LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71923\
Data File : BF134360.D

Acqg On : 19 Jul 2023 15:50
Operator : CG\JU

Sample : 03597-20

Misc :

ALS vial : 7 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134360.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.151 5 11 18 rVB 393900 495779 19.11%  2.907%
2 5.104 510 513 524 rBV 25680 36542 1.41% 0.214%
3 5.481 573 577 580 rBV 1984664 1951801 75.22% 11.445%
4 6.486 742 748 751 rBV 1964398 2034789 78.41% 11.931%
5 6.839 804 808 814 rBV 585754 484820 18.68% 2.843%

6 7.404 899 904 907 rBV 1503221 1327487 51.16% 7.784%
7 8.116 1021 1025 1028 rBV 791004 619822 23.89%  3.634%
8 9.198 1204 1209 1212 rBV 2810662 2594940 100.00% 15.216%
9 9.304 1224 1227 1232 rVB 30531 29293 1.13% 0.172%

9.874 1320 1324 1327 rBV 817905 643760 24.81%

w
~
N
S
R

11 10.669 1455 1459 1463 rBV 1645169 1553429 59.86%
12 11.368 1574 1578 1580 rBV 729496 586383 22.60%
13 11.392 1580 1582 1586 rVB 180387 141728 5.46%

OFr O wuVv
o]
w
=
R

14 11.898 1665 1668 1680 rVB2 315259 294538 11.35% 727%
15 12.204 1717 1720 1724 rBV 28552 29115 1.12% 171%
16 12.592 1782 1786 1792 rBV 166603 173464 6.68% 1.017%
17 12.686 1799 1802 1807 rBV 50558 57808  2.23% ©.339%
18 12.821 1819 1825 1829 rBV 138607 140115 5.40% ©.822%
19 12.968 1845 1850 1853 rBV 2395111 2080832 80.19% 12.201%
20 13.892 2001 2007 2022 rBV5 78601 194629 7.50% 1.141%
21 14.004 2022 2026 2027 rBvV2 27857 28399 1.09% 0.167%
22 14.033 2027 2031 2034 rVV 494150 494518 19.06%  2.900%
23 14.057 2034 2035 2041 rVB 63579 43678 1.68% 0.256%
24 14.121 2042 2046 2051 rBV 64864 64913 2.50% ©0.381%
25 14.186 2054 2057 2063 rBV 29525 36283 1.40% 0.213%
26 14.498 2107 2110 2114 rBV2 35953 35167 1.36% ©0.206%
27 14.545 2114 2118 2121 rBV5 29012 41357 1.59% 0.243%
28 15.092 2207 2211 2214 rBV2 45724 63483 2.45% ©.372%
29 15.156 2219 2222 2227 rVB 52671 70450  2.71% 0.413%
30 15.409 2261 2265 2272 rVB 26689 38008 1.46% 0.223%
31 15.474 2272 2276 2281 rVB 33296 47815 1.84% ©.280%
32 15.539 2282 2287 2295 rBV 277196 375933 14.49%  2.204%
33 15.768 2323 2326 2331 rVB5 27605 41493 1.60% 0.243%
34 16.015 2364 2368 2376 rVB3 46047 76717  2.96%  0.450%
35 16.145 2384 2390 2401 rBV3 21713 66098 2.55% 0.388%
36 16.856 2505 2511 2521 rBV9 23826 58608 2.26% ©0.344%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071923\
Data File : BF134360.D

Acqg On : 19 Jul 2023 15:50
Operator : CG\JU

Sample : 03597-20

Misc

ALS vial : 7 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 17053994
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 19 Jul 2023 15:50
¢ CG\JU
: 03597-20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071923\
BF134360.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

151

TIC: BF134360.D\data.ms

5.481 6.486

7.404

6.839

5.104

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

L L L L L L L L L I L L L L L L L L L L B L L L D L B B I

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF134360.D\data.ms
9.198

12.968

10.669

8.116 9.874 11.368

11.898

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

‘%.‘304 B 11392 L 12208 12.3%9%5&8%

— — — e — L e e
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF134360.D\data.ms

14.033

15.539
13.893842B6 1441985 19595619 Bag4 15.768L6.Q85145 16.856

Time-->

8270-BF062623

I 1 [ r 1 1 T [ T T T T [ T T T T [ T T T T [ T T T T [ T T T T [ T T T T [ T T T T [ T T T T [ T T T 71T
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\BF071923\
Data File : BF134360.D

Acqg On : 19 Jul 2023 15:50
Operator : CG\JU

Sample : 03597-20

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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.
2.151 20.45 ng 495779  1,4-Dichlorobenzene-d4 6.839

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 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance  Scan 11 (2.151 min): BF134360.D\data.ms (-5) (-) m/z 73.10 100.00%

