LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BGO53707.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.100 14 19 33 rVB 204050 336495 2.15% 1.140%
2 5.555 430 437 450 rBvV 398259 649179 4.15% 2.200%
3 7.165 704 711 723 rBV 431711 758772 4.85% 2.571%
4 9.150 1040 1049 1060 rBV 273789 491186 3.14% 1.664%
5 10.795 1323 1329 1338 rBV 124440 215504 1.38% 0.730%

6 13.245 1739 1746 1755 rVB 787739 1184150 7
7 14.625 1971 1981 1988 rVB 214539 325356 2
8 16.117 2228 2235 2250 rBV 623363 968654  6.20%
9 17.369 2443 2448 2455 rVB 253993 384011 2
10 18.262 2595 2600 2615 rBV 304940 494385 3

PR WwWR M
N
00
N
R

11 19.413 2793 2796 2808 rVV3 92678 236869 1.51%
12 19.531 2811 2816 2831 rVB 154679 270700 1.73%
13 19.977 2886 2892 2899 rVB 1277297 1674733 10.71%
14 21.263 3107 3111 3123 rBV = 242218 366844  2.35%

NEFRP U O®
o))
~N
Ul
B

15 21.540 3148 3158 3162 rVB 8921158 15635038 100.00% 52.980%
16 21.639 3169 3175 3184 rBV 247889 427235 2.73% 1.448%
17 22.427 3302 3309 3318 rBv4 70687 208293 1.33% 0.706%
18 23.954 3563 3569 3579 rVB3 97915 241496 1.54% ©.818%
19 24.841 3711 3720 3729 rVB2 142506 411939 2.63% 1.396%
20 25.340 3797 3805 3815 rVB3 85382 237874  1.52% ©.806%
21 26.075 3919 3930 3947 rBV3 271182 1017380 6.51%  3.447%
22 28.066 4256 4269 4282 rBV3 322581 1266458 8.10% 4.291%
23 29.123 4441 4449 4464 rVBS 80468 344700 2.20% 1.168%
24 30.099 4604 4615 4639 rVB8 121516 664555  4.25%  2.252%
25 30.569 4681 4695 4697 rBv8 133189 396594  2.54% 1.344%
26 32.031 4928 4944 4957 rBV6 54574 302948 1.94% 1.027%

Sum of corrected areas: 29511348
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 25 May 2022 23:46
: CG/IU
: N2895-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052522\
BGO53707.D

P030-SS002-0006-01

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BG053707.D\data.ms

100 5.555 7.165 9.150 10.795

Time--> 3.00 350 4.00 450 500 550 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

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG053707.D\data.ms
21.540

19.977
13.245
16.117
14.625 17.369 18./362 199631 21.2621.639 22 427

0
Time-> 1
Abundance

8000000
7000000
6000000
5000000
4000000
3000000
2000000

1000000

0

3.00 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
TIC: BG053707.D\data.ms

23.054  24.84125340 26.075 28.066 29.123 30.09930.569 32,031

Time-->

8270-BG050522

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\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS vial : 16 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 Butane, 2-methoxy-2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.100 8.87 ng 336495 1,4-Dichlorobenzene-d4 7.987

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 9
Abundance  Scan 19 (3.100 min): BG053707.D\data.ms (-14) (-) m/z 73.15 100.00%
73.2
5000 43.1 jk
87'2 T L ‘ T T T T
320 3.40
0H‘mwm‘mwm‘uH‘HH_m‘mwuwm‘mwm 43.15 39.87%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 T L I L B B
430 320 3.40
87.0 55.15 29.08%
2
1 \‘ 90 I
O\\‘\\\\‘\\\\‘\\f\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
3.20 3.40
5000 41.0 55.0 ITI/Z 87.15 26.23%
27.0
0 Ik ‘ 112.0 129.0
““““““
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994: Pentane, 3-methoxy- S
73.0 3.20 3.40

41.15 13.87%

5000
45.0
29.0
oL 590 ] 101.0

m/z--> 20 30 40 50 60 70 80 90 100110 120 130 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS vial : 16 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 4
R.T. EstConc Area Relative to ISTD R.T.
18.262 25.75 ng 494385  Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2600 (18.262 min): BG053707.D\data.ms (-2595) (-  m/z 73.15 100.00%

