LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58574.D

Acqg On : 2 Aug 2023 12:00

Operator : MA/JU

Sample : 03686-07 :
Misc : SB-18-0-2-20230720

ALS vial : 7 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: BGO58574.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.388 384 391 401 rBV 778454 1254073 47.33% 6.670%
2 6.986 655 663 682 rBvV 779723 1328864 50.15% 7.067%
3 7.403 729 734 741 rBV2 14471 26911 1.02% 0.143%
4 7.814 795 804 809 rBV 195944 332154 12.54% 1.767%
5 7.867 809 813 821 rVB 49733 79393 3.00% 0.422%

6 8.978 994 1002 1019 rBV 450743 831306 31.37% 4.421%
7 10.611 1273 1280 1290 rBV 271054 498046 18.80%  2.649%
8 13.079 1693 1700 1718 rBV 1205913 1887219 71.22% 10.037%
9 13.672 1793 1801 1818 rBV 952047 1404911 53.02% 7.472%
10 14.459 1928 1935 1945 rBV 453280 719458 27.15%  3.826%

11 15.952 2182 2189 2209 rBV 983064 1543605 58.25%
12 17.203 2394 2402 2415 rBV 541141 839015 31.66%
13 18.102 2548 2555 2571 rBV2 207694 502019 18.95%
14 19.136 2726 2731 2743 rBV 202754 303134 11.44%
15 19.254 2744 2751 2763 rVB5 53025 123337  4.65%

O Rr N DO
o))
N
(]
X

16 19.377 2767 2772 2784 rBV 184614 315474 11.91%
17 19.824 2842 2848 2855 rBV 1920090 2649750 100.00% 14.092%
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18 20.129 2895 2900 2903 rBV 44454 54128 2.04% ©.288%
19 20.617 2979 2983 2987 rBV 110626 140528 5.30% 0.747%
20 21.105 3062 3066 3069 rBV 160214 198944  7.51%  1.058%

21 21.445 3118 3124 3139 rBV 513472 949527 35.83%
22 21.622 3150 3154 3160 rVB 212021 298268 11.26%
23 21.939 3204 3208 3213 rBV 159667 227286  8.58%
24 22.197 3247 3252 3257 rBV 235442 360088 13.59%
25 22.850 3358 3363 3374 rBV 185173 343459 12.96%
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26 23.613 3487 3493 3500 rVB 163385 326760 12.33%
27 24.512 3638 3646 3659 rBV2 419729 1265283 47.75% 6.729%
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Sum of corrected areas: 18802940
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58574.D

Acq On : 2 Aug 2023 12:00

Operator : MA/JU

Sample : 03686-07 :
Misc : SB-18-0-2-20230720

ALS VvVial : 7 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: BG058574.D\data.ms
1500000

1000000
5.388 6.986

500000 8.978

10.611
7.814

7.403 7}&‘”

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: BG058574.D\data.ms

19.824

1500000
B.079

1000000 13.672 15.952

21.445

17.203
500000 14.459

18.102 19.136377
19.254

L | IS L SRR R = RSN

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: BG058574.D\data.ms

1500000

1000000

24.512
500000

850 23.613

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58574.D

Acq On : 2 Aug 2023 12:00

Operator : MA/JU

Sample : 03686-07 :
Misc SB-18-0-2-20230720

ALS VvVial : 7 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 1 1-Hexanol, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.867 4.78 ng 79393 1,4-Dichlorobenzene-d4 7.814

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
3 Octane, 3-methyl- 128 C9H20 002216-33-3 47
4 2-Decene, 5-methyl-, (Z)- 154 C11H22 074645-86-6 42
5 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 42
Abundance Scan 813 (7.867 min): BG058574.D\data.ms (-809) (-) m/z 57.00 100.00%
57.0
5000
41.0
e EaERRRERE
7.60 7.80 8.00 8.20
‘\ 98.1 .
H‘HHM‘HM‘HM‘H_leu‘wu‘wuw‘uw‘uwu‘wu‘WH‘ m/z 41.00 33.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000
43.0 7.60 7.80 8.00 8.20
20.0 83.0 m/Z 43.00 29.88%
98 0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
AR mmaa TR
7.60 7.80 8.00 8.20
5000 m/z 55.00 27.43%
43.0
29.0 83.0
w00 L o

