LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140606.D

Acqg On : 25 Nov 2024 16:49
Operator : RC/JU

Sample : P4947-01

Misc :

ALS vial : 4 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140606.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.122 3 5 19 rVB 1976303 2364343 76.37% 12.108%
2 5.087 504 509 516 rVB 23719 36354 1.17% 0.186%
3 5.498 573 579 594 rVB 908550 1250006 40.37% 6.401%
4 6.504 743 750 765 rBV 605602 828723 26.77% 4.244%
5 6.869 807 812 819 rBV 342866 424929 13.73% 2.176%
6 7.434 899 908 913 rBV 1145492 1557642 50.31% 7.977%
7 7.681 944 950 957 rVB2 20691 35690 1.15% ©0.183%
8 7.887 978 985 989 rBvV2 31764 50552 1.63% 0.259%
9 8.069 1011 1016 1023 rBV6 13664 33063 1.07% 0.169%
10 8.151 1024 1030 1041 rVB 420577 585278 18.90% 2.997%
11  8.475 1081 1085 1092 rBV3 20999 51327 1.66% 0.263%
12 8.651 1111 1115 1120 rVB2 39736 51274 1.66% 0.263%
13 9.222 1207 1212 1225 rVB 2281291 2996429 96.78% 15.345%
14  9.563 1265 1270 1278 rVB6 16266 41397 1.34% 0.212%
15 9.904 1323 1328 1337 rVB 496401 625933 20.22%  3.205%
16 10.316 1393 1398 1405 rVB2 20316 38196 1.23% 0.196%

17 10.616 1444 1449 1454 rBV 205972 276390  8.93% 1.415%
18 10.698 1457 1463 1478 rVV 1457521 1980049 63.95% 10.140%

19 10.810 1479 1482 1490 rVB5 14668 31267 1.01% ©0.160%
20 10.928 1498 1502 1510 rVB 44908 61363 1.98% 0.314%
21 11.251 1553 1557 1564 rVB2 51132 77569 2.51% 397%

0
22 11.392 1576 1581 1588 rBV 495989 642941 20.77% 3
23 11.775 1641 1646 1653 rBV 119835 166454 5.38% ©.852%
24 11.916 1664 1670 1680 rBV2 263300 417333 13.48% 2
25 12.039 1687 1691 1695 rWV 22800 33961 1.10% ©

26 12.610 1779 1788 1799 rBV2 48942 148055 4.78% ©.758%
27 12.704 1799 1804 1814 rBvV2 92483 156964 5.07% ©.804%
28 12.980 1845 1851 1857 rBV 2295511 3096011 100.00% 15.855%
29 13.410 1918 1924 1934 rVB2 43298 100242  3.24% 0.513%
30 13.904 2002 2008 2023 rBV2 45857 115201 3.72% 0.590%

31 14.045 2024 2032 2040 rBV 391820 567146 18.32% 2.904%

32 14.574 2116 2122 2132 rVB 45136 83126 2.68% 0.426%

33 14.898 2172 2177 2182 rVB 44519 63491 2.05% 0.325%

34 15.080 2203 2208 2214 rBV 33523 59931 1.94% ©.307%
2.

35 15.539 2280 2286 2296 rBV 244486 392435 12.68%

36 15.651 2300 2305 2313 rVB 22048 45179  1.46%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140606.D

Acqg On : 25 Nov 2024 16:49
Operator : RC/JU

Sample : P4947-01

Misc

ALS vial : 4 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-BF112124.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.474 2609 2615 2628 rVB4 15384 41374 1.34% 0.212%
Sum of corrected areas: 19527618
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 25 Nov 2024 16:49
: RC/JU
: P4947-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
BF140606.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