431 132
5000
129.2 213.3
H ‘ 171.2 256.4 18.00 18.50
oL—— W‘ W \‘h‘”‘ H““\ 1““‘\‘”1 - “‘ “‘ \‘H“‘ Aol ‘\‘ : m/z 60.15 88.60%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 o .
129.0 18.00 18.50
213.0 m/z 43.15 84.62%
‘ H ‘ 171.0 ‘
01‘4‘0 “\ ‘H Il M“ ‘\H““Hhh‘“ \M Ll | “‘ “‘ “‘u\‘ - ‘ “ N
miz--> 50 100 150 200 250
Abundance #92068: Tridecanoic acid
73.0
43.0
s -~
18.00 18.50
5000 m/Z 55.15 73.24%
129.0
O i
ol ‘ H\‘HM‘ MU\‘H\\MH Iy ‘ - ‘ - ‘ —_
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid == T
43.0 73.0 18.00 18.50
m/z 57.15 66.42%
5000 129.0
‘ 199.0 2420
0 A 167.0 s ﬁ“ A -
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS vial : 16 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 O0Oleic Acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.413 12.34 ng 236869  Phenanthrene-di10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 86
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 47
3 4-Undecene, 6-methyl- 168 C12H24 1000061-85-4 47
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 43
5 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 35
Abundance Scan 2796 (19.413 min): BG053707.D\data.ms (-2793) (- m/z 55.15 100.00%
55.1
5000
264.3 —
| ‘\ i) n 2532 o
oL— \‘H\’\\‘\ u Al Hm\m IV H\‘ - T m/z 69.15 76.63%
miz--> 50 100 150 200 250
Abundance #176207: Oleic Acid
53.0
5000 T
19.50
m/z 41.15 65.56%
129.0 264.0
“ ‘ L 165.0 222.0
O\\\ HH‘\““\H\“\W\‘\“\‘\V\
miz--> 50 100 150 200 250
Abundance #176218: cis-13-Octadecenoic acid
55.0
——
19.50
5000 m/z 97.20 58.29%
0 264.0
01501800 ?%29“ 1
miz--> 50 100 150 200 250
Abundance #43509: 4-Undecene, 6-methyl- T
55.0 19.50
m/z 83.15 57.12%
5000
97.0
0 zsuo“‘\ A ) ‘L , 133,0 1680
ety e P
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS vial : 16 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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.531 12.67 ng 270700  Chrysene-di12 21.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2816 (19.531 min): BG053707.D\data.ms (-2811) (-  m/z 73.15 100.00%
73.2

5000

129.1

%

19.50
m/z 43.15 98.24%

[ —
miz—-> 50 100 150 200 250 300 350

Abundance #179091: Octadecanoic acid
43.0

5000 129.0 ——
19.50
284.0 ,
‘ 185.0 2410 ‘ m/z 60.18  85.79%
O T \‘\ “‘ “m‘ h‘ \‘ ‘ ‘\ \‘ T \ “ \‘ T ‘\ \‘ “\ T \‘\ ‘ L ‘ L
10

%

miz--> 50 0 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
1 i
19.50
5000 129.0 ITI/Z 57.15 80.16%
29.(
‘ 199.0 242 0
LH JHMuLm ‘\\ “
oL— ) L Wm_m_m_w
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es e ‘
43.0 19.50
m/z 41.15 78.02%
5000 284.0
3.0 1290
1850 2410
0 \‘\M uhH M\u‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ “““““““3‘7‘2‘-' —
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\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS vial : 16 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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.264 17.17 ng 366844  Chrysene-d12 21.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 92
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 92
3 Cycloeicosane 280 C20H40 000296-56-0 91
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 72
5 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 46
Abundance Scan 3111 (21.263 min): BG053707.D\data.ms (-3107) (- m/z 149.15 100.00%
149.2
57.1
5000
97.2
— —
279.3 21.00 21.50
oL U‘Hm“\“c“‘ el 2091 TOUT 825w 57,15 76.14%
miz--> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)-
57.0
97.0
5000 — —
21.00 21.50
m/z 43.15 66.80%
024L0 ““\ ‘H‘ 1“ \%3?(‘)‘ T :!-8\2\0‘ r22\4\0\ T \2\89\0‘ I
miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
— —
21.00 21.50
5000 97.0 m/z 55.15 52.58%
oz |1 | 1990 1020 2250 2s00
miz--> 50 100 150 200 250 300
Abundance #173728: Cycloeicosane — T
55.0 21.00 21.50
m/z 71.15 42.41%
97.0
5000
oLl Pieeo a0 200 L
m/z--> 50 100 150 200 250 300 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS vial : 16 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 9-Tricosene, (Z)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

