LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130382.D

Acqg On : 22 Sep 2022 18:43
Operator : CG\JU

Sample : N4752-01

Misc :

ALS Vvial : 11  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_ F\Methods\8270-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130382.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.257 535 539 543 rBV 2047000 1984231 13.36% 4.017%
2 6.299 711 716 733 rBV 1991422 1948283 13.12% 3.944%
3 6.651 773 776 780 rBV 804402 715863  4.82% 1.449%
4 7.222 868 873 876 rBV 1416529 1227627 8.27%  2.485%
5 7.934 990 994 998 rBV 963564 887373 5.98% 1.797%

6 9.016 1173 1178 1181 rBV 2352120 1999088 13.46% 4
7 9.687 1285 1292 1295 rBV 1046619 823080 5.54% 1
8 10.475 1422 1426 1429 rBV 1165536 1028994 6.93% 2.083%
9 11.169 1540 1544 1546 rBV 836040 682148 4.59% 1
10 11.575 1609 1613 1616 rBV 3963829 3348563 22.55% 6

11 11.716 1631 1637 1644 rBV2 863520 1010376 6.80% 2.046%
12 12.275 1725 1732 1734 rBV 9627160 14848087 100.00% 30.061%
13 12.298 1734 1736 1741 rVB2 9775350 8385794 56.48% 16.978%
14 12.369 1745 1748 1751 rBV2 2672816 2289959 15.42% 4.636%
15 12.416 1751 1756 1758 rBV 1886382 2608420 17.57% 5.281%

16 12.498 1768 1770 1774 rVB 176223 149219 1.00%
17 12.604 1783 1788 1791 rBV 392422 403804  2.72%
18 12.757 1810 1814 1817 rBV 1936626 1624036 10.94%

OO WOooe
N
(o]
(o]
3R

19 12.963 1842 1849 1852 rVB3 188374 336295 2.26% 681%
20 13.010 1852 1857 1859 rBv3 146964 193847 1.31% 392%
21 13.086 1867 1870 1874 rBV 215119 211897 1.43% 0.429%
22 13.516 1940 1943 1946 rVB2 161120 190204 1.28% 0.385%
23 13.757 1981 1984 1987 rBV 245036 197232 1.33% 0.399%
24 13.798 1987 1991 1994 rBV2 719528 811786 5.47% 1.644%
25 13.904 2004 2009 2012 rBV 258016 277905 1.87% 0.563%
26 14.804 2159 2162 2169 rVB 151327 253642 1.71% 0.514%
27 15.198 2225 2229 2232 rBV 374636 444455 2.99% 0.900%
28 15.833 2334 2337 2347 rVB2 130841 265386 1.79% 0.537%
29 16.221 2400 2403 2413 rVB 132467 245568 1.65% 0.497%
Sum of corrected areas: 49393162
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 22 Sep 2022 18:43
: CG\JU
: N4752-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92222\
BF130382.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130382.D

Acq On : 22 Sep 2022 18:43
Operator : CG\JU

Sample : N4752-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.575 98.18 ng 3348560  Phenanthrene-d10 11.169
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83

Abundance Scan 1613 (11.575 min): BF130382.D\data.ms (-1609) (- m/z 74.05 100.00%
74.0

5000
43.1
143.1 L T
227.2
[AMIEE: 152 *1% 2703 — ;
owHwwuhwmwwHwwHH_m,w,um‘uww‘ m/z 87.85 74.86%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —4 :
43.0 11.50
143.0 m/z 43.10  33.57%

M\ﬂmhﬁmow ﬂlOmgoﬂ?O 270.0

m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

o

74.0
T T
11.50
5000/ 43.0 m/z 55.05  28.39%
0 ‘ h H Iy F11.0 14?0 185.0 2270 270.0
WH‘WHH_H"HwHH_‘H_HWHH‘HHVHWH‘WHH_H‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #60758: Decanoic acid, methyl ester ——
74.0 11.50
m/z 41.10 26.73%
43.0
5000
143.0
bbb Mol 50, 1 1880 o
m/z--> 20 40 60 80 100120140160 180200220 240260 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130382.D

