LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130380.D

Acqg On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc :

ALS vial : 9 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: BF130380.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.834 463 467 475 rVB 104132 112464 3.60% 0.585%
2 5.257 535 539 551 rBV 1481504 1431928 45.81% 7.451%
3 6.292 711 715 731 rVB 850233 949333 30.37% 4.940%
4 6.657 773 777 780 rBV 723879 638088 20.42%  3.320%
5 7.222 868 873 876 rBV 1957456 1830854 58.58% 9.527%
6 7.416 902 906 910 rvVB2 67237 64126 2.05% 0.334%
7 7.857 978 981 991 rBV 359919 951572 30.45% 4.952%
8 7.939 991 995 998 rVB 845514 839762 26.87% 4.370%
9 8.310 1053 1058 1061 rBV2 42174 58596 1.87% 0.305%
10 8.822 1141 1145 1148 rBV 47561 44831 1.43% 0.233%
11  9.016 1172 1178 1181 rBV 3817039 3125515 100.00% 16.264%
12 9.145 1195 1200 1215 rVB 260892 394514 12.62% 2.053%
13 9.686 1285 1292 1295 rBV 973002 764468 24.46% 3.978%
14  9.845 1316 1319 1324 rBV 73746 81555 2.61% 0.424%
15 10.192 1374 1378 1385 rVB6 23820 38071 1.22% 0.198%
16 10.474 1422 1426 1429 rBV 1934364 1587056 50.78% 8.258%
17 10.592 1444 1446 1455 rVB 31911 48882 1.56% ©0.254%
18 10.933 1501 1504 1509 rVB 177339 144340 4.62% 0.751%
19 11.045 1519 1523 1525 rBvV2 42019 37419 1.20% 0.195%

3.

20 11.168 1540 1544 1547 rBV 736560 619050 19.81%

21 11.568 1608 1612 1615 rBV 210153 186776 5.98%
22 11.710 1632 1636 1648 rBV2 508804 531062 16.99%
23 12.274 1726 1732 1739 rVB 356719 349076 11.17%
24 12.362 1744 1747 1750 rVB 90453 71108 2.28%
25 12.421 1751 1757 1766 rBV 30099 81861 2.62%

OO RrRrNO®
o]
iy
(o))
B

26 12.492 1766 1769 1774 rBV 117343 133020 4.26%
27 12.680 1798 1801 1804 rVB 73740 64867 2.08% ©.338%
28 12.757 1809 1814 1817 rBV 2913918 2491637 79.72% 12.966%
29 13.798 1987 1991 1996 rBV 723885 620420 19.85%  3.228%
30 13.904 2004 2009 2012 rBV 212451 240568 7.70%  1.252%

(]
o))
O
N
R

31 14.645 2131 2135 2139 rBV2 145124 137843 4.41% ©.717%
32 15.192 2223 2228 2232 rBV 494303 546707 17.49%  2.845%

Sum of corrected areas: 19217369
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 22 Sep 2022 17:32
: CG\JU
: N4609-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92222\
BF130380.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130380.D

Acq On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc

ALS Vial : 9 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.834 3.53 ng 112464 1,4-Dichlorobenzene-d4 6.657

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25
Abundance Scan 467 (4.834 min): BF130380.D\data.ms (-463) (-) m/z 42.95 100.00%
3.0
59.1
5000
101'0 \\\\‘\\\\‘\\\\’\\\\‘\\\
| ‘ 83.0 4.60 4.80 5.00 5.20 ]
O s e L L Rt m/z 59.10 63.07%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L LA BN B I
590 4.60 4.80 5.00 5.20
m/z 101.00 24.31%
O\\’\\\\‘\\\?‘T‘-\.O\\\“u‘\\\‘\\‘}1‘\\\\‘\\\\8‘\\??\.9\‘\\\]-10‘]\"\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
A ARAR RN
4.60 4.80 5.00 5.20
5000 m/z 58.00 15.25%
310 230 101.0
’ 83.0
aso Gl me®e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9477: 3-Hexanol, 4-methyl- R ARAN REAY R
59.0 4.60 4.80 5.00 5.20
m/z 41.10 10.55%
5000 41.0
29.
87.0
o150 LUl 0 | so
m/z--> 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130380.D