22.427 9.75 ng 208293  Chrysene-di12 21.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 90
2 11-Tricosene 322 C23H46 052078-56-5 83
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 68
4 Octacosyl heptafluorobutyrate 606 C32H57F702 1010351-83-6 64
5 Heptyl octacosyl ether 509 C35H720 1000406-40-0 58

Abundance Scan 3309 (22.427 min): BG053707.D\data.ms (-3302) (-  m/z 57.15 100.00%

57.1
5000
149.1
——
22.50
266.9 340.9
0hr ‘:JM “‘J““H‘“"Hw“«uw‘:“‘c;u‘HH‘HHT“Z‘?‘?W_m‘mwmw m/z 43.15 77.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #227237: 9-Tricosene, (2)-
55.0
5000 U
22.50
5.0 m/z 55.15 60.52%
J { 322.0
OHT‘ ‘\ H‘\‘\1\]\“\‘\\\5‘\(\)\\‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #227235: 11-Tricosene
43.0
——
22.50
5000 m/z 71.15 53.41%
1.0
0 J } L 183 0252. 0322 0
e A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecy! ester —
57.0 22.50
m/z 83.20 41.33%
B \WJ\‘M
OJh'.25?°3690648' -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS vial : 16 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 1-Nonadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.954 11.72 ng 241496  Perylene-di2 24.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 95

Abundance Scan 3569 (23.954 min): BG053707.D\data.ms (-3563) (-  m/z 57.15 100.00%

1 972
5000
——
LLLL }392 2081 2821 367. 24.00
obrrb R L b S O m/z 55.15  93.65%
m/z--> 50 100 150 200 250 300 350
Abundance #155959: 1-Nonadecene
57.0 97.0
5000 LN
24.00
J 266.0 m/z 43.15  92.46%
OL\S\ T ‘ “\‘“\‘\ \“ \‘ 1‘ ‘h ‘“\]“-\8%\(‘) 2\2\4\9‘ \‘\ L ‘ T 1T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
—
7.0 24.00
5000 ITI/Z 83.15 88.57%
oL Ll 300 10200000 00
m/z--> 50 100 150 200 250 300 350
Abundance #155962: Z-5-Nonadecene —
55.0 97.0 24.00
m/z 97.15 88.16%
5000
266.0
ob MM Sl R —
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\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS vial : 16 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 Eicosanal- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.340 11.55 ng 237874  Perylene-di2 24.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 81
2 Eicosanal- 296 C20H400 002400-66-0 74
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 70
5 Hexadecanal 240 C16H320 000629-80-1 68

Abundance Scan 3805 (25.340 min): BG053707.D\data.ms (-3797) (- m/z 57.15 100.00%
7.1

— ——
25.00 25.50
0 m/z 43.15 88.59%
m/z--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0
5000 7 T
25.00 25.50
m/z 82.15 78.40%
24.0
\‘\“\‘\H\‘\“\‘\}\“W\‘\‘\i\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #194557: Eicosanal-
82.0
43.0 — e
25.00 25.50
5000 m/z 55.15 76.16%
24.0
|| | 16602080 2780
0 o o 0T “uw“k“““““‘
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl- — —
43.0 82.0 25.00 25.50
m/z 83.15 56.00%
5000
24.0
L] 166.0 2220 2640
0 Ww\ﬂ‘mhVM“;w‘uw‘ui‘M““ e — ——
m/z--> 50 100 150 200 250 300 350 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS vial : 16 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 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

26.075 49.39 ng 1017380  Perylene-di12 24.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 1-Hexacosene 364 C26H52 018835-33-1 91
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
4 Octacosanol 410 C28H580 000557-61-9 90
5 1-Tetracosene 336 (C24H48 010192-32-2 87

Abundance Scan 3930 (26.075 min): BG053707.D\data.ms (-3919) (- m/z 57.15 100.00%
57.1