3.1
5000 43.0
87'1 \\\‘\H\‘\\H‘H\\‘\H\‘\\
‘ 90 2.202.302.402.502.60
Ol 220 m/z 43.05  44.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R ERRRE RN R
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10  28.91%
29.0
‘\‘ \‘\“ Lglo ‘ | ‘
O\\‘\H\‘\H\‘Hf\‘\\f‘\“\\H‘HH‘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 AR i i anE e s Sena—
2.202.302.402.502.60
5000 41.0 550 m/z 87.10 25.64%
27.0
oyl 1120 1200
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994: Pentane, 3-methoxy- R RREEE AR e
73.0 2.202.302.402.502.60
m/z 41.10 13.81%
5000
45.0
29.0
0““HM“‘H‘HJH“H?Q(Q“VH“‘H“_‘%pﬁxq‘_“w“‘w““ S ARRANNERARARRARSaERSERES
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071923\
Data File : BF134360.D

Acqg On : 19 Jul 2023 15:50
Operator : CG\JU

Sample : 03597-20

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2
R.T. EstConc Area Relative to ISTD R.T.

11.898 10.05 ng 294538  Phenanthrene-di10 11.368
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 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1668 (11.898 min): BF134360.D\data.ms (-1665) (1  m/z 72.95 100.00%

43.0 73.0
5000
129.1
213.2 — P
‘ ‘ H 157.1185.2 ‘ 2563  11.50 12.00
Y — N ”M‘H‘w“ MMH“\m“‘h‘m‘\‘u“!‘u“m‘\‘\‘m‘\m‘“\ m/z 59.95 91.54%
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 [ trT
11.50 12.00
167.01g5 02130  256.0 m/z 43.05 91.50%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T L —
11.50 12.00
5000 1290 m/z 57.18 77.59%
185.0
H 228.0
ossol WALUAIED J s |, 1
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid e —
73.0 11.50 12.00
43.0 m/z 55.05 75.16%
5000 129.0
171.0
o? - o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071923\
Data File : BF134360.D

Acqg On : 19 Jul 2023 15:50
Operator : CG\JU

Sample : 03597-20

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 9-Tricosene, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.892 7.87 ng 194629  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 96
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 1-Tricosene 322 C23H46 018835-32-0 95
Abundance Scan 2007 (13.892 min): BF134360.D\data.ms (-2001) (-  m/z 55.05 100.00%
53.0
97.0
5000
— ——
‘ L‘M 13.50 14.00
oL—— it m/z 43.10 93.23%
miz--> 50 100 150 200 250 300
Abundance #227236: 9-Tricosene, (2)-
55.0 197.0
5000 — ——
13.50 14.00
m/z 57.10 88.98%
‘ ‘ +39.0 322.(
O L “\ ‘\“ ‘M\ ‘\‘ JM\ “ ‘H‘ \“L\ “\ “h\ %8\2\0‘ \22\4\.()\ ‘2\66\0! T ‘ T \‘ T
miz-> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
— ——
13.50 14.00
5000 m/z 83.05 88.46%
39.0
ool Ll ‘\ ! A‘L j o 2820 2240 2660
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol — —
83.0 13.50 14.00
43.0 .
m/z 69.00 84.25%
5000
25.0
o UL L a0 200 om0 e
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071923\
Data File : BF134360.D

Acqg On : 19 Jul 2023 15:50
Operator : CG\JU

Sample : 03597-20

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Triphenylphosphine oxide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.121 2.63 ng 64913  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 47
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 38

5 Thiophene-3-carbonitrile, 4-(4-m... 277 C13H11NO2S2 1000268-75-0 38

Abundance Scan 2046 (14.121 min): BF134360.D\data.ms (-2042) (1 m/z 277.05 100.00%
277.1

5000
77.0 199.0 e =
s ‘ s LS ‘ H . 14.00 14.50
0 “‘u”W‘WMw‘M uﬁuw‘Muw J‘p‘ R m/z 278.10  33.81%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 LR
14.00 14.50
77.0 199.0 m/z 199.00  23.89%
152.0
0 \2\7\.0\ ‘}‘ T “\ T ‘ L ““\ T \“\ U T T T T ‘ T ‘\ T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0
14.00 14.50
5000 m/z 183.00 23.47%
77.
0 183.0
Lo
m/z--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0 14.00 14.50
m/z 201.00  21.20%
5000
o 183.0
o o9 | ol | laeo |
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071923\
Data File : BF134360.D