Acq On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc

ALS Vial : 9 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.857 22.66 ng 951572  Naphthalene-d8 7.939

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 72
3 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 50
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

Abundance Scan 981 (7.857 min): BF130380.D\data.ms (-978) (-) m/z 57.05 100.00%

57.0
5000 41.1 }\
o 76070800820
101.1 : : : :
132.1
O Np‘lu J!‘Hw “““w‘ J‘;“ Al m/z 45.85 98.58%
miz--> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L I L LI L B
1.0 7.60 7.80 8.00 8.20
75.0 m/z 41.10 38.90%
100.0
O \]-\5‘\'8 T H ‘\ \““1‘\ \‘!‘H”\ \‘VM ‘\“ \‘H\ T }‘\ \1\1f6.‘0\1\:3‘}2.\0‘ T
miz--> 20 40 60 80 100 120 140
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
YT T
7.60 7.80 8.00 8.20
5000 m/z 75.10 21.19%
41.0
75.0
oL 180 L‘\ k) ‘ | 100.0 118.0
T T L e B
m/z--> 20 40 60 80 100 120 140
Abundance #24736: DL-Lactamide, butyl ether At e
57.0 7.60 7.80 8.00 8.20
101.0 m/z 56.18 17.07%
5000 41.0
73.0
o230 il “ e 2280 o e . e
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130380.D

Acq On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc

ALS Vial : 9 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.145 10.32 ng 394514  Acenaphthene-di0 9.686

Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 (-)-1e-Camphorsulfonyl chloride 250 C10eH15C103S 039262-22-1 64
3 Benzenamine, 4-propoxy- 151 C9H13NO 004469-80-1 53
4 Metacetamol 151 C8HINO2 000621-42-1 53
5 Acetaminophen 151 C8H9NO2 000103-90-2 53

Abundance Scan 1200 (9.145 min): BF130380.D\data.ms (-1195) (-) m/z 43.05 100.00%
43.0 109.1
5000 1511
R T
‘ 810 8.80 9.00 9.20 9.40
O prer e il bl b m/z 109.10  85.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L L L R B B R L I
8.80 9.00 9.20 9.40
m/z 151.05 51.35%
8
O ]“ﬁ"o‘\“““‘w‘\““‘\“ \“\“\ \H“\‘\‘\H\‘\\Hl‘\“\\\‘\“\\1\‘\\‘\\‘]-\9\\2\9\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #134872: (-)-10-Camphorsulfonyl chloride
109.0
vt e
151.0 8.80 9.00 9.20 9.40
5000 81.0 m/z 41.05 22.56%
41.0
o0y, :M“ ol W h‘ b oo 2150, 250.€
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28936: Benzenamine, 4-propoxy- e
109.0 8.80 9.00 9.20 9.40
m/z 85.05 17.17%
5000 80.0
151.0
27.0 53.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130380.D

Acq On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc

ALS Vial : 9 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 1H-Benzotriazole, 4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.845 2.13 ng 81555  Acenaphthene-d1e 9.686

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 98
2 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 97
3 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 87
4 Benzene, 1l-isocyanato-2-methyl- 133 C8H7NO 000614-68-6 53
5 1H-Indol-4-o0l 133 C8H7NO 002380-94-1 49
Abundance Scan 1319 (9.845 min): BF130380.D\data.ms (-1316) (-) m/z 104.00 100.00%
104.0
132.9
5000 770
51.0 A 1
——4 Pt
162.9 189.1 9:50 10.00
o' “wmw““u“,w!‘u‘wu“JH‘HC‘ m/z 132.95  59.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16856: 1H-Benzotriazole, 4-methyl-
104.0
133.0
5000 77.0 91‘:0‘ /\J\‘ EI.O‘O(S o
51.0 ' : :
m/z 76.95 37.91%
27.0 |
O' ‘\\\\‘H‘\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16857: 1H-Benzotriazole, 5-methyl-
104.0
oMot
1330 9.50 10.00
5000 51.0 77.0 m/z 78.10 35.79%
iy |
PN N ' AR SN S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16910: 2H-Indol-2-one, 1,3-dihydro- VOO LT Lo
104.0 9.50 10.00
133.0 m/z 51.08 27.47%
5000
78.0
51.0
o 2O L
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130380.D

