LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134592.D

Acqg On : 02 Aug 2023 21:45
Operator : CG\JU

Sample : 03834-02

Misc :

ALS Vvial : 23  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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134592.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.016 495 498 507 rVB 35301 39457 1.68% 0.194%
2 5.416 561 566 569 rBV 2477759 2128071 90.66% 10.442%
3 6.422 732 737 740 rBV 2449206 2204817 93.93% 10.819%
4 6.622 768 771 776 rBV 60460 49340  2.10% 0.242%
5 6.792 797 800 804 rBV 1273432 1026162 43.72% 5.035%

6 7.351 891 895 898 rBV 1643927 1290094 54.96% 6.330%
7 8.069 1014 1017 1021 rVB 1479208 1287017 54.83% 6.315%
8 9.151 1197 1201 1204 rVB 2695423 2257121 96.16% 11.076%
9 9.269 1218 1221 1225 rBV 58271 45821 1.95% 0.225%

9.828 1312 1316 1319 rBV 1407001 1171866 49.93%
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11 10.610 1445 1449 1453 rBV 1384666 1168152 49.77%
12 10.657 1454 1457 1460 rVB 40010 33276 1.42%
13 11.310 1565 1568 1572 rBV 1171649 1050752 44.77%
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14 11.851 1656 1660 1665 rBV 189567 185939  7.92% 912%
15 12.521 1771 1774 1778 rBV 31999 36431 1.55% 179%
16 12.639 1791 1794 1800 rBV 44668 49480 2.11% 243%

17 12.904 1836 1839 1843 rVB 2105961 1885956 8@.35%
18 13.821 1991 1995 2002 rVB 184522 196345 8.37%
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19 13.957 2014 2018 2022 rBV 2764731 2347199 100.00% 11.518%
20 14.145 2047 2050 2056 rVB 28533 33631 1.43% 165%
21 14.451 2099 2102 2110 rVB3 48908 74001 3.15% ©.363%
22 14.757 2151 2154 2159 rVB3 27102 32877 1.40% 0.161%
23 14.833 2163 2167 2173 rBV 197790 192977 8.22%  0.947%
24 14.904 2177 2179 2183 rVB3 35360 36081 1.54% ©.177%
25 15.104 2210 2213 2216 rBV 84588 85679 3.65% ©.420%
26 15.133 2216 2218 2225 rVB6 29653 36655 1.56% ©.180%
27 15.421 2262 2267 2275 rBV 489423 624803 26.62%  3.066%
28 15.698 2310 2314 2319 rVB2 54453 72342 3.08% ©.355%
29 15.939 2352 2355 2360 rVB2 49390 65480 2.79% 0.321%
30 15.998 2361 2365 2371 rVB2 44210 77383 3.30% ©.380%
31 16.333 2419 2422 2429 rVB8 32270 59772 2.55% ©.293%
32 16.762 2490 2495 2504 rVB3 86584 171511 7.31% 0.842%
33 17.092 2549 2551 2558 rVB8 39299 68566 2.92% ©0.336%
34 17.180 2562 2566 2571 rBV6 23394 45449 1.94% ©.223%
35 17.539 2622 2627 2638 rVB6 60331 150711 6.42% ©.740%

36 18.580 2799 2804 2816 rVB10 37884 97917 4.17% 0.480%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134592.D

Acqg On : 02 Aug 2023 21:45
Operator : CG\JU

Sample : 03834-02

Misc

ALS Vvial : 23  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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 20379131
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\

BF134592.D

: 02 Aug 2023 21:45
¢ CG\JU
: 03834-02

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
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1500000
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2500000

2000000

1500000

1000000

500000
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TIC: BF134592.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134592.D

Acqg On : 02 Aug 2023 21:45
Operator : CG\JU

Sample : 03834-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.851 3.54 ng 185939  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1660 (11.851 min): BF134592.D\data.ms (-1656) (- m/z 73.00 100.00%
43.0 73.0
5000
— =
‘ ‘ 11.50 12.00
Y m/z 43.05 98.24%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
97.0 157018502130 560 | M/Z 60.60  84.44%
O \H‘HH“}‘HH!H \H‘H‘H\‘\\‘1““‘\\”‘M\“\‘H‘HH‘HH‘\‘\H‘\H‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
73.0
— Pt
43.0 11.50 12.00
5000 129.0 m/Z 41.10 73.56%
171.0
214.0
101.0
R ESSERRS R
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 57.10 73.14%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWﬁWWAWWMMMWHJMJHJHW‘HWHHM‘H_ = Rads
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134592.D

