LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52022\
Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 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-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53650.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.638 377 383 396 rBV 477728 809722 16.82% 4.927%
2 7.195 643 648 650 rBv 66741 94089 1.95% 0.573%
3 7.236 650 655 670 rVB 505741 911690 18.94%  5.548%
4 8.070 789 797 803 rBV 115584 204302 4.24%  1.243%
5 9.233 987 995 1005 rBV 316619 597557 12.41% 3.636%

6 9.644 1059 1065 1072 rVB 59071 86558 1.80%
7 10.878 1268 1275 1284 rBV 161904 299427  6.22%
8 13.316 1683 1690 1705 rBV 887360 1377920 28.62%
9 14.696 1919 1925 1934 rVB 264666 418121  8.69%
10 16.182 2172 2178 2189 rBV 638772 985801 20.48%
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11 17.439 2386 2392 2401 rBV 322456 485774 10.09%
12 18.321 2537 2542 2551 rBV2 114298 207877  4.32%
13 19.589 2753 2758 2764 rBV2 65083 117636 2.44%
14 20.042 2829 2835 2844 rVB 1319966 1783314 37.05% 10.

OO0 RrN
~N
[y
()]
S

15 20.723 2947 2951 2955 rVB 101281 125921  2.62% 766%
16 21.340 3052 3056 3068 rVB2 95876 178706  3.71% 1.087%
17 21.587 3094 3098 3106 rVB 267215 381648  7.93%  2.322%
18 21.722 3114 3121 3128 rBV 288688 517636 10.75%  3.150%

19 22.450 3237 3245 3251 rBV 2805958 4813804 100.00% 29.293%

20 22.509 3251 3255 3263 rVB4 50389 104561 2.17% 0.636%
21 23.660 3448 3451 3457 rVB3 38562 65413 1.36% 0.398%
22 23.948 3495 3500 3506 r\VV4 52193 99943 2.08% 0.608%
23 24.019 3507 3512 3520 rVB 72145 149541 3.11% 0.910%
24 24.988 3669 3677 3688 rVB2 190529 555010 11.53% 3.377%
25 26.122 3864 3870 3879 rVB2 67730 184551 3.83% 1.123%
26 26.263 3885 3894 3903 rBV7 61980 232486 4.83% 1.415%
27 28.295 4233 4240 4252 rVB7 62076 224167 4.66% 1.364%
28 29.688 4470 4477 4478 rBV7 46178 96050 2.00% 0.584%
29 30.381 4584 4595 4610 rVB7 66857 324213 6.74% 1.973%
Sum of corrected areas: 16433438
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052022\

Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc P029-SS001-0006-01
ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG053650.D\data.ms

5.638 7.236

9.233
10.878
7.195 8.070 0.644

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

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

2500000

2000000

1500000

1000000

500000

TIC: BG053650.D\data.ms
22.450

20.042

3.316
16.182

14.696 17.439

20.723 21.340

18.321 19.589

o

Time-->
Abundance

2500000

2000000

1500000

1000000

500000

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
TIC: BG053650.D\data.ms

24.988

23.6889489 26262263 28.295 29.688 30.381

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

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052022\
Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Cyclopentasiloxane, decamet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.644 5.78 ng 86558 Naphthalene-d8 10.878

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentasiloxane, decamethyl- 370 C10H3005Si5 000541-02-6 53
2 Octopamine, 3TMS derivative 369 C17H35N02Si3  0©68595-60-8 47
3 Bamethan, 2TMS derivative 353 C18H35N02Si2  040629-66-1 43

4 4-(2-Acetylamino-1-(trimethylsil... 339 C16H29N03Si2 1000373-43-5 43
5 [(4-Hexylbenzene-1,3-diyl)bis(ox... 338 C18H3402Si2 134273-01-1 43

Abundance Scan 1065 (9.644 min): BG053650.D\data.ms (-1059) (-) m/z 73.15 100.00%
2