Acq On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc

ALS Vial : 9 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 Dimethazone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.933 4.66 ng 144340  Phenanthrene-di0 11.168
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dimethazone 239 C12H14CI1NO2 081777-89-1 83
2 Benzene, 1-(bromomethyl)-2-chloro- 204 C7H6BrCl 000611-17-6 64
3 N-(3-Amino-4-fluorophenyl)methan... 204 C7H9FN202S 926270-06-6 59
4 [(4-Chlorobenzyl)sulfonyl]acetic... 320 C12H17C104SSi 1000468-75-9 53
5 Diglycolic acid, 4-chlorobenzyl ... 342 C17H23C1l05 1000382-25-8 53
Abundance Scan 1504 (10.933 min): BF130380.D\data.ms (-1501) (- m/z 124.95 100.00%
125.0
204.1
5000
/L T ‘ T
41.1 89.0 11.00
Ol o APEL L m/z 204.10  60.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121904: Dimethazone
125.0
5000 204.0 T
11.00
m/z 127.00 31.66%
89.0
o150 M0 . 1740 | 2390
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\’\\\\‘\\\\‘1\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80701: Benzene, 1-(bromomethyl)-2-chloro-
125.0
mpasy
11.00
5000 m/z 89.00 9.25%
89.0
206.0
0 380 6?’0 m ‘\ | ‘\ 160.0 H‘
BRI T L RN RAEERE LS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80742: N-(3-Amino-4-fluorophenyl)methanesulfonamide
98.0 125.0 11.00
m/z 126.00 8.64%
204.0
5000
0L 300, 00 L weo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130380.D

Acq On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc

ALS Vial : 9 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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.568 6.03 ng 186776  Phenanthrene-di0 11.168
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90

Abundance Scan 1612 (11.568 min): BF130380.D\data.ms (-1608) (- m/z 74.00 100.00%
74.0

5000
43.1
N R |
143.1
‘M“ 185.1 2272 270.3 11.50
o_Wm‘:_Mu“M‘Mm_J‘wHH_mwmm_Hw‘mwww m/z 87.08  68.23%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161211: Hexadecanoic acid, methyl ester
74.0
5000 AL /L !
43.0 11.50
143.0 m/z 43.10  35.57%
‘ 101.0 1850 2270 2790
O‘\\‘\\‘\\\\M‘\\“‘\\‘h“\\\“‘\\\\‘\\‘\\‘\\\\‘\\‘\\‘\‘\\\“\\\\‘\‘\\\‘\\\\‘\\‘\\‘
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
e ‘
11.50
m/z 55.05 28.00%
5000 43.0 270.0
1430 227.0
| H 1010 ‘ 185.0 ‘
YSIE A71 8 Co  OOPU GO SO I
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #109337: Tridecanoic acid, methyl ester = ,
74.0 11.50
m/z 41.05 24.52%
5000{ 43.0
| | 1010 130 1850 g0
Y S Y v O i .. =4
m/z--> 20 40 60 80 100120140160 180 200220240260 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130380.D