Acqg On : 02 Aug 2023 21:45
Operator : CG\JU

Sample : 03834-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Supraene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.833 6.18 ng 192977  Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 Umbelliprenin 366 C24H3003 023838-17-7 72
3 Propanoic acid, 2,2-dimethyl-, [... 306 C20H3402 1000164-38-8 64
4 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
5 1,5-Heptadiene, 2,3,6-trimethyl- 138 C10H18 033501-88-1 50
Abundance Scan 2167 (14.833 min): BF134592.D\data.ms (-2163) (- m/z 69.10 100.00%
69.1
= =
’ 189 0 14.50 15.00
A PV Y Mh \ 1000 2390 3021 3671 m/z 81.05 49.66%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 = e
14.50 15.00
m/z 41.05 26.03%
137.0
077 A \\‘ il \\‘ | 191.0 273.0 341.0 410.(
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
— ——
14.50 15.00
5000 m/z 95.05 14.11%
1190 163.0
027.0 205.0 310.0 366.0
T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #207388: Propanoic acid, 2,2-dimethyl-, [(E,E)-3,7,11-trin — ——
69.0 14.50 15.00
m/z 68.10 13.29%
5000
136.0
R Y= S R PO 1O
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134592.D

Acqg On : 02 Aug 2023 21:45
Operator : CG\JU

Sample : 03834-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Hexacosane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.104 2.74 ng 85679  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 91
2 Docosane, 1-iodo- 436 C22HA5I 1000406-31-9 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2213 (15.104 min): BF134592.D\data.ms (-2210) (- m/z 57.10 100.00%

57.1
5000

9.1 L L

1500 1550
141.1
“LWMW‘MwJVﬂ“M%gqﬁ‘“%ﬁ%¥‘39?¥‘35?¥“ m/z 71.10 67.99%

m/z--> 50 100 150 200 250 300 350
Abundance #336598: Hexacosane, 1-iodo-
57.0

o

5000 — -
15.00 15.50
9.0 m/z 43.10 57.22%
155.0
Ll L 197.0239.0281.0323,0 3%
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\ \\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—r —
15.00 15.50
5000 m/z 85.05 49.77%

99.0
. 155.0197.0239.0 309.0
N B S e L S B B B B S IR
m/z--> 50 100 150 200 250 300 350
Abundance

#307033: Octacosane, 2-methyl- — ‘
57.0 15.00 15.50

m/z 41.10 21.54%

) M
ﬁ H\\%‘ 0183.0225.0267.0300.0 365.0

om‘_H‘mwmu‘mw””mwm‘ —r —r—
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134592.D

Acqg On : 02 Aug 2023 21:45
Operator : CG\JU

Sample : 03834-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Oxirane, hexadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.698 2.32 ng 72342  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 86
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 81
3 Octadecanal 268 C18H360 000638-66-4 80
4 1,19-Eicosadiene 278 C20H38 014811-95-1 72
5 Tetracosanal 352 C24H480 057866-08-7 62

Abundance Scan 2314 (15.698 min): BF134592.D\data.ms (-2310) (- m/z 57.10 100.00%

5000 o M

7
281.8319.0 15.50 16.00
0 m/z 82.05 79.85%

miz--> 100 150 200 250 300 350
Abundance #158578: Oxirane, hexadecyl-
2.0
43.

138.2 1g09.2 225.1

5000 7 —
15.50 16.00
3.0 m/z 43.05 79.67%
oL J L 16602080 2500
\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance
43.0 82.0
— —
15.50 16.00
5000 m/z 55.10 59.76%
124.0
0 166.0 222.0 264.0
L B e AL A L A e o o S
m/z--> 50 100 150 200 250 300 350
Abundance #158569: Octadecanal 7 —
43.0 82.0 15.50 16.00