73.
267.1
5000
355.1
b P
193.1 9.50 10.00
o A3 ““ —~  m/z 267.85 60.64%
m/z--> 50 100 150 200 250 300 350
Abundance #278394: Cyclopentasiloxane, decamethyl-
73.0
5000 355.0 T AN
267.0 9.50 10.00
m/z 355.15 35.65%
0L280 | 112015401930 | 3090 \L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #277895: Octopamine, 3TMS derivative
267.0
P P
102.0 9.50 10.00
5000 m/z 268.05  18.52%
L 147.0 1930 | 354.0
0L et e e b
miz--> 50 100 150 200 250 300 350
Abundance #262435: Bamethan, 2TMS derivative —— —
267.0 9.50 10.00
m/z 356.05 12.84%
73.0
5000
309 130.0 193.0 338.0
ol e —r —r
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052022\
Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.321 8.56 ng 207877  Phenanthrene-di10 17.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59

Abundance Scan 2542 (18.321 min): BG053650.D\data.ms (-2537) (- m/z 73.10 100.00%

73.1
411
5000
129.2
213.3

“J 1713 ‘ 56.4 1800 18:50
ol w”‘“““‘ AL “\h\ o Ll b PO 80 6015 77.77%
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0)
5000 129.0
18 00 18 50

97.0 m/z 43.15 71.66%

H 1710 213.0 256.0
cr H‘ MhH\ u‘\ mt ‘ ‘ ‘ u. \[ “\‘\‘ . “\‘ ——
m/z--> 50 150 200 250 300
Abundance #92068:Tndecanok:add

73.0

o

41.0 l&OO 1&50
5000 m/z 57.10 70.07%
129.0
‘ 171.0 214.0
ok ‘ ‘HM‘ m“‘h\\” Iy ‘ - ‘ A ‘ NN
m/z--> 50 100 150 200 250 300
Abundance #75717: Dodecanoic acid T 7
73.0 18.00 18.50
m/z 55.15 68.56%
5000 41,0
129.0 200.0
oL u ‘ Il ‘ \H\‘ i \‘H ‘1% ‘{O‘ , R = —r—
m/z--> 100 150 200 250 300 18.00 18.50

8270-BGO50522.M Mon May 23 16:40:49 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052022\
Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.590 4.55 ng 117636  Chrysene-di12 21.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Trehalose 342 C12H22011 000099-20-7 38

Abundance Scan 2758 (19.589 min): BG053650.D\data.ms (-2753) (-  m/z 43.15 100.00%

43.1
5000
85 2 129.1
1853 2413 — ‘
284.4 19.50
| \‘ T ‘ 357. 9
0 A I m/z 73.10 94.83%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 — ‘
129.0 19.50
09. 1850 541 o 2840 m/z 60.10 77 .46%
0 H}‘““\“‘l \“‘\ \‘ \“\ “ Tty \L‘ T \“\ T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
19.50
5000 129.0 m/z 57.15 70.56%
29.
199.0 242.0
0 “\\h“‘\ H;N‘\“M} “‘\‘ “ “ }‘\‘ ‘\‘ . S ML A B
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid T ‘
60.0 19.50
m/z 55.15 69.97%
5000 129.0
‘ 171.0 213.0 256.0
0! u“h“w““w \“‘w Hw‘ ““ —r—
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\BG052022\
Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.340 6.90 ng 178706  Chrysene-di12 21.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
3 9-Tricosene, (Z)- 322 C23H46 027519-02-4 95
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 89
5 Cetene 224 C16H32 000629-73-2 86

Abundance Scan 3056 (21.340 min): BG053650.D\data.ms (-3052) (-  m/z 57.15 100.00%
57.1