Acq On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc

ALS Vial : 9 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.716 17.16 ng 531062  Phenanthrene-d10 11.168
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 89
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1636 (11.710 min): BF130380.D\data.ms (-1632) (- m/z 73.00 100.00%
43.1 73.0
205.2
5000 129.1
‘ “‘ ‘ 6711 ‘ 256.1 11,50 12,00
oww‘im‘w“ J‘,‘M"J‘:‘”J“‘:‘!“‘w‘““Ju“w“‘u‘w,“w“mel‘w,” m/z 43.10  96.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000
213.0 11 50 12 00
171.0 m/z 59.95 82.22%
0 \H‘\‘\‘H“‘i‘u”!”\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid
43.0 73.0
— i
11.50 12.00
5000 129.0 m/z 41.05 77 .25%
‘ 199.0 2420
O‘H_kﬁhul‘ 198
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109283: Tetradecanoic acid
73.0 11 50 12 00
m/z 205.15 73.69%
5000 A\
0, T T T T
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130380.D

Acq On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc

ALS Vial : 9 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 8 9-Octadecenoic acid, methyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.274 11.28 ng 349076  Phenanthrene-di0 11.168
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 99
4 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 99
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99

Abundance Scan 1732 (12.274 min): BF130380.D\data.ms (-1726) (- m/z 55.05 100.00%
.0

5000

T
265.3 12.00 12.50
o 180.1 222.2 206.2

miz--> 50 100 150 200 250 300
Abundance #194409: 9-Octadecenoic acid, methyl ester
55.0

5000 87.0 T
264.0 12.00 12.50
m/z 69.05 62.76%

23.0 222.0
T{ | 180.0 | 296.¢
] ‘ u“m W\‘H\\H‘ mHU\ H‘H\Hr L \!\ rr | — - IR \‘
miz--> 50 100 150 200 250 300
Abundance #194424: 11-Octadecenoic acid, methyl ester
55.0

T
12.00 12.50
5000 8y.0 m/z 43.05 53.68%

264.0
23.0 222.0
LIRS oo 0| e
— L‘ L s ‘M ‘\“H \‘\ h‘h\‘ \‘\w‘u”‘ h““‘H m‘\h Ll \!\ - | (e \‘
m/z--> 50 100 150 200 250 300

Abundance  #194454: trans-13-Octadecenoic acid, methyl ester ——
55.0 12.00 12.50

m/z 74.00  53.25%

o

o

5000

264.0
38.0 180.0 222.0 206.C

e oo
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 : BF130380.D

Acq On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc

ALS Vial : 9 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 Methyl stearate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.363 2.30 ng 71108  Phenanthrene-d10 11.168
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 74
Abundance Scan 1747 (12.362 min): BF130380.D\data.ms (-1744) (- m/z 73.95 100.00%
74.0
5000 43.1
143.0 . -
255.2
ob—— “ bl N‘w T m/z 87.00 79.69%
miz-> 100 150 200 250 300
Abundance #197271: Methyl stearate
74.0
5000 f——F Y /‘k"‘”w \J\\
43.0 12.00 12.50
143.0 m/z 43.10  42.78%
‘ ‘ 199.0 255.0 298.(
O T T ‘\ ‘\‘ ‘ \ ‘H‘\PT \‘\0‘\ T “\ T \‘\ “ \‘\ T \‘ “‘\“\ T T L‘
miz—-> 100 150 200 250 300
Abundance #143572: Pentadecanoic acid, methyl ester
74.0
— —
12.00 12.50
5000 m/z 55.05 31.22%
43.0
143.0
2130 256.0
oLl o™ Loz 280
miz--> 100 150 200 250 300
Abundance #161212:Hexadecanok:add,nnnhyleﬁer — —
74.0 12.00 12.50
m/z 41.00  28.55%
5000
43.0
143.0
| 1110 | 1850 2270 2700
o R 01 et S N “ —
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 : BF130380.D

Acq On : 22 Sep 2022 17:32

Operator : CG\JU

Sample : N4609-04

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
: 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 Pentafluoropropionic acid, Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
12.421 2.64 ng 81861  Phenanthrene-d1e 11.168
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 55
2 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 49
3 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 49
4 Acetic acid, chloro-, octadecyl ... 346 C20H39Cl02 005348-82-3 49
5 Hexanoic acid, heptadecyl ester 354 C23H4602 1000282-83-9 47