Acq On : 22 Sep 2022 18:43
Operator : CG\JU

Sample : N4752-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.716  29.62 ng 1010380  Phenanthrene-d10 11.169
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 35
Abundance Scan 1637 (11.716 min): BF130382.D\data.ms (-1631) (-} ' m/z 73.00 100.00%
43.0 73.0
5000
129.1 )\
213.2 T 1
‘ ‘ ‘“ 15711851 ‘ 256.1 11.50 12.00
oWw“:‘w‘U‘Mm”w‘: ek b L U njz a3.05  89.61%
m/z--> 20 40 60 80 100120140 160180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 — T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 87.34%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
; : —
11.50 12.00
5000 129.0 m/z 41.05 74 .80%
199.0
s ) e TP
onsol W ACEA A L0 1L
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92068: Tridecanoic acid —= —r—
43.0 73.0 11.50 12.00
' m/z 55.05 71.78%
5000
129.0
oo |
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130382.D

Acq On : 22 Sep 2022 18:43
Operator : CG\JU

Sample : N4752-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.275 435.33 g 14848100 Phenanthrene-d1e 11.169

Hit# of 5 Tentative ID MW MolForm CAS# Qual

,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
0,13-0ctadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99

uipHh wWwN R
O OV L OV

Abundance Scan 1732 (12.275 min): BF130382.D\data.ms (-1725) (- m/z 67.05 100.00%
67.0
5000
09.1
—— T
150.0 . 12.00 12.50
H‘\ ”h b , 187.1220.2 26\\3.129\4'\ 9
0! ol b L m/z 81.05 90.27%
miz--> 50 100 150 200 250
Abundance #191917: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 — AN
09.0 12.00 12.50
m/z 95.05 64.78%
29.0‘ ‘ ‘ ‘ 150.0 263.02%H¢
ok LWL LA L asrozz00 7T |
miz--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
—— T
12.00 12.50
5000 ITI/Z 55.10 62.56%
050 294.C
b L L L L 1509 aar02200 263077
miz--> 50 100 150 200 250
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester — =
67.0 12.00 12.50
m/z 41.10 49.94%
5000
09.0 294,
29.0 ‘ 263.0 i
150.0 :
ol 1310’2200 ‘ﬂu L —— Ae
miz--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130382.D

Acq On : 22 Sep 2022 18:43
Operator : CG\JU

Sample : N4752-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.298 245.86 ng 8385790  Phenanthrene-d10 11.169
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 98

Abundance Scan 1736 (12.298 min): BF130382.D\data.ms (-1734) (- m/z 55.10 100.00%
55.1

?5

5000
—— —=
12.00 12.50
ol m/z 69.18 69.61%
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
5000 —r—r ASSe
87.0 12.00 12.50
264.0 m/z 41.10 66.15%
‘H 23.0  180.0 2220 h 296.0
0! L \‘\ H\‘m ‘\m‘u‘ uly “m s ‘L A \"
miz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
—— —
12.00 12.50
5000 87.0 ITI/Z 74.10 64 .60%
264.0
‘H ‘ 2ﬁ.o 180.0 222.0 h 206.0
0! L \‘\ allal alltally, ‘m s ‘L —_——
miz--> 50 100 150 200 250 300

Abundance #194424: 11-Octadecenoic acid, methyl ester —— —
. 12.00 12.50
m/z 83.10 61.11%

5000

%

—— ———
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130382.D

Acq On : 22 Sep 2022 18:43
Operator : CG\JU

Sample : N4752-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.498 3.68 ng 149219  Chrysene-d12 13.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1770 (12.498 min): BF130382.D\data.ms (-1768) (- m/z 43.10 100.00%
43.1
- /&ﬁ/lk¢
=
12.50
ol m/z 73.00 97.76%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 T
129.0 1250
29.( 1850 Ja10 2840 m/z 60.00 91.39%
ok ‘\“ H‘ \‘H“uh‘\‘u‘u‘\ 4 ‘\“‘ | ‘ S ‘L‘ = ‘L‘ e
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
——
12.50
m/z 57.10 90.22%
5000 284.0 /
3.0 1290
185.0 2410
ol LI w T o - X
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid —
73.0 12.50
m/z 55.10 85.08%
5000 129.0
2
g( 199.0 242 0
ol ALy ‘\‘L N S AV
m/z--> 5 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130382.D