m/z 71.05 54.19%

5000
230 222 0
H \ 166.0 _268.0

m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134592.D

Acqg On : 02 Aug 2023 21:45
Operator : CG\JU

Sample : 03834-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Docosane, 1-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.939 2.10 ng 65480 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Docosane 310 C22H46 000629-97-0 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 2355 (15.939 min): BF134592.D\data.ms (-2352) (- m/z 57.10 100.00%
57.1
5000 J\A»MAWu»AAﬁ&AmﬁMwAWW
90 cI
155.1 16.00
0l “‘ ‘“ ‘!w‘“ L g 22‘51‘ ??‘?9 ‘3‘39‘1‘ : m/z 43.10 68.00%
mlz--> 50 100 150 200 250 300 350
Abundance #320326: Docosane, 1-iodo-
57.0
5000 T
16.00
9.0 m/z 71.05 65.72%
155.0 309.0
O\“\ \“\\h\“\“ \‘\‘\ \‘ ‘\‘\ \]‘-\97‘(\)\2\3\9‘0\\\\“\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—
16.00
5000 m/z 85.10 44 .61%
99.0
o 141.0 183.0 225.0 267.0 309.0  366.!
T e
m/z--> 50 100 150 200 250 300 350
Abundance #212282: Docosane —
57.0 16.00
m/z 69.05 16.86%
5000
9.0
‘ || 1101830 5390 3100
ol i L e S Gh— —
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134592.D

Acqg On : 02 Aug 2023 21:45
Operator : CG\JU

Sample : 03834-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.998 2.48 ng 77383  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 87
2 Triacontan-15-o0l1 438 C30H620 031849-26-0 70
3 17-Pentatriacontene 491 C35H70 006971-40-0 62
4 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 53
5 1-Heptacosanol 396 C27H560 002004-39-9 45
Abundance Scan 2365 (15.998 min): BF134592.D\data.ms (-2361) (- m/z 57.10 100.00%
57.1
5000
111.1
207.0 —r—
” 291.0 16.00
0l yWMM‘ m/z 43.10 97.77%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209741: 1-Docosene
55.0
5000 R
1110 16.00
' m/z 97.10 94.59%
0‘ T ‘ “\‘\ \H\h‘ ‘\1]}670 T \\\3\(‘)\8-\9\ [TT T T[T T[T TT]
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
——
111.0 16.00
5000 ITI/Z 83.10 80.03%
241.0
0 167.0 306.0 362.0 418.0
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene —
43.0 16.00
m/z 55.05 66.47%
- T W\MMMV\W\WV
0 ‘ { ” | J‘ “\‘1“5?)-0 210.0 267.0321.0 490.(
e A e e e e e T ——
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134592.D

Acqg On : 02 Aug 2023 21:45
Operator : CG\JU

Sample : 03834-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Tetradecanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.762 5.49 ng 171511  Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanal 212 C14H280 000124-25-4 91
2 Henicosanal 310 C21H420 051227-32-8 87
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 81
5 18-Nonadecen-1-o0l 282 C19H380 1000142-89-2 70

Abundance Scan 2495 (16.762 min): BF134592.D\data.ms (-2490) (- m/z 57.10 100.00%
57.1

5000

137.1

—
16022192 2810 16.50 17.00
ol bl m/z 43.10  89.86%

m/z--> 50 100 150 200 250 300 350
Abundance #90088: Tetradecanal
57.0

5000 6.0

T
16.50 17.00
m/z 82.05 72.23%

168.0
0 AL h‘ “‘h b ¢ A “2’1‘2-‘0‘ —
m/z--> 50 100 150 200 250 300 350
Abundance
82.0

P
43.0 16.50 17.00
5000 ITI/Z 55.05 61.89%
123.0 292.0
180.0 236.0
o1
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl- —— ——
43.0 82.0 16.50 17.00

m/z 96.10 60.05%

5000
24.0
| )Ly 660 2220 264.0

0 A — —
miz--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134592.D

Acqg On : 02 Aug 2023 21:45
Operator : CG\JU

Sample : 03834-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 unknownl7.092 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.092 2.19 ng 68566 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-bromo-3-chloro-2-methyl- 170 C4H8BrCl 006974-77-2 14
2 6-Bromo-4-phenyl-quinazoline 3-o0... 300 C14H9BrN20 251639-76-6 11
3 Tropylium tetrafluoroborate 178 C7H7BF4 027081-10-3 10
4 (5-0x0-2,5-dihydro-1H-pyrrol-3-y... 247 C13H13NO4 1010191-94-5 9
5 3-Aminooxy-4-chlorobutyric acid,... 181 C6H12CINO3 1000186-78-9 9
Abundance Scan 2551 (17.092 min): BF134592.D\data.ms (-2549) (- 69.10 100.00%
69.1
207.0
135.1
5000 M\MM/\
273.1
6.1 384.1 T ‘
‘ ‘ 17.00
O m/z 91.00 64.55%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #45608: Propane, 1-bromo-3-chloro-2-methyl-
41.0

