00 19.50
e b g L g L a 499 5330 5g ae 96.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179090: Octadecanoic acid
43.0
5000 — e
129.0 19.00 19.50
284.0 m/z 60.00 87.41%
‘\1}1 “I\‘ mihnlll‘l\\l!P!"
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid
73.0
19.00 19.50
5000 m/z 43.00 86.93%
tL } 199.0
0
}‘5(‘ “ 'H"“]]‘P‘{H‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid “ ——
60.0 19.00 19.50
m/z 55.00 69.99%
5000 129.0
H 213.0
| ‘\"g\w‘Hu_w"‘,W_m_WH_M AW e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58581.D

Acq On : 2 Aug 2023 16:47

Operator : MA/JU

Sample : 03686-05 :
Misc SB-20-0-2-20230720

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 7 11H-Benzo[a]fluoren-11-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.186 2.58 ng 127319  Chrysene-d12 21.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H1e0 000479-79-8 83
2 7H-Benz[de]anthracen-7-one 230 C17H1e0 000082-05-3 64
3 6H-Benz[de]anthracen-6-one 230 C17H100 080252-14-8 50
4 o-Terphenyl 230 C18H14 000084-15-1 49
5 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 47
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58581.D

Acqg On : 2 Aug 2023 16:47

Operator : MA/JU

Sample : 03686-05 :
Misc : SB-20-0-2-20230720

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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|
Ethanol, 2-(2-e... 7.403 2.1 ng 31585 1 7.814 293654 20.0
2,4,7,9-Tetrame... 13.354 36.5 ng 1173320 3 14.459 643728 20.0
n-Hexadecanoic ... 18.096 6.5 ng 253167 4 17.203 785400 20.0
1H-Cyclopropa[l... 18.125 2.1 ng 81992 4 17.203 785400 20.0
11-Octadecenoic... 19.042 3.4 ng 132008 4 17.203 785400 20.0
Octadecanoic acid 19.371 2.1 ng 106279 5 21.445 986360 20.0
11H-Benzo[a]flu... 21.186 2.6 ng 127319 5 21.445 986360 20.0
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