e JL
2o s
0L J“w o, H\ \‘m\h\w‘h k \P\ﬁ ;\8:‘3‘32‘2‘4‘3" F?? ‘1““31“5‘ ]‘" ‘3‘7‘0‘ m/z 55.15 77.58%
mlz--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
53.0
5000 0 — —
21.00 21.50
m/z 43.15  75.49%
O T \“\ \ ‘ h \““\M }‘ %39 0\182\022\3\0\ ‘ \2\89 \0‘ T 1T ‘ L
m/z--> O 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
— ——
97.0 21.00 21.50
5000 m/z 83.15 53.58%
bt 01s202200 200
miz--> 50 100 150 200 250 300 350
Abundance #227238: 9-Tricosene, (2)- — —
57.0
97.0 21.00 21.50
m/z 71.15 49.81%
5000
J ‘ ‘ j{ 322.0
otsa L LLLELTT 200200000 17 U
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\BG052022\
Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1,4-Benzenedicarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.450 185.99 ng 4813800 Chrysene-di12 21.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 81
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 59
3 Isophthalic acid, di(4-octyl) ester 390 C24H3804 1000344-04-3 43
4 Isophthalic acid, 4-nitrophenyl ... 399 C22H25N06 1000344-68-5 38
5 Isophthalic acid, 4-methylpent-2... 362 C22H3404 1000356-44-5 35
Abundance Scan 3245 (22.450 min): BG053650.D\data.ms (-3237) (- m/z 70.10 100.00%
70.1
149.2 261.3
5000
=
I
ol 2092, | 11992 | 30213473  m/z 261.25 82.76%
mlz--> 50 100 150 200 250 300 350
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0
261.0
5000 67.0 T T
22.50
m/z 149.15 80.93%
02\9‘\(\% \L \‘ T J el \2(‘)7\9\ ™ \“\ L 3\0‘4\0\ T \3’6\1\0\ ™
miz--> 50 100 150 200 250 300 350
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 A
167.0 261.0 22,50
5000 m/z 167.10 57.89%
0 M h‘ 0 ‘ 1. 2170 | 3040 3610
e e e
miz--> 50 100 150 200 250 300 350
Abundance #295629: Isophthalic acid, di(4-octyl) ester =
261.0 22.50
m/z 57.15 53.25%
167.0
5000
112.0
029-0 799 Ly L |
et P
m/z--> 50 100 150 200 250 300 350 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052022\
Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Tridecane, 5-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.509 4.04 ng 104561  Chrysene-di12 21.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 90
2 Heneicosane 296 C21H44 000629-94-7 83
3 5,5-Dibutylnonane 240 C17H36 006008-17-9 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Hexadecane 226 Cl16H34 000544-76-3 80

Abundance Scan 3255 (22.509 min): BG053650.D\data.ms (-3251) (-  m/z 57.15 100.00%

57.1
5000
LN
‘ | L \ \ ‘1492 226.3 283.1322.4 22:50
oLb— ‘\ ‘\ ol ‘\ “\‘\H‘HH M\Hu i \‘ ol uu‘\‘u‘u‘uh‘u“w" — L m/Z 71.15 79.09%
m/z--> 50 100 150 200 250 300 350
Abundance #107224: Tridecane, 5-propyl-
57.0
5000 =
112.0 2250
1820 m/z 43.15 63.75%
L e
O\\‘\M“\“ \‘“‘\“‘\‘\“‘\!ﬂ‘\h\\‘\‘\\‘\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
— ‘

22.50
5000 ITI/Z 85.15 33.81%
9.0
P b e e e
miz--> 50 100 150 200 250 300 350
Abundance #123962: 5,5-Dibutylnonane —— ‘
57.0 22.50
m/z 55.15 26.36%
5000
0.0 183.0
m/z--> 50 100 150 200 250 300 350 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052022\
Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 unknown23.660 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

23.660 2.36 ng 65413  Perylene-di2 24.994
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isophthalic acid, 2-chloro-5-met... 402 C23H27Cl04 1000356-57-0 35
2 Phthalic acid, 3-chlorophenyl 3,... 388 C20H11ClF204 1000315-72-4 27
3 1H-Indole, 3-phenyl-2-(trifluoro... 261 C15H10@F3N 163064-77-5 27
4 2-((But-3-enyloxy)carbonyl)benzo... 220 C12H1204 113793-34-3 27
5 Thiazolidine, 2-(2-furyl)-3-(4-m... 261 C14H15N02S 100710-99-4 25

Abundance Scan 3451 (23.660 min): BG053650.D\data.ms (-3448) (-  m/z 149.05 100.00%