o

TIC: BF140606.D\data.ms

122

7.434
5.498

6.504

5.087 7.6¢
L L I B L I L L L L L L L L L L B LB IR R IR

Time-->

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

2000000

1500000

1000000

500000

TIC: BF140606.D\data.ms
9.222 12.980

10.698

9.904 11.392
8.151

0
Time-->

106 11.916
11. 775 ]@l 04
7_@0 8 475 651 9.563 10 316 10 gQﬁZB 11.25 2 039 12 L

. T T T : =
8.00 8 50 9.00 9.50 10 00 10 50 11. 00 11. 50 12 OO 12 50 13. 00

Abundance

2000000

1500000

1000000

500000

o

Time-->

TIC: BF140606.D\data.ms

14.045
15.539

./{10 13.90 14.574 14.89%.080 g5,651 17.474

‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140606.D

Acqg On : 25 Nov 2024 16:49
Operator : RC/JU

Sample : P4947-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.122 111.28 ng 2364340 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 5 (2.122 min): BF140606.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
431 87.1
e ARaREEREEE SRR
91 2.202.302.40 2.50
Ol 2o b 0L w/z 43.10 34.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B R BRI L B
43.0 2.202.302.40 2.50
' 87.0 m/z 87.10 27.88%
29.0
M‘ I ‘\‘ ‘ J{)go ‘ |
O\\‘\H\‘\H\‘Hf\‘\\f‘\“\\\\‘\\H‘HH‘H\\‘\H\‘\H\‘\H\‘HH
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 T
2.202.302.40 2.50
5000 41.0 55.0 m/z 55.10 25.40%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy-  RARRREEE
73.0 2.202.302.40 2.50
m/z 71.10 11.71%
5000
45.0
29.0
0““HM“‘H‘HJH“H?Q[Q“VH“‘H“_‘%pﬁlq‘_“w“‘w““  RRARNRRRRRRRERERER
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140606.D

Acqg On : 25 Nov 2024 16:49
Operator : RC/JU

Sample : P4947-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.616 8.83 ng 276390  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzoylformic acid 150 C8H603 000611-73-4 53
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 49
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
Abundance Scan 1449 (10.616 min): BF140606.D\data.ms (-1444) (-] ' m/z 105.10 100.00%
105.1
77.0
182.1
5000
51.0
— e
10.50 11.00
152.1
b prr e 228 R e m/z 77.05 70.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — A
10.50 11.00
510 m/z 182.10  53.99%
o270 ||| 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28215: Benzoylformic acid
105.0
77.0 T ‘ T T ‘ T
10.50 11.00
5000 m/z 51.05 26.75%
51.0
LA R | 150.0
et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- P *r~¥¥7 ‘
105.0 10.50 11.00
m/z 181.10 8.37%
77.0
5000
51.0
0 27'0 L \‘ Ll lyll ‘ ‘ 125'0 15\4.0 /\ /\_\
R A e e — —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140606.D

Acqg On : 25 Nov 2024 16:49

Operator : RC/JU

Sample : P4947-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Propanol, 1-chloro-,

phos. ..

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.251 2.41 ng 77569  Phenanthrene-d1e 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 72
2 Tris(2-chloropropyl) phosphate 326 C9H18C1304P 006145-73-9 72
3 Bis(1-chloro-2-propyl)(3-chloro-... 326 C9H18C1304P 137909-40-1 52
4 Tris(3-chloropropyl) phosphate 326 C9H18C1304P 001067-98-7 35
5 Bis(3-chloro-1-propyl)(1-chloro-... 326 C9H18C1304P 137888-35-8 35

Abundance Scan 1557 (11.251 min): BF140606.D\data.ms (-1553) (-} | m/z 99.00 100.00%
41.1 99.0
5000 157.0 201.0
2770 11.00 11.50
el L e | ' '
0 b Mgl ol g Bt L VR m/z 125.00  93.15%
miz--> 50 100 150 200 250 300
Abundance #232391: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
5000 B A
11.00 11.50
201.0 277.0 m/z 41.10 92.76%
450 g1 g 159.0 ‘
Ot ‘H“‘ L \“ﬂ;\ T ‘\‘ T ‘\ T ‘\ \“‘\ T “\‘\23\‘5\.0’ T \“\‘ \?"1\1(
miz--> 50 100 150 200 250 300
Abundance #232388: Tr|s(2 chloropropyl) phosphate
125.
41.0 —r— e
11.00 11.50
5000 m/z 201.00 46.03%
201.0 277.0
L e
S - O Y
m/iz--> 50 100 15 200 250 300
Abundance #232395: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosp : : L, —
99.0 11.00 11.50
m/z 157.00 39.28%
5000/ 410 157.0
‘ ‘ 201.0 /\
ol f AL L L2380 zmo L Il g
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140606.D