Abundance Scan 1757 (12.421 min): BF130380.D\data.ms (-1751) (- m/z 57.10 100.00%
57.1
2000 T AAJJ\/\JL\W
—r
184.0220.0 264.3 12.50
0 M m/z s5.10 96.81%
miz--> 50 100 150 200 250 300
Abundance  #269424: Pentafluoropropionic acid, tetradecyl ester
57.0
97.0
5000 L
12.50
m/z 41.10  69.15%
400 196.0
OL\S.\Q‘\ ‘ “ ‘\ “ “ T \‘ T ‘H ‘ L T \ T ‘ T \2\4\‘]"‘0\ L ‘ T \3\4\2“(
miz--> 50 100 150 200 250 300
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
—r
12.50
5000 97.0 m/Z 71.00 66.30%
ol | LA i 1 ‘n } i “\‘%‘8‘2‘0 2240 2800
miz--> 50 100 150 200 250 300
Abundance #193731: Trifluoroacetic acid,n-tridecyl ester —
69.0 12.50
m/z 69.05 58.99%
B J\.«,JL“
1540
dtl. u“‘ Ll 0 o e
m/z--> 0 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130380.D

Acq On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc

ALS Vial : 9 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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.492 4.29 ng 133020  Chrysene-d12 13.798
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Undecanoic acid 186 C11H2202 000112-37-8 46

Abundance Scan 1769 (12.492 min): BF130380.D\data.ms (-1766) (- m/z 43.05 100.00%
43.0

-

5000
185.1 241.2
H 284.3 1250
0 m\\“uw m/z 73.00  99.28%
m/z--> 0 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43
5000 T
129.0 12.50
3.0 ' 284.0 m/z 57.10 84.66%
L e e
Ot ‘\ H‘ \“‘”\”h“ M‘ ‘} \‘ T by \‘ T “ . J ‘ T \‘\ |

miz-> 0 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es

i

43.0
12.50
m/z 60.00 84.64%
5000 284.0 /
3.0 1290
1850 2410
o) \‘H‘u uhH M\ uf \’\ \ “‘ \‘ ‘\‘\‘ “ - “‘ e ‘3‘7‘2"
m/z--> 0 50 100 150 200 250 300 350
Abundance #46962: n-Decanoic acid
60.0 12.50
m/z 55.00 81.95%
5000 1290
1 e e
m/z--> 0 5 100 150 200 250 300 350 12.50

8270-BF091422.M Fri Sep 23 13:51:07 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130380.D

Acq On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc

ALS Vial : 9 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 Nordextromethorphan Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.680 2.09 ng 64867  Chrysene-d12 13.798
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nordextromethorphan 257 C17H23NO 051195-74-5 64
2 5,11-Dihydro-8-methylthio-6H-pyr... 257 C13H11N30S 133727-45-4 59
3 Pyrido[3,4-d]pyridazine-4,5(3H,6... 257 C13H11N303 160033-05-6 49
4 5-Hydroxyimino-4-phenylhydrazono... 257 C12H11N502 1000110-69-8 49
5 2-Methyl-2-p-tolyl-1- acenaphthenone 272 C20H160 136861-27-3 47
Abundance Scan 1801 (12.680 min): BF130380.D\data.ms (-1798) (- m/z 257.05 100.00%
257.1
5000
128.0155.1 1971 1250 13.00
431 77.0 299, 1250 13.00
0 m/z 258.10  18.65%
m/z--> 40 60 80 100120 140 160 180 200 220 240 260
Abundance #144695: Nordextromethorphan
257.0
5000
2120 12.50 13.00

m/z 197.10  15.40%

30 10 | ||
H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘HH‘HH‘HH‘\H ‘HH‘
m/z--> 40 60 80 100120 140 160 180 200 220 240 260
Abundance #144239: 5,11-Dihydro-8-methylthio-6H-pyrido[2,3-b][1,4]
257.0

o

12.50 13.00
5000 ITI/Z 128.00 12.41%
630 910 1290 1700 2140 | |
O et e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #144229: Pyrido[3,4-d]pyridazine-4,5(3H,6H)-dione, 1-(2-
257.0 12 50 13 00

m/z 155.10  12.06%

5000
228.0
200.0
0. T30 810 1150144037302000 | | iy ufy T LY

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 12. 50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130380.D