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #14538: Octane, 3-methyl-

57.0 7.60 7.80 8.00 8.20
m/z 56.00 20.68%

5000
43.0
29.0 ‘
98.0

S e o T T R L L

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58574.D

Acq On : 2 Aug 2023 12:00

Operator : MA/JU

Sample : 03686-07 :
Misc SB-18-0-2-20230720

ALS VvVial : 7 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 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 2 2-Ethylhexyl mercaptoacetate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.672 39.05 ng 1404910  Acenaphthene-d10 14.459
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 90
2 Isooctyl mercaptoacetate 204 C10H2002S 025103-09-7 80
3 Decane, 2-methyl- 156 C11H24 006975-98-0 53
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 53
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 50

Abundance Scan 1801 (13.672 min): BG058574.D\data.ms (-1793) (- | m/z 57.00 100.00%
57.0
5000 ]k
— —
‘ ‘831 112.1 13.50 14.00
MWM‘M“ Wby 3451 1750 sz 71.10  54.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0
5000 —r— ——
13.50 14.00
29.0 112.0 m/Z 43.00 51.62%
0 el
\\\‘\‘\\\“‘\\\!‘\\N\‘h\\\‘\\\‘\‘\\\\]-‘4.\5\\()\‘]\-\7\2\?\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79334: Isooctyl mercaptoacetate
57.0
—— T
13.50 14.00
5000 m/z 41.00 34.85%
29.0 ‘ 1120
S P V=S ™ Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33088: Decane, 2-methyl- —— —
43.0 13.50 14.00
m/z 55.00 30.47%
5000 71.0 jk
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58574.D

Acq On : 2 Aug 2023 12:00

Operator : MA/JU

Sample : 03686-07 :
Misc SB-18-0-2-20230720

ALS VvVial : 7 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.
18.102 11.97 ng 502019  Phenanthrene-d10 17.203
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Octadecanoic acid 284 (C18H3602 000057-11-4 76
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 2555 (18.102 min): BG058574.D\data.ms (-2548) (- | m/z 72.95 100.00%
73.0
5000
129.1
213 2 - S
m ‘ 18.00 18.50
- ‘m'ﬂwJ‘\‘m"‘w“"w‘Mw,w,w_s?’?" m/z 60.00  95.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 -t —
129.0 18.00 18.50
m/z 43.10 93.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid
73.0
ey =
18.00 18.50
5000 129.0 m/z 57.00 81.65%
‘ 199.0
‘1\5”“ “‘"h‘“““,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid . B
73.0 18.00 18.50
m/z 41.00 75.04%
5000 129.0
‘ ‘ 284.0
LM ooy 1 I L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58574.D

Acq On : 2 Aug 2023 12:00

Operator : MA/JU

Sample : 03686-07 :
Misc SB-18-0-2-20230720

ALS VvVial : 7 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 2-(2H-Benzotriazol-2-yl)-5-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.136 7.23 ng 303134  Phenanthrene-di0 17.203
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-(2H-Benzotriazol-2-yl)-5-methy... 225 C13H11N30 004998-48-5 98
2 Drometrizole 225 C13H11IN30 002440-22-4 97
3 2-(2-Hydroxy-5-methylphenyl)benz... 267 C15H13N302 1000384-15-2 78
4 9(10H)-Acridinone, 1-hydroxy-10-... 225 C14H11NO2 016584-54-6 50
5 2H-Benzotriazole, 2-(2-butoxy-5-... 281 C17H19N30 1000262-87-5 50
Abundance Scan 2731 (19.136 min): BG058574.D\data.ms (-2726) (- | m/z 225.10 100.00%
225.1
5000
93.0 T ‘ T T ‘ T
| \ 168.0 19.00 19.50
369001, .| | 28403410 4449 533 ., 93 95  25.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #105410: 2-(2H-Benzotriazol-2-yl)-5-methylphenol
225.0
5000 T T T I
19.00 19.50
93.0 m/z 226.00  16.88%
168.0
‘\23\'?%“\1\‘11|‘l\lTlTT‘\\‘Lf\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105390: Drometrizole
225.0
—— —
19.00 19.50
5000 m/z 65.00 15.64%
93.0
168.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #156681: 2-(2-Hydroxy-5-methylphenyl)benzotriazole, O- rhasgoag ol el
225.0 19.00 19.50
m/z 66.00 15.64%
5000
65.0
} \ 168.0
S O — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50

8270-BGO72823.M Thu Aug 03 03:28:57 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58574.D