Acqg On : 25 Nov 2024 16:49
Operator : RC/JU

Sample : P4947-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.775 5.18 ng 166454  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5. 276 C17H2403 082304-66-3 99
2 2,5-Cyclohexadien-1-one, 2,6-bis. 232 C16H240 006738-27-8 80
3 1-(3-Amino-4,6-dimethylthieno[2,. 220 C11H12N20S 052505-42-7 45
4 2,5-di-tert-Butyl-1,4- benzoqu1none 220 C14H2002 002460-77-7 44
5 1-Methyl-1H-pyrazolo[3,4-b]pyrid... 220 C1@H16N4Si 1000468-34-6 42

Abundance Scan 1646 (11.775 min): BF140606.D\data.ms (-1641) (-] ' m/z 205.10 100.00%

57.1 205.1
175.1
5000
911

‘ ‘ ‘ 2611 1150 12.00
HWHHNHW“NAMHWHMMMMMM m/z 57.10 99.20%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0

o

5000
175.0 1150 1200
91.0 m/z 217.20 59.80%
‘ 5.0 ‘ ‘ ‘ 261.0
0 ""H""‘ﬂj‘MAHHWHJw‘mhﬁwwUﬂw\NMM“W‘”JH‘wh‘wh‘”w“w““‘”“‘w‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #114071: 2,5-Cyclohexadien-1-one, 2,6-bis(1,1-dimethyle
217.0
175.0 —— A
11.50 12.00
5000 m/z 175.10 56.24%
57.0
e w1
R T T I
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #98414: 1-(3-Amino-4,6-dimethylthieno[2,3-b]pyridin-2-yl Soap ey e
205.0 11.50 12.00

m/z 55.05 49.77%

5000
150.0
430 77‘0 116.0 ‘ |
TN O P T AR

[ RRRRRNERH NRNINY SN Y N DR NEEN WY -
miz--> 20 40 60 80 100120140160180200220240260 1150 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140606.D

Acqg On : 25 Nov 2024 16:49
Operator : RC/JU

Sample : P4947-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.916 12.98 ng 417333  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 1670 (11.916 min): BF140606.D\data.ms (-1664) (- m/z 73.00 100.00%
43.1 73.0

5000
129.1

o

213.2
H‘ 157.1 185.1 ‘ 56,3 1200
“M u“‘u‘\”‘l‘\‘\‘\w“mH‘\m‘\“m“m\‘\‘m‘m\“\ m/z 43.10 86.12%

o

ST—

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN

12.00
m/z 59.95 79.58%

157.0 185.0 213.0 256.0 .
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
7
43.0 12.00
5000 ITI/Z 55.05 72.09%
129.0
185.0 228.0
0 ?w\wlmw‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid T
430 73.0 12.00
' m/z 41.10 70.86%
5000
129.0
‘ ‘ 1710 2140
1
o b ALLER2 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140606.D

Acqg On : 25 Nov 2024 16:49
Operator : RC/JU

Sample : P4947-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Octacosane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.610 4.61 ng 148055  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentacosane 352 (C25H52 000629-99-2 90
Abundance Scan 1788 (12.610 min): BF140606.D\data.ms (-1779) (. | m/z 57.10 100.00%
57.1
] —— ——
‘ ‘ 1412 202.1 12.50 13.00
ol i w““w‘im“‘w‘w‘wm T m/z 71.85 73.66%
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 . e
12.50 13.00
m/z 43.10 62.66%
olid ‘\\ “\\ H | 141:0183.0225.0267.0309.0_365.0
\\\\‘\ \\\\‘\Y\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
—— —
12.50 13.00
5000 m/z 85.10 56.54%
REY. | L 14101830225 026703090 3600
e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T ——
57.0 12.50 13.00
m/z 41.05 30.94%
- M\/\\k
oLl D 0183.0225.0267.0309.0 367.0
A e L AL A I R S e —— ——
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140606.D