149.1 261.1
5000
104.1 e _—
2014 313.1 415. 23.50 24.00
0! “mH‘\u“H\\\\‘I“‘\‘\ \‘w‘hh‘\‘ ‘;\H\U\‘ I ‘h LTI T m/z 261.15 99.70%
mlz--> 50 100 150 200 250 300 350 400
Abundance #303639: Isophthalic acid, 2-chloro-5-methylphenyl octyl
261.0
5000 VALY —
23.50 24.00
149.0 m/z 57.15 31.85%
ol 550,100 g 4020
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #293811: Phthalic acid, 3-chlorophenyl 3,5-difluoropheny
261.0
— —r
23.50 24.00
5000 ITI/Z 221.15 29.86%
76.0
080 | |, 15101960 NWW
R e T AR
miz--> 50 100 150 200 250 300 350 400
Abundance #149312: 1H-Indole, 3-phenyl-2-(trifluoromethyl)- e ——
261.0 23.50 24.00
m/z 104.05 23.97%
5000
oL 630 12001650 2180, MAJ\A [
L A L e e e e ——
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052022\
Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknown23.948 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.948 3.60 ng 99943  Perylene-di12 24.994
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 43
2 Phthalic acid, cyclohexylmethyl ... 374 C21H20F204 1000315-61-2 38
3 Phthalic acid, 3,5-difluoropheny... 390 C22H24F204 1000315-51-3 38
4 2-Ethyl-5-methyl-2-phenyl-4-hexe... 218 C15H220 1000432-24-4 30
5 Phthalic acid, monoamide, N,N-di... 403 C25H41NO3 1000314-99-3 27

Abundance Scan 3500 (23.948 min): BG053650.D\data.ms (-3495) (- m/z 149.15 100.00%

149.2
43.1
261.2
5000
——
24.00
01 m/z 43.15 79.74%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #27279: Benzothiazole, 2-methyl-
149.0
5000 T
24.00
m/z 108.15 60.84%
69.0
150, 4l |
0 \\O\‘Wil\ll\\\\‘l\‘\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #282896: Phthalic acid, cyclohexylmethyl 3,5-difluorophe

-

149.0
97.0 ) ! gy
24.00
5000 m/z 83.15 56.90%
41. 261.0
0““‘“\““‘J““\‘“W“‘H‘\HH‘M“H!HHWHWHW“ WMN\NJ\A/\M/M

miz—> 0 50 100 150 200 250 300 350 400 450

Abundance #295442: Phthalic acid, 3,5-difluorophenyl 2-ethylhexyl es T
149.0 24.00

m/z 261.20  52.44%

5000

261.0

| \HJ 1y ‘

T
m/z--> 0 50 100 150 200 250 300 350 400 450 24.00

o
4
~
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052022\
Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.019 5.39 ng 149541  Perylene-di2 24.994
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 86
3 Heptacosane 380 C27H56 000593-49-7 83
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
5 Octacosane 394 (C28H58 000630-02-4 80

Abundance Scan 3512 (24.019 min): BG053650.D\data.ms (-3507) (-  m/z 57.15 100.00%
57.1

2000 AJW
92 24.00 |
1411 1971  259.1 :
ok mH‘“Jw‘w“‘wm iy 2200 3091 3643 0 71015 62.13%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 —— |
24.00
m/z 43.15 60.26%
O \‘\ : ‘ H‘ \“‘\ H“ \“ \]‘_\4\1‘0\]\-8\3\0‘ T T T ‘2\6§\0\ ‘ T 1T ‘ T 1T
m/z--> 50 100 150 200 250 300 350
Abundance #45512: Decane, 3,8-dimethyl-
57.0
LN \
24.00
5000 ITI/Z 85.15 42.31%
‘ 9.0 141.0
ol 4 A
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 24.00
m/z 55.15 20.95%
- MM
0 ‘\L\ I F ‘}410183022502670 3230 380.(
bl R e e e A ——
m/z--> 50 100 150 200 250 300 350 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052022\
Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.122 6.65 ng 184551  Perylene-di2 24.994
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 94
3 Docosane 310 C22H46 000629-97-0 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 3870 (26.122 min): BG053650.D\data.ms (-3864) (- 57.15 100.00%
57.1
2000 /\MMA
2600 2650
197.2 -
(R “\ n \h\ \‘\mH ‘h‘\‘\‘m\\‘ i ml\ ; u\‘ Iy ‘2\‘35‘3‘2‘2‘3%}‘ ““‘?"“19"‘ 71.15 65.72%
m/z--> 0 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
5000
2600 2650
m/z 43.15 65.68%
9.0
L2 01880 2250 2620
‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300
Abundance #194594: Eicosane, 2-methyl-
57.0
—— —
26.00 26.50
5000 m/z 85.15 42.56%
253.0
2o LI om0 a0
miz--> 0 50 100 150 200 250 300
Abundance #212281: Docosane T —
57.0 26.00 26.50
m/z 55.15 32.64%
5000
9.0
0 ‘ L ‘ || h‘ | \ | \0:!'83022502670 310.0
L e B A B B AR SEan i SR — ——
m/z--> 0 50 100 150 200 250 300 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052022\
Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 1-Tetracosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.263 8.38 ng 232486  Perylene-di2 24.994
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 83
2 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 76
3 Cyclohexadecane 224 C16H32 000295-65-8 74
4 Cyclotetradecane 196 C14H28 000295-17-0 70
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 70