Acq On : 22 Sep 2022 18:43
Operator : CG\JU

Sample : N4752-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.963 8.29 ng 336295  Chrysene-di12 13.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl 9.cis.,11l.trans.t,13.tran... 292 C19H3202 1000336-42-6 94
2 Methyl 6-cis,9-cis,11-trans-octa... 292 C19H3202 1010336-37-7 72
3 Bicyclo[2.2.1]heptane, 7,7-dimet... 136 C10H16 000471-84-1 70
4 cis-3-Butyl-4-vinyl-cyclopentene 150 C11H18 093779-52-3 70
5 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1OH16 016022-04-1 60

Abundance Scan 1849 (12.963 min): BF130382.D\data.ms (-1842) (- m/z 79.00 100.00%
79.0

5000

£

292.1
21.1
2951 13.00
ol HMW WH\M193}‘\\‘?5§1“‘\“ m/z 91.05 94.55%
miz--> 50 100 150 200 250 300
Abundance #189450: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienc
79.0 292.0
5000 T
21.0 13.00
m/z 93.10 94.43%
F630 2610
0! \\M“H‘Hh‘\? ““‘\“““‘
miz--> 50 100 150 200 250 300
Abundance #189429: Methyl 6-cis,9-cis,11-trans-octadecatrienoate
79.0
—r
13.00
5000 m/Z 80.00 64.62%
292.0
21.0 175.0
i, 2220
ol bl PSS
miz--> 50 100 150 200 250 300
—r

Abundance #18233: Blcyclo[2 2.1]heptane, 7,7-dimethyl-2-methylene|
3.0 13.00

m/z 41.10 54.18%

5000

41.0
h I

- =
w
0
o

m/z--> 100 150 200 250 300 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130382.D

Acq On : 22 Sep 2022 18:43
Operator : CG\JU

Sample : N4752-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 11-Eicosenoic acid, methyl ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.010 4.78 ng 193847  Chrysene-d12 13.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 99
2 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 99
3 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 99
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91
5 Methyl (Z)-10-pentadecenoate 254 C16H3002 1000426-92-2 90

Abundance Scan 1857 (13.010 min): BF130382.D\data.ms (-1852) (- m/z 55.05 100.00%
55.0

5000

=

T
13.00

0! m/z 69.10 70.28%
miz--> 50 100 150 200 250 300
Abundance #229553: 11-Eicosenoic acid, methyl ester
55.0

5000 T
13.00
m/z 41.10 66.15%

208.0 250.0

39.0

O,
miz--> 50 100 150 200 250 300
Abundance #229559: cis-13-Eicosenoic acid, methyl ester
55.0

—
13.00
m/z 73.95 54.63%

5000

208.0 250.0

0,
m/z--> 50 100 150 200 250 300
Abundance #229545: cis-Methyl 11-eicosenoate Py
55.0 13.00
m/z 43.10 50.78%

-

5000

3

O208.0 250.0

T
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130382.D

Acq On : 22 Sep 2022 18:43
Operator : CG\JU

Sample : N4752-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 8 Eicosanoic acid, methyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.086 5.22 ng 211897  Chrysene-d12 13.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
3 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 91
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 90
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87

Abundance Scan 1870 (13.086 min): BF130382.D\data.ms (-1867) (- m/z 74.00 100.00%
74.0
143.0 ) :
283.3 13.00
390 ‘ ‘ 185.1 227.1 326.
ol %0l ulligos.t, | TP 22mt TN 8B a0 78.17%
miz--> 50 100 150 200 250 300
Abundance #232221: Eicosanoic acid, methyl ester
74.0
5000 s :
13.00
143.0 326. m/z 43.10 41.27%
' 283.0 '
Ot q’ ‘\‘ M]Qrpg‘o\‘ \“ T \;\9?9\‘2\4\‘1‘0\ T \L\“’ —
miz--> 100 150 200 250 300
Abundance #197349. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
I \
13.00
5000 m/z 55.10 33.24%
143.0 298.0
255.0
o129 | | |[ja000 [ 1e90 250 T WWM
m/z--> 50 100 150 200 250 300
Abundance #232223: Methyl 18-methylnonadecanoate —— ‘
74.0 13.00
m/z 41.10 28.90%
5000
143.0 326.(
‘ ‘ 1990 2410 283.0
m/z--> 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130382.D