Acqg On : 25 Nov 2024 16:49
Operator : RC/JU

Sample : P4947-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.704 4.88 ng 156964  Phenanthrene-di10 11.392
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 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 1804 (12.704 min): BF140606.D\data.ms (-1799) (- m/z 73.05 100.00%
43.1 73.0

5000

ol——1

m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0

5000 284.( e
185.0 241.0 12.50 13.00

m/z 60.00 82.80%

— ‘u‘u I wh H[“ ek ‘L e “ L “ 1 ‘\‘ : “‘
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0

0 y
= —
12.50 13.00
5000 129.0 m/z 57.05 77 .48%
‘ 199.0 2420
oL— L‘ ‘; \‘ ‘H‘M UM “HM\‘\‘ Hhm\ M\‘ il “‘ ‘1‘61‘0; ‘ . ‘i SN “\ o —
m/z--> 50 100 150 200 250
Abundance #46966: n-Decanoic acid — -
73.0 12.50 13.00

m/z 55.10  74.55%

129.0
5000
43.0
172.0

— —
miz--> 50 100 150 200 250 12.50 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 25

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
BF140606.D

Nov 2024 16:49

: RC/JU
: P4947-01

4

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.410 3.53 ng 100242  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Pentacosane 352 C25H52 000629-99-2 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87

Abundance Scan 1924 (13.410 min): BF140606.D\data.ms (-1918) (- m/z 57.05 100.00%
57.0

-

5000
13.50
41.0 197.1
0 \% T o m/z 71.10  70.96%
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 T
13.50
m/z 43.05 60.72%
olid ‘\\ “\\ H | $41.0183.0225.0267.0309.0 365.0
\\\\‘\ \\\\‘\T\\‘\\\1‘\\\\‘\\\\‘\\\\‘

miz--> 50 100 150 200 250 300 350

:

Abundance #123960: Heptadecane
57.0
13.50
5000 ITI/Z 85.10 52.92%
9.0
58 | |l toms0 200
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane T
57.0 13.50
m/z 41.10 23.42%
. \J\\M/\’\/\A/\AJ
. \ | D 1018302250 050 3520
R R e T L N LA SRS I ——
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140606.D

Acqg On : 25 Nov 2024 16:49
Operator : RC/JU

Sample : P4947-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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-Octadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.904 4.06 ng 115201  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 1-Hexacosene 364 C26H52 018835-33-1 93
Abundance Scan 2008 (13.904 min): BF140606.D\data.ms (-2002) (- m/z 83.05 100.00%
430 830
5000
25.1 ‘14\00‘
— m““w‘“ w‘h‘“ Wt A2 2810 ., ss.es  98.37%
miz--> 50 100 150 200 250 300 350
Abundance #161350: 1-Octadecano
43.0 83.0
5000 T
14.00
250 m/z 57.10 96.29%
LT somo 2200
O\\\‘\““\\‘\\H‘1‘\“\‘“”\“\\‘\‘\\‘\\“\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
——
14.00
5000 m/z 43.05 85.85%
39.0
so | L1 P00 a0 za00me0
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecy! ester T
57.0 14.00
7.0 m/z 97.05 81.07%
39.0 210.0
olsd | |11 1490 21002550 aon .
m/z--> 50 100 150 200 250 300 350 14.00
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\

Data File : BF140606.D

Acqg On : 25 Nov 2024 16:49
Operator : RC/JU

Sample : P4947-01

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Octacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.574 2.93 ng 83126  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2122 (14.574 min): BF140606.D\data.ms (-2116) (- m/z 57.05 100.00%
57.0