Abundance Scan 3894 (26.263 min): BG053650.D\data.ms (-3885) (-  m/z 57.15 100.00%
7.1

5000 111.2 J\k“
e o
‘ ‘ 154.2195.1 250.2 2991 358.3400. 26.00 26.50
ol —d 8 hy) m/z 83.15 92.69%
mlz--> 50 100 150 200 250 300 350 400
Abundance #244231: 1-Tetracosene
43.9 970
5000 — e
26.00 26.50
m/z 97.15 83.65%
O \“\ ‘ “ \“‘ \ \‘H" ““]“L‘ ‘“ “\ ‘\8\2\()‘ T ‘ LU ‘ \\33\6\?\ 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #140821: 13-Tetradecen-1-ol acetate
43.0
e o
97.0 26.00 26.50
5000 m/z 55.15  81.09%
L] 1190 1040 2540
ol b b Lh L “‘hmWm_m_m_m_
miz--> 50 100 150 200 250 300 350 400
Abundance #104594: Cyclohexadecane —— —
55.0 26.00 26.50
m/z 43.15 76.61%
- V\I\awj\/\m
3 2240
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052022\
Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Tridecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
28.295 8.08 ng 224167  Perylene-di2 24.994
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanal 198 C13H260 010486-19-8 72
2 Tetradecanal 212 C14H280 000124-25-4 59
3 Ether, methyl 1-octadecenyl 282 C19H380 026537-06-4 50
4 16-Heptadecenal 252 C17H320 1010144-57-9 49
5 Heptadecanal 254 C17H340 1000376-70-0 47

Abundance Scan 4240 (28.295 min): BG053650.D\data.ms (-4233) (- m/z 57.15 100.00%
57.1

5000 WWMAAWN
09.1
207.2 LT LT
1532 20 2831 o1 a7 28.00 28.50
oLk m/z 82.15 82.53%
mlz--> 50 100 150 200 250 300 350 400
Abundance #73884: Tridecanal
57.0
5000 A ki
28.00 28.50
m/z 43.15 78.16%
‘ 10.0154.0
OHL\‘“\‘\“{H‘\h“h‘\“h\“\’J‘\i}\‘\\H‘HH‘\H\‘\\H‘H\
m/z--> 50 100 150 200 250 300 350 400
Abundance #90087: Tetradecana
57.0
—— —
28.00 28.50
5000 m/z 83.15 60.26%
10.0
‘ H || 1680
ol MM b
miz--> 50 100 150 200 250 300 350 400
Abundance #176359: Ether, methyl 1-octadecenyl P ——
71.0 28.00 28.50
m/z 68.15 55.71%
h WMA‘/\W
0 n 1230 1040 200 bk e
m/z--> 50 100 150 200 250 300 350 400 28.00 28.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052022\

Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 7-Chloro-3-methyl-quinoline... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
29.688 3.46 ng 96050  Perylene-d12 24.994
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Chloro-3-methyl-quinoline-8-ca... 277 C15H16C1NO2 1000373-13-5 50
2 (3S,3aR,6R,8aS)-7,7-Dimethyl-8-m... 218 C15H220 082509-29-3 44
3 Benzenepropanal, 3-(1,1-dimethyl... 204 C14H200 062518-65-4 42
4 2-((2S,4aR)-4a,8-Dimethyl-1,2,3,... 222 C15H260 117066-77-0 41
5 2-Naphthalenemethanol, 1,2,3,4,4... 222 C15H260 001209-71-8 38

Abundance Scan 4477 (29.688 min):

5000

0,

m/z-->
Abundance

5000

o

69.2

50

18

121.2

100 150

BG053650.D\data.ms (-4470) (-
0.3

267.1 393.4
1l

314
AT TR TV SN S

200 250 300 350 400

#169523: 7-Chloro-3-methyl-quinoline-8-carboxylic acid, |

41\0
I

177.