97.2
5000
200
39.2 :
ob—bd, i ALiTIsle 2512 8411 4315 89.18%
miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
5000 —— ‘
26.00
m/z 55.15 84.96%
.0
REESIEN # | 1 181.0222.0264.0306.0 878
\\\‘\\\\‘\\\‘\\\\\\\\\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
57.0 979
N
26.00
5000 ITI/Z 69.15 74.73%
0 e I ‘H b 181.0 2380 2920 3640
e A
m/z--> 50 100 150 200 250 300 350
Abundance #287613: Nonadecyl trifluoroacetate —
57.0 97.0 26.00
m/z 83.15 74.13%
5000
{390 2 311.0
oL H‘ LLLLL, 182022002660 3110 3620 ~)
m/z--> 50 100 150 200 250 300 350 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS vial : 16 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 Oxirane, hexadecyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.066 61.49 ng 1266460  Perylene-di12 24.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Hexacosanal 380 C26H520 026627-85-0 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Octadecanal 268 C18H360 000638-66-4 90
5 Tetracosanal 352 (C24H480 057866-08-7 87
Abundance Scan 4269 (28.066 min): BG053707.D\data.ms (-4256) (- 57.15 100.00%
57.1
5000 mwwwmwuj/\\vwwwwwm/
09.2
28. 00
ﬂ "\1663 222.3266.9 3344 418.

o

S SN ¥ PSSRttt oSS & 43.15  85.50%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0

5000
28 00
29, ‘ m/z 82.10 69.87%
ol “ “ HHJM\\ ”\n ’Im‘h‘ H‘\‘ y ‘\“‘5?‘0‘ .
m/z--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosana
57.0
=T T
28.00
5000 55.10  61.33%
10.0 362.0
ol ALKLLLL, 2000 2500 2060 PO
miz--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-
82.0 28 00

83.15 49.64%

| | m‘ ‘“M L ”\ | 1194 0 26\4 0

o — A s
m/z--> 50 100 150 200 250 300 350 400 28 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS vial : 16 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-Hexacosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
29.123 16.74 ng 344700  Perylene-d12 24.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 4449 (29.123 min): BG053707.D\data.ms (-4441) (-  m/z 57.15 100.00%
57.1
2000 2950
" “ w‘\ \‘hu‘u ““‘”‘u el SP9ZAOL 8L s 4315 75.04%
miz-> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
®10 970
5000 —r ——
29.00 29.50
m/z 69.15 70.04%
ol 11 I m‘ n “““‘8‘1‘0‘ 2380 2020 364
miz--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
7.0 —— —
29.00 29.50
5000 m/z 55.15 69.49%
39.0 210.0
oso LLLLL H80 10020 aseg
miz--> 50 100 150 200 250 300 350
Abundance #289621: 1-Hexacosanol T —
97.0
57.0 29.00 29.50
m/z 83.15 65.21%
5000
39.0
“““ “ Ll R e B e LA A A —— —
m/z--> 50 100 150 200 250 300 350 29.00 29.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS vial : 16 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 .beta.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
30.099  32.26 ng 664555  Perylene-di12 24.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 93
2 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 64
3 (35,8S5,9S5,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 58
4 .gamma.-Sitosterol 414 C29H500 000083-47-6 49
5 Campesterol 400 C28H480 000474-62-4 46

Abundance Scan 4615 (30.099 min): BG053707.D\data.ms (-4604) (-  m/z 43.15 100.00%

43.1
105.2
213.2
5000 59.2

255.2 3033 3814 — :

30.00 30.50

by m/z 55.15 84.72%
mlz--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
5000 —— —
30.00 30.50

107.0
161.0 440 /7 105.15  60.57%

- 213.0 303.0
L
O “ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #310609: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0

T —
30.00 30.50

5000 m/z 57.15 54.68%

368.0
50 145.0
[y, 2e02ss030m0] | | 43
o “H!‘\u“\“\\“\’ \}L\ - I N bttt B "u‘ ey “L‘
miz--> 50 100 150 200 250 300 350 400

Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6- T —
43.0 30.00 30.50

m/z 79.10 53.73%

5000 91.0 145.0 382.0 LMWMN/WW/N\MMMWMMM
:
il

I
m/z--> 50 100 150 200 250 300 350 400 30.00 30.50

8270-BGO50522.M Thu May 26 19:07:32 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\

Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc . P030-SS002-0006-01

ALS vial : 16 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 unknown30.569 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
30.569 19.25ng 306594 Perylene-diz 24.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
13,5,3',5'-Tetranethyl-Na-propyl-... 282 CIOH26N2 1000193-02-0 46