Acq On : 2 Aug 2023 12:00

Operator : MA/JU

Sample : 03686-07 :
Misc : SB-18-0-2-20230720

ALS VvVial : 7 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 cis-Vaccenic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

19.254 2.94 ng 123337  Phenanthrene-di0 17.203
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 87
2 Palmitoleic acid 254 C16H3002 000373-49-9 81
3 1-Dodecanethiol 202 C12H26S 000112-55-0 76
4 Oxacyclohexadecan-2-one 240 C15H2802 000106-02-5 76
5 6-Octadecenoic acid 282 C18H3402 1000336-66-8 74

Abundance Scan 2751 (19.254 min): BG058574.D\data.ms (-2744) (- | m/z 55.00 100.00%
55.0

5000

19.00 19.50
m/z 69.05 64.09%

\H\ 4\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #176209: cis-Vaccenic acid
55.0
5000 e - ARt
19.00 19.50
m/z 83.00 53.40%
’ ‘ ‘ 264.0
\‘ M ““MI I\ “\ Anh u ﬂ n n 0.0 y ‘

BARRRE T T T T T T T T T T [T T T T[T T T[T

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance #140796: Palmitoleic acid
55.0
Ml
19.00 19.50
5000 ITI/Z 41.00 53.18%
H’l x.h\m.ﬂ JFLHTC"?H?T?‘?H‘,mmm‘mmm,mw JLW
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #77844: 1-Dodecanethiol T T
41.0 19.00 19.50
m/z 43.00 44.80%
5000 7.0
L, 2
\‘”“\\"l”l“\“\‘l““\””\””\”"!””\””\””\‘”‘!””\ RN U
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@58574.D

Acq On : 2 Aug 2023 12:00

Operator : MA/JU

Sample : 03686-07 :
Misc SB-18-0-2-20230720

ALS VvVial : 7 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 6
R.T. EstConc Area Relative to ISTD R.T.
19.377 6.64 ng 315474  Chrysene-d12 21.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
Abundance Scan 2772 (19.377 min): BG058574.D\data.ms (-2767) (- | m/z 73.00 100.00%
185 12412 - —
H\ ‘ \ \ 19.00 19.50
A by ), 2970 4000 8331 oo 66 9500
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid
73.0
5000 P e
129.0 19.00 19.50
“ 185.0 284.0 m/z 57.00 94.89%
\"\H‘ "1"\'“1”\1‘}\‘]\!\\]\\\\’\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5 —
19.00 19.50
5000 129.0 m/z 43.00 94.43%
H 2130
A H“u“w,l”‘ \mm \,““‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #126202: Pentadecanoic acid = —
43.0 19.00 19.50
m/z 55.00 75.50%
5000
129.0 242.0
0
Wbl e | UYL
m/z--> 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@58574.D

Acq On 2 Aug 2023 12:00
Operator : MA/JU

Sample : 03686-07

Misc

ALS vial : 7

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

SB-18-0-2-20230720

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
: 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 7 Eicosane, 10-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
20.617 2.96 ng 140528  Chrysene-d12 21.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Tridecane 184 C13H28 000629-50-5 81
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 81
5 Heptacosane 380 C27H56 000593-49-7 74

Abundance Scan 2983 (20.617 min): BG058574.D\data.ms (-2979) (- 57.00 100.00%

57.0

5000
= =
‘ | 1490, 0 a4 . 20.50 21.00
“H‘VJJﬂﬂﬂmk‘u‘pi‘u‘Hu]u“p‘u“u‘@“w‘ﬁ“ m/z 43.00 57.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 T T
20.50 21.00
m/z 71.00 55.82%

154.0
L] 211.0 281.0

| |
[T T T A T T T[T T T T[T T T[T T[T T[T T T [TTTr[TTTT]

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance #123958: Heptadecane
57.0
R .
20.50 21.00
5000 ITI/Z 85.05 40.93%
‘ 113.0169.0 240.0
"w‘m‘“lMMw‘iwm{m‘,w_ww_m,w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 Nﬁhwu
Abundance #59029: Tridecane Py 7=
57.0 20.50 21.00
m/z 55.00 21.62%
- W\JLMJ\
\‘ x} ‘11A113"0 184'0
e e e e e e e e e —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Data Path : Z:
Data File : BG