Acqg On : 19 Jul 2023 15:50
Operator : CG\JU

Sample : 03597-20

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Octadecane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.156 3.75 ng 70450  Perylene-di12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Octacosane 394 C28H58 000630-02-4 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 2222 (15.156 min): BF134360.D\data.ms (-2219) (-]
57.0

m/z 57.05 100.00%

5000 xMJKMJhNMJXAMAWMMJkW
1500 1550
207.0 : :
0“‘V‘WM “W“” “%‘\puuw‘ﬁ7%%?%??“‘u‘ﬁ¥4 m/z 43.05 73.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141056: Octadecane
57.0
5000 T ——
15.00 15.50
‘ 9.0 m/z 71.05 66.86%
O \“\ } “ “‘ \“‘\ ““ \“‘\“\]\-5‘5\ (\):\I-??‘ \()\ \2\5‘4\9\ T ’ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
— —
15.00 15.50
5000 m/z 85.05 50.84%
oLl ‘h“ H |, 1690 2250 281.0 337.0 394.0
A A A A A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane T ——
57.0 15.00 15.50
m/z 55.10 26.91%
o WVMW
““‘ ‘ 155.0197.0 268.0
((IREIE 1 I ED S0 M i —— ——
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071923\
Data File : BF134360.D

Acqg On : 19 Jul 2023 15:50
Operator : CG\JU

Sample : 03597-20

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 (1-Cyclopentenyl)ferrocene

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.409 2.02 ng 38008 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 94
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 70
3 Perylene 252 C20H12 000198-55-0 70
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 64
5 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 59

Abundance Scan 2265 (15.409 min): BF134360.D\data.ms (-2261) (-

m/z 252.05 100.00%

25p.1
5000
15.50
125.9 .
55.0 183.0 316.3
0 2 217 355 n/z 250.00  39.78%
m/z--> 50 100 150 200 250 300 350
Abundance #138560: Benzo[a]pyrene
252.0
5000
15.50
126.0 m/z 253.05 23.57%
041.0‘” ‘8“\%“0‘ I \“ \\“\ | 2090 uh‘\‘\ Vu
\\‘\\\\‘\\\\’\\\\‘\\\\\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
s =]
15.50
5000 m/z 251.10 10.75%
126.0
ol mo il aweo |
m/z--> 50 100 150 200 250 300 350 wm AMN
Abundance #138553: Perylene ‘ ﬁ‘ I ‘mﬁﬁﬁmﬂ
252.0 15.50
m/z 125.90 9.13%
5000
| L4
73.0 200.0
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071923\
Data File : BF134360.D

Acqg On : 19 Jul 2023 15:50
Operator : CG\JU

Sample : 03597-20

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknownl5.768 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.768 2.21 ng 41493  Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-butenoic acid, 2-acetyl-3-meth... 170 C9H1403 1000404-58-0 43
2 Triacontan-15-o0l1 438 C30H620 031849-26-0 38
3 4-Fluoro-N-(1-methyl-4-piperidin... 236 C13H17FN20 210643-93-9 30
4 8-Azabicyclo[3.2.1]octan-3-0l, 8... 141 C8H15NO 000120-29-6 27
5 1-Decene, 10-bromo- 218 C10H19Br 062871-09-4 27
Abundance Scan 2326 (15.768 min): BF134360.D\data.ms (-2323) (- m/z 43.00 100.00%
3.0
96.1
5000
” ‘ ‘ ﬂ 357.1401.1 15.50 16.00
oLb— ‘HH\ M\‘M‘“ ‘HN‘ ‘\ ‘\H‘\‘\“\MHJH‘\ \‘M‘HHI\ \HH‘HHH‘\H‘ m/z 57.00 88.22%
mlz--> 5 100 150 200 250 300 350 400
Abundance #46179: 2-butenoic acid, 2-acetyl-3-methyl-, ethyl ester
43.0
5000 96.0 — —
15.50 16.00
m/z 96.10 66.42%
I
Moo Jbd by
O\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #321443: Triacontan-15-0
57.0
e o
111.0 15.50 16.00
5000 m/z 82.00 61.71%
‘ ‘ 241.0
ol bbb Lij3eTo, || s0s0 se20 418
miz--> 50 100 150 200 250 300 350 400
Abundance #118237: 4-Fluoro-N-(1-methyl-4-piperidinyl)benzamide . ——
96.0 15.50 16.00
m/z 55.00 54.55%
5000
42.0
236.0
ol J0 a0 T
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\BF071923\
Data File : BF134360.D

Acqg On : 19 Jul 2023 15:50
Operator : CG\JU

Sample : 03597-20

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.015 4.08 ng 76717  Perylene-di12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Heneicosane, 11l-decyl- 437 C31H64 055320-06-4 87
4 Tetratetracontane 619 C44H99 007098-22-8 87
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2368 (16.015 min): BF134360.D\data.ms (-2364) (- m/z 57.05 100.00%
57.0