114.0
| H

0

2420
il

m/z-->
Abundance

5000

o

\\\I‘\\\\‘\\\‘\\

100 150

\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\

200 250 300 350 400

#96849 (3S,3aR,6R,8aS)-7,7-Dimethyl-8-methyleneoctal

ol \‘ \\‘ I m

18

95.0

y Hﬂ

9.0

m/z-->
Abundance

5000

50

100 150

200 250 300 350 400

#80046: Benzenepropanal, 3-(1,1-dimethylethyl)-.alpha.-t

18

131.0

m/z-->

o

H‘\M‘JNN

L.

9.0

m/z 189.25 100.00%

—

29.50
m/z 177.15

30.00
75.79%

—

29.50
m/z 204.25

30.00
62.88%

%

29.50
m/z 69.15

30.00
49.01%

F

—
30.00
41.36%

e
29.50
m/z 93.15

50 100 150 200 250 300 350 400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052022\
Data File : BG@53650.D

Acqg On : 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
30.381 11.68 ng 324213  Perylene-d12 24.994
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 86
2 (3s5,85,95,10R,13R,14S,17R)-17-((... 428 C30@H520 020194-50-7 50
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 50
4 .beta.-Sitosterol 414 C29H500 000083-46-5 30
5 cis-4-Acetoxy-trans-1-(m-methoxy... 273 C16H19NO3 1000241-10-4 27

Abundance Scan 4595 (30.381 min): BG053650.D\data.ms (-4584) (-  m/z 43.15 100.00%

43.1
05.1
5000 159.2 213.3
303.4 414.4
355.3 T 1
‘ ‘ 489. 30.00 30.50
0 L il m/z 55.15  75.67%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #310597: .gamma.-Sitosterol
43.0
5000 r T
30.00 30.50
m/z 57.15 72.98%
O ‘J“\ i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #317472: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5-E
43.0
— —
107.0 396.0 30.00 30.50
5000 m/z 81.15 68.79%
159.0 255.0
329.0
0 “‘ \‘H‘ I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6- P ——
43.0 30.00 30.50
m/z 105.10 64.26%
5000 145.0 382.0
0 “‘ | — —r
m/z--> 50 100 150 200 250 300 350 400 450 30.00 30.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052022\
Data File : BG@53650.D

Acqg On i 20 May 2022 19:04

Operator : CG/JU

Sample : N2872-23 :
Misc : P029-SS001-0006-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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|
Cyclopentasilox... 9.644 5.8 ng 86558 2 10.878 299427 20.0
n-Hexadecanoic ... 18.321 8.6 ng 207877 4 17.439 485774 20.0
Octadecanoic acid 19.590 4.5 ng 117636 5 21.716 517636 20.0
5-Eicosene, (E)- 21.340 6.9 ng 178766 5 21.716 517636 20.0
1,4-Benzenedica... 22.450 186.0 ng 4813800 5 21.716 517636 20.0
Tridecane, 5-pr... 22.509 4.0 ng le4561 5 21.716 517636 20.0
unknown23.660 23.660 2.4 ng 65413 6 24.994 555010 20.0
unknown23.948 23.948 3.6 ng 99943 6 24.994 555010 20.0
Nonadecane 24.019 5.4 ng 149541 6 24.994 555010 20.0
Eicosane 26.122 6.7 ng 184551 6 24.994 555010 20.0
1-Tetracosene 26.263 8.4 ng 232486 6 24.994 555010 20.0
Tridecanal 28.295 8.1 ng 224167 6 24.994 555010 20.0
7-Chloro-3-meth... 29.688 3.5 ng 96050 6 24.994 555010 20.0
.gamma.-Sitosterol 30.381 11.7 ng 324213 6 24.994 555010 20.0
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