Acq On : 22 Sep 2022 18:43
Operator : CG\JU

Sample : N4752-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 unknownl3.516 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.516 4.69 ng 190204  Chrysene-di12 13.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Iododec-1-yne 264 C1OH17I 067826-81-7 38
2 Butane-1,3-dione, 1-(pyrrol-2-yl)- 151 C8H9NO2 022441-25-4 25
3 Bicyclo[2.2.1]heptane, 2-(2-meth... 150 C11H18 061142-27-6 25
4 2-n-Heptylfuran 166 C11H180 003777-71-7 18
5 5-Hydroxyadamantan-2-one 166 C10H1402 020098-14-0 15
Abundance Scan 1943 (13.516 min): BF130382.D\data.ms (-1940) (- m/z 81.05 100.00%
81.0 151.1
5000
T \
13.50
0! m/z 151.05 84.04%
miz--> 50 100 150 200 250 300
Abundance #152212: 1-lododec-1-yne
81.0
41.0
5000 — ‘
13.50
165.0 m/z 95.00 77.36%
0 Mh Lh\ 1l 127'9 L ?0?'0 264.0
- T ‘ T 1T ‘ T T ‘ T T T ‘ L L ‘ L L
miz—-> 50 100 150 200 250 300
Abundance #28860: Butane-1,3-dione, 1-(pyrrol-2-yl)-
151.0
T \
94.0 13.50
5000 m/z 67.05 46.34%
43.0
m/z--> 50 100 150 200 250 300
Abundance #27786: Bicyclo[2.2.1]heptane, 2-(2-methyl-1-propenyl)- —T—
95.0 13.50
m/z 55.00 42.62%
5000
41.0 135.0
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130382.D

Acq On : 22 Sep 2022 18:43
Operator : CG\JU

Sample : N4752-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Triphenylphosphine oxide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.904 6.85 ng 277905  Chrysene-d12 13.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 62
3 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 38
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 38

5 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 38

Abundance Scan 2009 (13.904 min): BF130382.D\data.ms (-2004) (- m/z 277.10 100.00%
277.1

5000
39.0 ‘ 150 | | H 239.1 | 315.0 358. 14.00
O o by g L AP | 9998 S99 my7z 278,10 33.46%
m/z--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 1
14.00
77.0 109.0 m/z 77.05  21.15%
152.0
O\2\7\.()\‘}‘\\“\\‘\\\\"H\\\“\M\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
e
14.00
5000 m/z 199.00 18.74%
o 183.0
0 39. (- \]\-%ﬁo \‘H‘ I ‘\‘ H\ 228.0
e e L e
m/z--> 50 100 150 200 250 300 350
Abundance  #169507: 2-Phenyl-6-(trifluoromethyl)-1H-indol-4-ol —
277.0 14.00