Acq On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc

ALS Vial : 9 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 13 Triphenylphosphine oxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.903 7.75 ng 240568  Chrysene-d12 13.798
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 98
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 87
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 42
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N02 299962-12-2 40

5 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 32

Abundance Scan 2009 (13.904 min): BF130380.D\data.ms (-2004) (- m/z 277.10 100.00%

277.1
5000
77.0 199.0

39q ‘ 115.0 1560 H 238.0 1400
O e T e m/z 278.05 30.66%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000
14 00
77.0 199.0 m/z 199.00  21.15%
152.0
O \2\7\0\ ‘}‘ T ‘\ T ‘ T T T ‘H\ T \ T H T T T T ‘ T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14 00
5000 ITI z 77.00 20.70%

o

77.0 183.0
00 | 1280 ‘\ H 2280 |
bl BRI A
m/z--> 50 100 150 200 250 300
Abundance : i

#204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 1400

m/z 201.00  18.36%

5000
77.0 183.0
0 ‘ ‘\ [ 13\1 0 | h H I ‘\ | e AN

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130380.D

Acq On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc

ALS Vial : 9 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 14 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.645 5.04 ng 137843 Perylene-d12 15.192
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 80
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 68
4 Farnesol isomer a 222 (C15H260 1000108-92-4 59
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 53

Abundance Scan 2135 (14.645 min): BF130380.D\data.ms (-2131) (- m/z 69.05 100.00%

69.0
5000

149.0 —T —T

1450  15.00
by L “i 22070 2810 3413 ., g1.e5  49.43%

I
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene

69.0

o

5000 — —
14.50 15.00
m/z 41.05 26.62%
121.0
0270 1 |y Ly 113750 23102730 3410 410,
\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
— —
14.50 15.00
5000 m/z 95.10 16.24%

137.0
0270 4 Lyl 1010 2730 3410 410
L A R R Ll Mt
miz--> 50 100 150 200 250 300 350 400

Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- —— —
69.0 14.50 15.00

m/z 149.00  15.35%

5000
27. ‘ 123.0
H‘ ‘ ‘ \h‘ \H Il H | | 177.0

T SR L — ShE
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

8270-BF091422.M Fri Sep 23 13:51:09 2022 Page: 16



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092222\
Data File : BF130380.D

Acqg On : 22 Sep 2022 17:32
Operator : CG\JU

Sample : N4609-04

Misc

ALS vial : 9 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|
2-Pentanone, 4-... 4.834 3.5 ng 112464 1 6.657 638088 20.0
Ethanol, 2-(2-b... 7.857 22.7 ng 951572 2 7.939 839762 20.0
2,4,7,9-Tetrame... 9.145 10.3 ng 394514 3 9.686 764468 20.0
1H-Benzotriazol... 9.845 2.1 ng 81555 3 9.686 764468 20.0
Dimethazone 10.933 4.7 ng 144340 4 11.168 619050 20.0
Hexadecanoic ac... 11.568 6.0 ng 186776 4 11.168 619050 20.0
n-Hexadecanoic ... 11.710 17.2 ng 531062 4 11.168 619050 20.0
9-Octadecenoic ... 12.274 11.3 ng 349076 4 11.168 619050 20.0
Methyl stearate 12.363 2.3 ng 71108 4 11.168 619050 20.0
Pentafluoroprop... 12.421 2.6 ng 81861 4 11.168 619050 20.0
Octadecanoic acid  12.492 4.3 ng 133020 5 13.798 620420 20.0
Nordextromethor... 12.680 2.1 ng 64867 5 13.798 620420 20.0
Triphenylphosph... 13.903 7.8 ng 240568 5 13.798 620420 20.0
Squalene 14.645 5.0 ng 137843 6 15.192 546707 20.0

8270-BF091422.M Fri Sep 23 13:51:09 2022

Pag 17