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
058574.D

Acq On : 2 Aug 2023 12:00
Operator : MA/JU

Sample : 03686-07

Misc

ALS vial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

SB-18-0-2-20230720

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
: 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 8 Heptacosane Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
21.105 4.19 ng 198944  Chrysene-d12 21.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 3066 (21.105 min): BG058574.D\data.ms (-3062) (- | m/z 57.00 100.00%

57.0
5000

==
131, s 2100 2150
AT 169222512810 38514451 515 71 g 57.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0

5000 T
21.00 21.50
m/z 43.00 54.52%

]| 130160.02250281.0 3800
\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246481: Tetracosane
57.0

T
21.00 21.50

5000 m/z 85.05 42 .71%
| ‘ | | 1113:0169.0225.0281.0338.0
A A e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane TP =
57.0 21.00 21.50

m/z 55.00 22.65%

5000
113.0
[l 169.02250 296.0

L Ly
L L B B L B B Y IR

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58574.D

Acq On : 2 Aug 2023 12:00

Operator : MA/JU

Sample : 03686-07 :
Misc SB-18-0-2-20230720

ALS VvVial : 7 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 9 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.622 6.28 ng 298268  Chrysene-di12 21.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Triacontane, 1-iodo- 548 (C30H61I 1000406-32-3 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87

Abundance Scan 3154 (21.622 min): BG058574.D\data.ms (-3150) (- | m/z 57.00 100.00%
57.0

%

5000
F 169.1 21.50 22.00
oA LLL 2892 2531 3300 4451 833 .. 71 06 61.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 = —s

21.50 22.00
m/z 43.00 55.08%

| ‘ L h | 183.0239.0296.0

‘\\l\\\\\\‘\\\1‘\1\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane

57.0

.

21.50 22.00
5000 m/z 85.10  45.43%

ﬂ L ﬂ‘ 18302390 32303800

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #158597: Nonadecane
57.0 21.50 22.00

m/z 55.00  20.32%

%

5000

L0 ass0_zeo

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50 22.00

B
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58574.D

Acq On : 2 Aug 2023 12:00

Operator : MA/JU

Sample : 03686-07 :
Misc : SB-18-0-2-20230720

ALS VvVial : 7 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 10 Bis(2-ethylhexyl) 2,2'-disu... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.939 4.79 ng 227286  Chrysene-d12 21.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bis(2-ethylhexyl) 2,2'-disulfane... 406 C20H3804S2 062268-47-7 55
2 Tridecane, 5-propyl- 226 C16H34 055045-11-9 43
3 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 38
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 38
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 38
Abundance Scan 3208 (21.939 min): BG058574.D\data.ms (-3204) (- | m/z 57.00 100.00%
57.0
5000
—
N | O
by Lo 12192 | 3410 AE5.2 S84 h/z 71.05  69.60%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #305718: Bis(2-ethylhexyl) 2,2"-disulfanediyldiacetate
57.0
5000 1
m/z 43.00 46.68%
’ ‘ ” 276.0 406.0
\‘W‘II“‘\I\‘H“H ‘1‘1\\“\‘\\“\‘\\\\’\\\\‘\\\\‘\\\\“\\\\‘\\\\’\\\\‘
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #107223: Tridecane, 5-propyl-
57.0
—
22.00
5000 m/z 163.90 36.02%
112.0 183.0
HMJ“W‘Jl"WMH‘Wm,uH_m‘uwmwm,mw
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #257564: Sulfurous acid, 2-ethylhexyl undecyl ester e
57.0 22.00
m/z 181.90 32.05%
5000
113.0
HLJ"JN’HJ‘J"H‘mWm,uH‘mwuH‘HH‘HH,HH‘ A s
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG080223\

Data File : BG@58574.D

Acq On 2 Aug 2023 12:00
Operator : MA/JU

Sample : 03686-07

Misc

ALS vial : 7

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

Sample Multiplier: 1

SB-18-0-2-20230720

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M

: 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 11 Borane, diethyl(decyloxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.197 7.58 ng 360088 Chrysene-di12 21.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 87
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 83
4 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 83
5 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 80