m/z 201.00  18.28%

5000

180.0
114.0

-

49\.0\ ‘\ I 228'0‘\‘
IR i TR VIL UM B SRS P-o2 1 Y N -

m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130382.D

Acq On : 22 Sep 2022 18:43
Operator : CG\JU

Sample : N4752-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 28-Nor-17.alpha.(H)-hopane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.833 11.94 ng 265386  Perylene-di12 15.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 83
2 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 76
3 .beta.-iso-Methyl ionone 206 (C14H220 1000285-40-2 38
4 Fumaric acid, di(2-isopropoxyphe... 384 C22H2406 1000344-85-0 27
5 2-Fluoro-5-(trifluoromethyl)benz... 339 C18H17F4NO 1000490-66-1 25
Abundance Scan 2337 (15.833 min): BF130382.D\data.ms (-2334) (- m/z 191.10 100.00%
191.1
5000
136.0 — —
ok ‘\ \H “\ ‘ H‘\ h“\mmuhh\u‘mh I Hh‘n‘ ‘\‘m‘ o ;\\u‘. bty L \‘ o \‘\‘“‘n‘ ‘4‘3‘1‘? m/z 81.10 50.50%
m/z--> 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
81.0
5000 — ——
15.50 16.00
398.0 m/z 95.10 44.52%
02200 h \M \‘u ux‘m\ | ‘L‘ |y, 25903130 |
m/z--> 100 150 200 250 300 350 400
Abundance #309495. 17.alpha.(H),21.beta.(H)-Hopane
191.0
P e
15.50 16.00
69.0 .
5000 m/z 109.10 42.59%
123.0
} ‘ 412.0
oo Ll 2500 sia03sa0
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #82741: .beta.-iso-Methyl ionone — —
191.0 15.50 16.00
m/z 123.10 42.09%
500028.0
135.0
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130382.D

Acq On : 22 Sep 2022 18:43
Operator : CG\JU

Sample : N4752-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 17.alpha.(H),21.beta.(H)-Ho... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.221 11.05 ng 245568  Perylene-di12 15.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 94
2 17.alpha.H-Trisnorhopane 370 C27H46 053584-59-1 90
3 3-Buten-2-one, 4-(2,5,6,6-tetram... 206 C14H220 000079-70-9 38
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 38
5 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 35
Abundance Scan 2403 (16.221 min): BF130382.D\data.ms (-2400) (-}  m/z 191.15 100.00%
191.2
431 % — ——
253.1 2125 16.00 16.50
oL N“ ““‘ QH‘ chelpopep 30“19 ‘3,'53? 3 e m/z 95.18  48.47%
m/z--> 100 150 200 250 300 350 400 450
Abundance #309495 17. alpha (H),21.beta.(H)-Hopane
191.
69.0
5000 — —
123.0 16.00 16.50
m/z 81.10 46.88%
\ ‘ 412.0
O T \ T “\ 1‘1“ \\“H “H \“\“‘1 ‘hl \ 1 \ ! I‘\ J\ T‘\Z!‘:_)Wg\()\ \3‘]_\3\(\)\3’6\3\ (\)\ \‘ \“\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #279725: 17.alpha.H-Trisnorhopane
191.0
— —
95.0 16.00 16.50
5000 ITI/Z 69.10 34.62%
‘ 3700
ok HM ‘H AL L4 2960 3140 | i S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82820: 3-Buten-2-one, 4-(2,5,6,6-tetramethyl-1-cyclohe e ——
191.0 16.00 16.50
43.0 m/z 123.10 28.84%
5000
121.0
0 H.\'\\ A —— —
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130382.D

Acqg On : 22 Sep 2022 18:43
Operator : CG\JU

Sample : N4752-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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|
Hexadecanoic ac... 11.575 98.2 ng 3348560 4 11.169 682148 20.0
n-Hexadecanoic ... 11.716 29.6 ng 1010380 4 11.169 682148 20.0
9,12-Octadecadi... 12.275 435.3 ng 14848100 4 11.169 682148 20.0
13-Octadecenoic... 12.298 245.9 ng 8385790 4 11.169 682148 20.0
Octadecanoic acid 12.498 3.7 ng 149219 5 13.804 811786 20.0
Methyl 9.cis.,1... 12.963 8.3 ng 336295 5 13.804 811786 20.0
11-Eicosenoic a... 13.010 4.8 ng 193847 5 13.804 811786 20.0
Eicosanoic acid... 13.086 5.2 ng 211897 5 13.804 811786 20.0
unknown13.516 13.516 4.7 ng 190204 5 13.804 811786 20.0
Triphenylphosph... 13.904 6.8 ng 277905 5 13.804 811786 20.0
28-Nor-17.alpha... 15.833 11.9 ng 265386 6 15.198 444455 20.0
17.alpha.(H),21... 16.221 11.1 ng 245568 6 15.198 444455 20.0
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