5000 JMWNJ\WMMWAM/NWWWNWMW
T \
| h ﬁ 892100 3021 16.00
o‘H‘J,Mw“u,w S R B m/z 71.106 62.16%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158598: Nonadecane
57.0
5000 —— ‘
16.00
m/z 43.10 57.68%
1
O‘“““\’\‘H‘“‘li"|“\“\:’L‘6‘9‘0“““‘2§‘8‘()‘“““““““‘
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0
—— ‘
16.00
5000 ITI/Z 85.05 46.71%
\‘ 1139 160.0 2250 338.0
obd T 3020,225.0 2810 3380
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320594: Heneicosane, 11-decyl- T ‘
57.0 16.00
m/z 55.10 19.47%
295.0
0 \‘ ‘Lw H}\ IL\ \1\131\0\1\6\99 2250 “ 435.(
R e e B R AR B o S R —
m/z--> 0 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071923\
Data File : BF134360.D

Acq On : 19 Jul 2023 15:50
Operator : CG\JU

Sample : 03597-20

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Cyclohexadecane, 1,2-diethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.145 3.52 ng 66098 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 59
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 52
3 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 46
4 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 38
5 1-Eicosene 280 C20H40 003452-07-1 35

Abundance Scan 2390 (16.145 min): BF134360.D\data.ms (-2384) (1 m/z 43.00 100.00%

43.0
5000 1.1
209.1
P o
2j2-9351.2 16.00 16.50
ok, MWWN‘Hm‘”_MwwwmWm_ m/z 71.10  79.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173738: Cyclohexadecane, 1,2-diethyl-
43.0
280.0
5000 1.0 T LR
16.00 16.50
m/z 55.05 76.61%
O\H H TJ'F“‘THI\\L#-\?W“]-T:‘?\HJ“\T\‘H\\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
P o
16.00 16.50
5000 m/z 69.00  69.41%
rs.o 2520 WMMWM
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #299561: Oxalic acid, cyclobutyl octadecyl ester P ——
55.0 16.00 16.50
m/z 57.00 68.25%
- J/\M/\a
ol oo v
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071923\
Data File : BF134360.D

Acqg On : 19 Jul 2023 15:50
Operator : CG\JU

Sample : 03597-20

Misc

ALS vial : 7 Sample Multiplier: 1

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

Quant Title

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

BF062623.M

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 unknownl6.856

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.856 3.12 ng 58608 Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosene 280 C20H40 003452-07-1 41
2 Cyclododecanemethanol 198 C13H260 001892-12-2 38
3 Methyl ecgonine 199 C10OH17NO3 007143-09-1 38
4 Octadecanal 268 C18H360 000638-66-4 38
5 1-Hexacosene 364 C26H52 018835-33-1 38

Abundance Scan 2511 (16.856 min): BF134360.D\data.ms (-2505) (1 m/z 57.00 100.00%
57.0
5000
— ——
m 16.50 17.00
i m/z 43.05 75.13%
mlz--> 50 100 150 200 250 300 350
Abundance #173727: 1-Eicosene
43.0
83.0
5000 — e
16.50 17.00
280.0 m/z 82.00 62.70%
7.0
O\\‘\ ‘\ \ “‘ ‘h ‘h\‘h\ \“\"\9\0\\“\\\‘\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #73909: Cyclododecanemethano
55.0
— —
97.0 16.50 17.00
5000 m/z 55.05 50.54%
37.0
DL ey
miz--> 50 100 150 200 250 300 350
Abundance #74568: Methyl ecgonine “ —
82.0 16.50 17.00
m/z 41.00 47.21%
5000
42.0
| “ 140.0 19?'0
o L — ——
m/z--> 50 100 150 200 250 300 350 16.50 17.00

8270-BF062623.M Fri Jul 21 01:45:44 2023
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71923\
Data File : BF134360.D

Acqg On : 19 Jul 2023 15:50
Operator : CG\JU

Sample : 03597-20

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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... 2.151 20.4 ng 495779 1 6.839 484820 20.0
n-Hexadecanoic ... 11.898 10.1 ng 294538 4 11.368 586383 20.0
9-Tricosene, (Z)- 13.892 7.9 ng 194629 5 14.033 494518 20.0
Triphenylphosph... 14.121 .6 ng 64913 5 14.033 494518 20.0
Octadecane 15.156 3.8 ng 70450 6 15.539 375933 20.0
(1-Cyclopenteny... 15.409 2.0 ng 38008 6 15.539 375933 20.0
unknown15.768 15.768 2.2 ng 41493 6 15.539 375933 20.0
Nonadecane 16.015 4.1 ng 76717 6 15.539 375933 20.0
Cyclohexadecane... 16.145 3.5 ng 66098 6 15.539 375933 20.0
unknownl16.856 16.856 3.1 ng 58608 6 15.539 375933 20.0
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