1000361-02-1 45
003129-08-6 41
1000449-91-2 41
001433-08-5 41

2 Isonipecotic acid, N-(2-chloropr... 373 C20H36C1NO3
3 Estra-1,3,5(10),6-tetraen-17-one... 282 C19H2202
4 Thebaol, O-ethyl- 282 C18H1803
5 6H-Benzofuro[3,2-c][1]benzopyran... 282 C17H1404

Abundance Scan 4695 (30.569 min): BG053707.D\data.ms (-4681) (-  m/z 282.25 100.00%

282.3
91.2
5000
41. 144.2 326.3 P T :
224.3 73.4416" 30.50
0 m/z 91.15 69.31%
mlz--> 50 100 150 200 250 300 350 400
Abundance #176343: 3,5,3',5'-Tetramethyl-N4-propyl-biphenyl-4,4'-di
282.0
5000 S ‘
30.50
239.0 m/z 283.20 25.34%
430 1260 194,
0\“T‘”‘\\\\“‘\“h\\“\\{\]““‘H\“\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #282030: Isonipecotic acid, N-(2-chloropropionyl)-, undec
282.0
T T
30.50
5000 m/z 55.15 23.26%
338.0
82.0
0290, | PP017402200 | ,
e A e e e e e e e
miz--> 50 100 150 200 250 300 350 400
Abundance #176323: Estra-1,3,5(10),6-tetraen-17-one, 3-hydroxy-1-r P |
282.0 30.50
m/z 133.10 22.08%
5000 184.0 %\VMWMMJ/AWMMWW/WW
67.0 1280 ‘ 39.0
o S TSN 1V 1Y 0 P 1 1 —
m/z--> 50 100 150 200 250 300 350 400 30.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS vial : 16 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 Hexacosanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
32.031 14.71 ng 302948  Perylene-d12 24.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 83
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 74
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 72
4 1,19-Eicosadiene 278 C20H38 014811-95-1 68
5 Octadecanal 268 C18H360 000638-66-4 68

Abundance Scan 4944 (32.031 min): BG053707.D\data.ms (-4928) (- m/z 57.15 100.00%
57.1

2000 ”“mewaM/MK&WWMwwMM»
10.2 — ‘
“ 159 2071 2811 355.1 418 32.00
0 \ﬂwlhh\WWMWWHW‘WWM“W\\WN\M‘\\\\‘\\\\‘\\\ m/z 43.15 83.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosanal
57.0
5000 ——
32.00
10.0 m/z 82.15 65.55%
362.0
AL 1800 2500 s0s0,
O\\“‘\\\‘ “\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl-
82.0
T 1 T
32.00
50001>g m/z 55.15 56.65%
‘H\H\ \H\ \3?0 194.0 250.0
oA A e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl- T
82.0 32.00
m/z 71.15 52.71%
il Mm/\//\%
N 1” |, 1940 2630
0 ‘JHM“\‘\J‘MUwu‘;‘_““‘M“““““H““ ——
m/z--> 50 100 150 200 250 300 350 400 32.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53707.D

Acqg On : 25 May 2022 23:46

Operator : CG/JU

Sample : N2895-10 :
Misc : P030-SS002-0006-01

ALS Vvial : 16 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|
Butane, 2-metho... 3.100 8.9 ng 336495 1 7.987 758772 20.0
n-Hexadecanoic ... 18.262 25.8 ng 494385 4 17.369 384011 20.0
Oleic Acid 19.413 12.3 ng 236869 4 17.369 384011 20.0
Octadecanoic acid 19.531 12.7 ng 270700 5 21.634 427235 20.0
3-Eicosene, (E)- 21.264 17.2 ng 366844 5 21.634 427235 20.0
9-Tricosene, (Z)-  22.427 9.8 ng 208293 5 21.634 427235 20.0
1-Nonadecene 23.954 11.7 ng 241496 6 24.841 411939 20.0
Eicosanal- 25.340 11.6 ng 237874 6 24.841 411939 20.0
1-Heptacosanol 26.075 49.4 ng 1017380 6 24.841 411939 20.0
Oxirane, hexade... 28.066 61.5 ng 1266460 6 24.841 411939 20.0
1-Hexacosene 29.123 16.7 ng 344700 6 24.841 411939 20.0
.beta.-Sitosterol 30.099 32.3 ng 664555 6 24.841 411939 20.0
unknown30.569 30.569 19.3 ng 396594 6 24.841 411939 20.0
Hexacosanal 32.031 14.7 ng 302948 6 24.841 411939 20.0
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