-

5000
T I
“lffil 211.1281.1 14.50
ol S e e M/Z 43,05 70.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298426: Octacosane
57.0
5000 —r— ‘
14.50
m/z 71.05 70.00%
7.0
O ‘\\“\‘\‘\J\J\‘f‘f*!‘h%??fi\‘z\gi\l\.‘oT\H‘\3H9\4‘.\0H\‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

-

Abundance #345481: Dotriacontane, 1-iodo-
57.0
T
14.50
5000 ITI/Z 85.10 56.47%
7.0
oLl 197026703370 4490
—r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane 7 ‘
57.0 14.50
m/z 41.05 22.26%
o H‘lefﬂ91910261033104010 491.0 562.0
P S T T T T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50

8270-BF112124.M Tue Nov 26 05:00:18 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140606.D

Acqg On : 25 Nov 2024 16:49
Operator : RC/JU

Sample : P4947-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.808  3.241ng 63491 perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual

upraene 410 C30H50 007683-64-9 86
9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
belliprenin 366 C24H3003 023838-17-7 72
»8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
,7-Dimethyl-1-phenylsulfonyl-2,... 278 C16H2202S 1000432-27-5 64

uih wNnPE
whCChw
ERY

Abundance Scan 2177 (14.898 min): BF140606.D\data.ms (-2172) (-] ' m/z 69.10 100.00%
69.1
- J*m,
121.1 14%6 isbd
ol ‘ M i w‘“ dd L ot ‘1‘5‘3?‘1‘ —r ‘2‘8‘3‘1_ ‘3‘4‘1‘3‘ R m/z 81.05 47.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 o —
14.50 15.00
m/z 41.10 23.11%
137.0
02 O dylyy], 1910 273.0 3410 410.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra
69.0
— —
14.50 15.00
5000 ITI/Z 95.05 14.22%
137.0
07. ‘ “ h ||, 1920 2470 3160
A R O i it
m/z--> 50 100 150 200 250 300 350 400
Abundance #275475: Umbelliprenin “ T
69.0 14.50 15.00
m/z 68.05 12.99%
5000
J llgT1630 /\
oZO LIl | 2050 3100 m0 | o e g
m/z--> 50 100 150 200 250 300 350 400 1450 1500

8270-BF112124.M Tue Nov 26 05:00:18 2024 Page: 14



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
BF140606.D

: 25 Nov 2024 16:49

: RC/JU

. P4947-01

: 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Triacontane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.080 3.05 ng 59931 Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90

Abundance Scan 2208 (15.080 min): BF140606.D\data.ms (-2203) (-
57.0

m/z 57.05 100.00%

%

5000
15.00
ow:“w“ ol A ““uwhw?ul‘%zﬁz,??‘l‘l,”H,HH,HH,‘ m/z 71.10  64.02%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 —— |
15.00
m/z 43.10 59.34%
0 LT 1690 2250 2810 3650
\\1‘\\\\‘\\\1‘\1\\’\\\\’\\\\’\\\\’\\\\’\\\\’\

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

o1
~l
o

Abundance #314331: Triacontane
15.00
5000 ITI/Z 85.10 57.43%
0 )b \iw h‘ 1 | \6? 9 . 225 0 281.0 337.0 42?'0
e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- —
57.0 15.00
m/z 55.00 21.77%
- KWJ\AJ\M
169.0
oL LT 1990 2280 aes0 a0 ato -
m/z--> 50 100 150 200 250 300 350 400 450 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\

BF140606.D
: 25 Nov 2024 16:49
: RC/JU
. P4947-01
: 4 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Heptacosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.651 2.30 ng 45179  Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Pentacosane 352 (C25H52 000629-99-2 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 2305 (15.651 min): BF140606.D\data.ms (-2300) (- m/z 57.05 100.00%
57.0
131 —— ——
LT 59 42072 e 768
oAl A NNW‘HKJA,H““‘JW“““‘H““‘ m/z 71.18  76.84%
miz--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
5000 — —
15.50 16.00
m/z 43.10 63.96%
0 ‘ 1 “\ u h u\ i 16\9 p . 225 0 281.0 380.0
\\\\‘ \\]\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
—— —
15.50 16.00
5000 m/z 85.10 55.55%
0 uh\ \‘h]\.] h h\ | \6\9 \0 il 2\2‘\5 .0 L 3090 3650 437'
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane — —
57.0 15.50 16.00
m/z 55.05 26.91%
= MMWL/\WN
0 ‘ “\ \h\ I u‘ l |y 1\83 0 239 0 295.0 352.0
R T B e e — —
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\BF112524\
Data File : BF140606.D