Abundance Scan 3252 (22.197 min): BG058574.D\data.ms (-3247) (- | m/z 57.00 100.00%
57.0
—5 =
’1 69 1 296.0 22.00 22.50
oA LLLLTI 001 23512960 3720 4451 534. .., 71 65  59.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 s =
22.00 22.50
m/z 43.00 56.48%
‘\\\\ \\\\‘\\\1‘\1\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106991: Borane, diethyl(decyloxy)-
57.0
—— 4
22.00 22.50
5000 m/z 85.05 48.21%
141.0
AL \ 198.0
-t
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #261137: Hexadecane, 1-iodo- e ="
57.0 22.00 22.50
m/z 55.00 21.98%
5000
|| s o
Il O T Y
R R R A R R RRRRRRERE — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58574.D

Acq On : 2 Aug 2023 12:00

Operator : MA/JU

Sample : 03686-07 :
Misc SB-18-0-2-20230720

ALS VvVial : 7 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 12 Pentadecane, 8-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.849 7.23 ng 343459  Chrysene-d12 21.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
3 Nonadecane 268 C19H40 000629-92-5 89
4 Tridecane, 7-propyl- 226 C16H34 055045-09-5 87
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 87

Abundance Scan 3363 (22.850 min): BG058574.D\data.ms (-3358) (- | m/z 57.00 100.00%
57.0

5

5000
|2/t 1071 29 s 20 =0
O LT[ 2971 295.1357.1 4280 8330 . 71 69 59.06%
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194587: Heneicosane
57.0
5000 ~ N

22.50 23.00
m/z 43.00 54.11%

| [E70 1970 2060

1 Ly L
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

:

Abundance #194597: Pentadecane, 8-hexyl-
43.0
22.50 23.00
5000 ITI/Z 85.00 45 .04%
1960
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158599: Nonadecane =" =
57.0 22.50 23.00
m/z 55.00 22.07%
5000
268.0
\‘ I’fHHH] \ — ——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58574.D

Acq On : 2 Aug 2023 12:00

Operator : MA/JU

Sample : 03686-07 :
Misc SB-18-0-2-20230720

ALS VvVial : 7 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 13 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.613 5.17 ng 326760  Perylene-di12 24.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
Abundance Scan 3493 (23.613 min): BG058574.D\data.ms (-3487) (- | m/z 57.00 100.00%
57.0
- /\WJ\J\MWWJ\,\Mm«M\/
== ——
|| 43 1601205 12811 2350 24.00
AL 169120512811 3420 4171 53810 71 16 o. 0%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
5000 P e
23.50 24.00
m/z 43.00  48.29%
| \ [113.0969.0225.0281.0  380.0
\\\\’\\\\‘\\\1’\1f\‘\\\1’\\f\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0
— T —
23.50 24.00
5000 m/z 85.10 42 .95%
113.0 239.0
11701890 2%596.03500
“‘,“H‘ A B R o e AR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane = T
57.0 23.50 24.00
m/z 55.00 19.67%
B «AJJ\/\/\/
113.0
| ‘ | /17 7160.0225.0 2950 367.0
e e e e e e e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58574.D

Acqg On : 2 Aug 2023 12:00
Operator : MA/JU

Sample : 03686-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG07282
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3.M

Standard--- |
Resp Conc|

332154 20.
719458 20.
839015 20.
839015 20.
839015 20.
949527 20.
949527 20.
949527 20.
949527 20.
949527 20.
949527 20.
949527 20.
1265280 20.

[OIOROEGEGEGEGE R R RO RN

SB-18-0-2-20230720

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
| --Internal
TIC Top Hit name RT EstConc Units Response |# RT
1-Hexanol, 2-et... 7.867 4.8 ng 79393 1 7.814
2-Ethylhexyl me... 13.672 39.0 ng 1404910 3 14.459
n-Hexadecanoic ... 18.102 12.0 ng 502019 4 17.203
2-(2H-Benzotria... 19.136 7.2 ng 303134 4 17.203
cis-Vaccenic acid 19.254 2.9 ng 123337 4 17.203
Octadecanoic acid  19.377 6.6 ng 315474 5 21.445
Eicosane, 10-me... 20.617 3.0 ng 140528 5 21.445
Heptacosane 21.105 4.2 ng 198944 5 21.445
Heneicosane 21.622 6.3 ng 298268 5 21.445
Bis(2-ethylhexy... 21.939 4.8 ng 227286 5 21.445
Borane, diethyl... 22.197 7.6 ng 360088 5 21.445
Pentadecane, 8-... 22.849 7.2 ng 343459 5 21.445
Hexacosane 23.613 5.2 ng 326760 6 24.518

8270-BG072823.M Thu Aug 03 ©3:29:07 2023

Pag 16