91.0
5000 — ‘
17.00
m/z 207.00  59.58%
‘ ‘ 172.0
O \“\H\"N\‘\WH‘\\H\\‘\”‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
204.0
301.0
T \
77.0 17.00
5000 m/z 135.05 52.31%
138.0 248.0
O e A B B SR AL AN S R
mlz--> 0 50 100 150 200 250 300 350 400
Abundance #53346: Tropylium tetrafluoroborate T ‘
91.0 17.00

m/z 204.20  51.85%

5000
30.
0 M N

m/z--> 0 50 100 150 200 250 300 350 400 17.00
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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\BF080223\
BF134592.D

: 02 Aug 2023 21:45
¢ CG\JU
: 03834-02

: 23 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 9 17-(1,5-Dimethylhexyl)-10,1... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

17.539  a.82ng 156711 Perylene-d12 15.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500

2 .beta.-Sitosterol
3 .gamma.-Sitosterol

414 C29H500
414 C29H500

1000210-86-9 74
000083-46-5 70
000083-47-6 70

4 .beta.-Sitosterol acetate 456 C31H5202
5 Clionasterol acetate 456 C31H5202
Abundance Scan 2627 (17.539 min): BF134592.D\data.ms (-2622) (-
43.1
5000 107.1 2131 3293
63.0 414.¢
281.1
0
mi/z--> 50 100 150 200 250 300 350 400
Abundance #310625: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh
43.0
5000
O | I
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
5000
107.0 414.(
161.0 53¢ 3.0
0 257.0 354.0
i B T m A R
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000
213.0 303.0
0 Ay ’
m/z--> 50 100 150 200 250 300 350 400

000915-05-9 25
004651-54-1 25
m/z 43.10 100.00%
T I
17.50
m/z 55.10 56.57%
T I
17.50
m/z 81.10 47 .90%
T I
17.50
m/z 213.10 46.59%
17.50
m/z 107.05 44 .51%
17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134592.D

Acqg On : 02 Aug 2023 21:45
Operator : CG\JU

Sample : 03834-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknownl18.580 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.580 3.13 ng 97917  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 41
2 Testosterone 288 C19H2802 000058-22-0 38
3 1H-1,2,4-Triazole-1-propanamide, ... 234 C11H11FN40 1000337-51-7 35
4 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 35
5 2-Chloro-4-fluorobenzylamide 159 C7H7CI1FN 1010343-00-9 30
Abundance Scan 2804 (18.580 min): BF134592.D\data.ms (-2799) (- m/z 124.10 100.00%
124.1
43.1
5000
18.2018.4018.6018.80
0! m/z 43.10 54.82%
miz--> 50 100 150 200 250 300 350 400
Abundance #184240: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17
124.0
5000 | L L B B
288.0 18.2018.4018.6018.80
m/z 229.20 45.71%
TP Wi
0 HH“H‘M H‘ H“M\Mh\”‘m‘”\‘ ‘h\‘\‘“‘\“‘\\“‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
18.2018.4018.6018.80
5000 m/z 91.00 45.67%
79.0
288.0
203.0
29.0
0L o A A e b
m/z--> 50 100 150 200 250 300 350 400
Abundance #115508: 1H-1,2,4-Triazole-1-propanamide, N-(4-fluorop  EmmEa AR
124.0 18.2018.4018.6018.80
m/z 69.00 42.20%
5000} 550 234.0
m/z--> 50 100 150 200 250 300 350 400 18.2018.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134592.D

Acqg On : 02 Aug 2023 21:45
Operator : CG\JU

Sample : 03834-02

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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|
n-Hexadecanoic ... 11.851 3.5 ng 185939 4 11.310 1050750 20.0
Supraene 14.833 6.2 ng 192977 6 15.421 624803 20.0
Hexacosane, 1-i... 15.104 2.7 ng 85679 6 15.421 624803 20.0
Oxirane, hexade... 15.698 2.3 ng 72342 6 15.421 624803 20.0
Docosane, 1-iodo-  15.939 2.1 ng 65480 6 15.421 624803 20.0
1-Docosene 15.998 2.5 ng 77383 6 15.421 624803 20.0
Tetradecanal 16.762 5.5 ng 171511 6 15.421 624803 20.0
unknownl17.092 17.092 2.2 ng 68566 6 15.421 624803 20.0
17-(1,5-Dimethy... 17.539 4.8 ng 150711 6 15.421 624803 20.0
unknown18.580 18.580 3.1 ng 97917 6 15.421 624803 20.0
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