Acqg On : 25 Nov 2024 16:49
Operator : RC/JU

Sample : P4947-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 unknownl7.474 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.474 2.11 ng 41374  Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Pyrido[1,2-a]pyrimidin-4-one,... 174 C10H10N20 016867-28-0 38
2 2-Methyl-5-methoxyhomotryptamine 218 C13H18N20 019017-58-4 37
3 Acetamide, 2-(8-quinolinylthio)-... 301 C13H11N502S 329780-80-5 35
4 Acetamide, N-[4-(chlorodifluorom... 394 C18H13C1F2N202S 1010309-89-6 32
5 Benzenemethanamine, 4-(trifluoro... 175 C8H8F3N 003300-51-4 27
Abundance Scan 2615 (17.474 min): BF140606.D\data.ms (-2609) (- m/z 174.10 100.00%
174.1
5000
410..
43.1 91.0 2691 Ly
‘ ‘ ‘ ‘ ‘ ‘ 227.1 17.50
ol DALk ML L ‘ e m/z 161.10  44.24%
miz--> 50 100 150 200 250 300 350 400
Abundance #48799: 4H-Pyrido[1,2- a]pyr|m|d|n -4-one, 2,6-dimethyl-
174
5000 n A\ \I\ T T T ﬂ\n T
92.0 17.50
39.0 m/z 175.10  38.45%
O\\““‘HHW““‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #96509: 2-Methyl-5-methoxyhomotryptamine
174.0
——
17.50
5000 218.0 m/z 159.00 35.58%
131.0 ‘
30.0 ‘
0 ‘h! \‘\\H‘m‘ ‘\‘ ‘\ ‘\ hh u“ \““HH\‘“ ﬂ“‘\‘ ‘\ T T S A I
m/z--> 50 100 150 200 250 300 350 400
Abundance #200284: Acetamide, 2-(8-quinolinylthio)-N-(4-amino-3-fu e
174.0 17.50
m/z 410.40  28.96%
5000
129.0
271.0
ok w M‘M IR L AL
m/z--> 50 100 150 200 250 300 350 400 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140606.D

Acqg On : 25 Nov 2024 16:49
Operator : RC/JU

Sample : P4947-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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... 2.122  111.3 ng 2364340 1 6.869 424929 20.0
Benzophenone 10.616 8.8 ng 276390 3 9.904 625933 20.0
2-Propanol, 1-c... 11.251 2.4 ng 77569 4 11.392 642941 20.0
7,9-Di-tert-but... 11.775 5.2 ng 166454 4 11.392 642941 20.0
n-Hexadecanoic ... 11.916 13.0 ng 417333 4 11.392 642941 20.0
Octacosane, 2-m... 12.610 4.6 ng 148055 4 11.392 642941 20.0
Octadecanoic acid 12.704 4.9 ng 156964 4 11.392 642941 20.0
Heptadecane 13.410 3.5 ng 100242 5 14.045 567146 20.0
1-Octadecanol 13.904 4.1 ng 115201 5 14.045 567146 20.0
Octacosane 14.574 2.9 ng 83126 5 14.045 567146 20.0
Supraene 14.898 3.2 ng 63491 6 15.539 392435 20.0
Triacontane 15.080 3.0 ng 59931 6 15.539 392435 20.0
Heptacosane 15.651 2.3 ng 45179 6 15.539 392435 20.0
unknownl7.474 17.474 2.1 ng 41374 6 15.539 392435 20.0
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